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Drug likeness properties of the designed compounds (Lipinski rule of five)
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PO1-PO22
S| coce aroup acceptors | donors | weight | A L0%P
1 PO1 | Phenylamino 7 1 343.403 1.778
2 PO2 | 3-methyl phenylamino 7 1 357.43 2.264
4-trifluromethyl
3 PO3 phenylamino 7 1 411.401 2.721
4 PO4 | 4-bromo phenylamino 7 1 422.3 2.527
5 PO5 | 3-methoxy phenylamino 8 1 373.429 1.762
6 PO6 | 2-chlorophenylamino 7 1 377.849 2.443
7 PO7 | 4-methyl phenylamino 7 1 357.43 2.264
8 PO8 | 4-nitro phenylamino 10 1 388.401 1.673
9 PO9 | 4-methoxy phenylamino 8 1 373.429 1.762
10 PO10 | 4-chloro phenylamino 7 1 377.849 2.443
11 PO11 | Pyridine-2-amino 8 1 344.392 1.167
12 | PO12 | 2-nitro phenylamino 10 1 388.401 1.673
13 | PO13 | 4-ethoxy phenylamino 8 1 387.456 2.111
14 PO14 | Cyclohexyl-1-amino 7 1 349.451 2.06
15 | PO15 | 4-fluro phenylamino 7 1 361.394 1.984
3-trifluromethyl
16 | PO16 ohenylamino 7 1 411.401 2.721
17 PO17 | Morpholine 8 0 337.397 0.095
18 PO18 | Phenyl 6 0 328.389 2.398
19 PO19 | 4-methoxy phenyl 7 0 358.415 2.381
20 | PO20 |4-methyl phenyl 6 0 342.415 2.884
21 | PO21 | 4-fluro phenyl 6 0 346.379 2.603
22 PO22 | 4-nitro phenyl 9 0 373.386 2.292




Il.  Predicted ADMET properties of the designed molecules

St | cone | SOUbity| “YE0Y | BBB | it | CYPEDS | proicion | evel
1| PO1 -3.015 3 -0.899 3 -9.95161 FALSE 0
2 | PO2 -3.488 3 -0.748 3 -9.61108 FALSE 0
3 | PO3 -4.172 2 -0.607 3 -5.94374 FALSE 0
4 | PO4 -3.783 3 -0.667 3 -10.7456 FALSE 0
5 | PO5 -3.011 3 -1.045 3 -11.189 FALSE 0
6 | PO6 -3.728 3 -0.693 3 -8.06757 FALSE 0
7 | POY -3.47 3 -0.748 3 -9.01906 FALSE 0
8 | PO8 -3.112 3 undefined 4 -14.3655 FALSE 0
9 | PO9 -2.994 3 -1.045 3 -11.3601 FALSE 0
10 | PO10 -3.71 3 -0.693 3 -7.9148 FALSE 0
11 | PO11 -2.566 3 -1.266 3 -10.5001 FALSE 0
12 | PO12 -3.165 3 undefined 4 -12.3571 FALSE 0
13 | PO13 -3.163 3 -0.937 3 -12.9087 FALSE 0
14 | PO14 | -3.261 3 -0.812 3 -5.00917 FALSE 0
15 | PO15 -3.309 3 -0.835 3 -8.33709 FALSE 0
16 | PO16 -4.208 2 -0.607 3 -5.9661 FALSE 0
17 | PO17 -1.377 4 -1.41 3 -10.4416 FALSE 0
18 | PO18 -3.387 3 -0.504 2 -4.35879 FALSE 0
19 | PO19 -3.303 3 -0.651 3 -6.04798 FALSE 0
20 | PO20 -3.852 3 -0.354 2 -3.74701 FALSE 0
21 | PO21 -3.607 3 -0.441 2 -1.89197 FALSE 0
22 | PO22 -3.348 3 undefined 4 -8.044 FALSE 0




[1l. SPECTRAL DATA OF SYNTHESIZED
COMPOUNDS (PO1-PO22)
e 'HNMR
e BC NMR
e Mass spectra



TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-
phenylacetamide (PO1)

10.383

PDA

1H-NMR in DMSO
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Current Data Parameters

NAME
EXPNO
PROCNO

23000427-PDA
1
1

F2 - Acquisition Parameters

Date_ 20230426

Time 14.19 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.7 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-0xadiazol-2-yl)thio)-N-

phenylacetaml%eD A(POI)

13C-NMR in DMSO
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Current Data Parameters

NAME 23000427-PDA
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230426

Time 17.11 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1024

DS 4

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 202.84

DW 19.200 usec
DE 6.50 usec
TE 298.4 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303465-PO-A 12 (0.22N Gy HEPlacetamide (PO1) s 1175 TOF S ES+
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(m-
tolyl)acetamide (PO2)
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Current Data Parameters

NAME
EXPNO
PROCNO

23000463-P0O4T
1
1

F2 - Acquisition Parameters

Date_ 20230507

Time 17.17 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.6 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(m-

tolyl)acetamide (PO2)

PO4T
13C-NMR in DMSO
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Current Data Parameters

NAME 23000463-P0O4T
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230508

Time 13.31 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1024

DS 4

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 202.84

DW 19.200 usec
DE 6.50 usec
TE 298.6 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303472-P0O-1CH3 13 (0.237) Cm (5N¥(m-tolyl)acetamide (PO2) TOF MS ES+
358.1971 1.12e8
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10.759

'H NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-

(trifluoromethyl)phenyl)acetamide (PO3)
PO4CF3-new
1H-NMR in DMSO
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NAME 23000506-PO4CF3-new
NS TN e 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20230519
Time 11.32 h
INSTRUM spect
PROBHD Z108618_0984 (
PULPROG zg30
4 . TD 65536
—' F
i SOLVENT DMSO
\\ . - NS 4
5 1 O F DS 2
-N 1 - i SWH 8012.820 Hz
5 0.2 S. Mo FIDRES 0.244532 Hz
Y =1 AQ 4.0894465 sec
1 U 2 H RG 32.13
N-N DW 62.400 usec
3
4 DE 17.09 usec
TE 297.6 K
D1 1.00000000 sec
TDO 1
SFO1 400.3124719 MHz
NUC1 1H
PO 4.67 usec
P1 14.00 usec
PLW1 11.28999996 W
F2 - Processing parameters
ST 65536
SF 400.3100000 MHz
WDW EM
SSB 0
LB 0.30 Hz
( GB 0
J{I jh pC 1.00
R
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-0xadiazol-2-yl)thio)-N-(4-

(triﬂuoromethylgghengyl)acetamide (PO3)

4CF3—-new
13C-NMR in DMSO
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Current Data Parameters

NAME
EXPNO
PROCNO

23000506-PO4CF3-new

2
1

F2 - Acquisition Parameters

Date_ 20230520

Time 10.24 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 3000

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84

DW 20.800 usec
DE 6.50 usec
TE 298.5 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303473-PO-4CF3 13 (0.237) Cm (8:16) N_(4_(triﬂu0romethyl)gge‘ll}%l)acetamide (PO3) TOF M? 5689"'8
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'H NMR
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N-(4-bromophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-
oxadiazol-2-yl)thio)acetamide (PO4)

PO4Br
1H-NMR in DMSO
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Current Data Parameters

NAME 23000476-PO4Br
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230509

Time 17.36 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.2 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C  NMR of N-(4-bromophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-

oxadiazol-2-yl)thio)acetamide (PO4)
P04B
13C_NMR in DMSO
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Current Data Parameters

NAME 23000476-PO4Br
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230509

Time 17.56 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 512

DS 4

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 202.84

DW 19.200 usec
DE 6.50 usec
TE 298.5 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of N-(4-bromophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-
2303470-PO-4Br 13 (0.237) Cm (6:17) TOF MS ES+
_ oxadiazoi—Z—yl)thio)acetamide (PO4)4.1042 4.60e7

422.1085

%

425.1080

426.1046
e

T T T T T T
50 100 150 200 250 300 350 400 450 500 550

ASARARARRSENN AN AR RS SARRE R
600 650 700 750 800


arung
Placed Image

arung
Placed Image


TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-0xadiazol-2-yl)thio)-N-(3-

methoxyphenyl)acgggb%lde (POS)

1H-NMR in DMSO
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Current Data Parameters

NAME
EXPNO
PROCNO

23000458-PO3MO
1
1

F2 - Acquisition Parameters

Date_ 20230507

Time 17.00 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 298.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00


arung
Placed Image

arung
Placed Image


13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(3-

methoxyphenyl)acetamide (POS)
PO3MO

13C-NMR in DMSO
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Current Data Parameters

NAME 23000458-PO3MO
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230508

Time 10.34 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1024

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84

DW 20.800 usec
DE 6.50 usec
TE 298.1 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303468-PO-3MO 13 (0.237) Cm (5:19) N_(3_methoxyphenglzacetamide (POS) TOF MS ES+
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'H NMR of

oxadiazol-2-yl)thio)acetamide (PO6)
PO2C1
1H-NMR in DMSO
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Current Data Parameters

NAME
EXPNO
PROCNO

23000460-P0O2C1
1
1

N-(2-chlorophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-

F2 - Acquisition Parameters

Date_ 20230507

Time 17.07 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.8 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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3C  NMR

oxadiazol-2-yl)thio)acetamide (PO6)

PO2C1
13C-NMR in DMSO
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of N-(2-chlorophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-

Current Data Parameters

NAME 23000460-P0O2C1
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F2 - Acquisition Parameters
Date_ 20230508

Time 11.55 h
INSTRUM spect
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TD 65536
SOLVENT DMSO

NS 900

DS 4

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 202.84

DW 19.200 usec
DE 6.50 usec
TE 298.1 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of N-(2-chlorophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-

2303467-PO-2Cl 12 (0.220) Cm (6:16) Oxadiazol_z_y])thio)acetamide (POG) TOF MS ES+
378.1471 9.44e7
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(p-

tolyl)acetamide (PO7)

PO4CH3
1H-NMR in
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Current Data Parameters
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1
1

F2 - Acquisition Parameters
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Time 15.36 h
INSTRUM spect
PROBHD 7108618_0984 (
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TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 298.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(p-
tolyl)acetamide (PO7)

PO4CH3
13C-NMR in DMSO
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PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
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NUC2 1H
CPDPRG[2 waltz65
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A — F2 - Processing parameters
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303471-PO-4CH3 13 (0.237) Cm (9:28) N-(p-tolyl)acetamide gP07) TOF MS ES+
B 358.1971 5.71e7
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-
nitrophenyl)acetamide (POS8)

P0O4NO2
1H-NMR in DMSO
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-

nitrophenyl)acetamide (POS8)

P0O4NO2
13C-NMR in DMSO
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F2 - Acquisition Parameters

Date_ 20230508

Time 12.49 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 600

DS 4

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 202.84

DW 19.200 usec
DE 6.50 usec
TE 298.6 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303459-PO-4NO2 13 (0.237) Cm (6:19)\-(4-nitrophenyl)acetamide (PO8) TOF MS ES+
] 389.1723 1.1668
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-
methoxyphenyl)acetamide (PO9)

PO4MO
1H-NMR in DMSO
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SOLVENT DMSO
NS 8
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13
DW 62.400 usec
DE 17.09 usec
TE 297.8 K
D1 1.00000000 sec
TDO 1
SFO1 400.3124719 MHz
NUC1 1H
PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W
F2 - Processing parameters
ST 65536
SF 400.3100000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-

methoxyphenyl)acetamide (PO9)
PO4MO
13C-NMR in DMSO

<t O~~~ N~ AN — OO
O 0 WO I~ <« N - < MO OO AN< OO A >
O < OO0 O N N — <t O MM AHOOHOYor™WOWWoo
. o e e e . o . . O 1O AN~ M A~
TSSO N O . L
O OOV T T M N O LM OO OOHTOHOTOIMEMO
L B A e AR s A e R o R | — — IO T <<t OO MM
4
3
l\} 5 1 O
2 N1,DES\)J\
TN
1 v : H
‘_-
N-N,
4

1 -~ 1 - 1 - 1 -~ 1 -~ 1T T "~ T S
220 200 180 160 140 120 100 80 60 40 20 0 ppm

Current Data Parameters
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F2 - Acquisition Parameters

Date_ 20230508

Time 11.16 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 600

DS 4

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 202.84

DW 19.200 usec
DE 6.50 usec
TE 298.6 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303469-PO-4ANI 15 (0.270) Cm (6:20) N-(4-methoxyphenyl)acetamide (PO9) TOF MS ES+
B 374.1930 1.11e8
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TH NMR of N-(4-chlorophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-

oxadiazol-Z-yl)thio?&c(zeltamide (PO10)

1H-NMR in DMSO
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Current Data Parameters
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F2 - Acquisition Parameters

Date_ 20230507

Time 17.11 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.7 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of N-(4-chlorophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-
oxadiazol-2-yl)thio)acetamide (PO10)

PO4cCl
13C-NMR in DMSO
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INSTRUM spect
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N_‘_ 5 1 FIDRES 0.794729 Hz
2 VN1 62 20 1.2582912 sec
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N.-—N DE 6.50 usec
3 TE 298.1 K
4 D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6680954 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
m \ H | \ [ PLW13 0.13741000 W
F2 - Processing parameters
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Mass spectrum of N-(4-chlorophenyl)-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-

2303474-PO-4C1 12 (0.220) Cm (7:26) 9Xadiazol-2-yl)thio)acetamide (PO10) TOF MS ES+
_ 378.1471 1.19e8
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-

(pyridin-Z-yl)acetaggggg (PO11)

1H-NMR in DMSO
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Current Data Parameters

NAME 23000441-PO2AP
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230501

Time 13.46 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.6 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-

(pyridin-2-yl)acetamide (PO11)
PO2AP
13C-NMR in DMSO
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SOLVENT DMSO
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DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84

DW 20.800 usec
DE 6.50 usec
TE 298.5 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303461-PO-2AP 11 (0.203) Cm (6:12) N-(pyridin-2-yl)acetamide (PO11) TOF MS ES+
B 345.1735 6.90e7
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(2-
nitrophenyl)acetamgggNg;O12)

1H-NMR in DMSO
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(2-

nitrophenyl)acetamide (PO12)

PO2NO2
13C-NMR in DMSO
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Current Data Parameters
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F2 - Acquisition Parameters
Date_ 20230430

Time 15.22 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 2048

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84

DW 20.800 usec
DE 6.50 usec
TE 298.9 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303462-PO-2N0O2 14 (0.254) Cm (7:25) N-(2-nitrophenyl)acetamide (PO12) TOF MS ES+
_ 389.1723 1.57e8
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IH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-

ethoxyphenyl)acetamide (PO13)
POPP

1H-NMR in DMSO
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Current Data Parameters

NAME 23000435-POPP
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230429

Time 16.17 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.9 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-0xadiazol-2-yl)thio)-N-(4-

ethoxyphenyl)acetamide (PO13)

POPP
13C-NMR in DMSO
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Current Data Parameters

NAME 23000435-POPP
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230429

Time 17.26 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 536

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84

DW 20.800 usec
DE 6.50 usec
TE 297.9 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303463-PO-PP 7 (0.135) Cm (4:13) N-(4-ethoxyphenyl)acetamide (PO13) TOF MS ES+
B 388.2159 4.23e7
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TH NMR of N-cyclohexyl-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-

yl)thio)acetamide (PO14)
POCyclo
1H-NMR in DMSO

5.875
5.476
4.020
3.549
3.524
3.515
3.505
3.339
2.510
2.259
2.092
2.071
1.734
1.723
1.699
1.674
1.660
1.652
1.556
1.527
1.300
1.272
1.242
1.211

Current Data Parameters

v \\H\‘\I\k‘\\x\%/m‘//‘ NAME - 23000433-POCyclo

PROCNO 1

F2 - Acquisition Parameters

Date_ 20230428
Time 18.52 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30
TD 65536
4 3 SOLVENT DMSO
3 , NS 16
ﬁ N , 0 2 4 DS 2
N 1 SWH 8012.820 Hz
2N~N1 0.2_S FIDRES 0.244532 Hz
5 7/ TN 5 AQ 4.0894465 sec
N . ik
v . usec
N k] DE 17.09 usec
4 ) TE 297.9 K
D1 1.00000000 sec
TDO 1
SFO1 400.3124719 MHz
NUC1 1H
PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W
F2 - Processing parameters
ST 65536
SF 400.3100000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
JlA/ [W\4¥A*m~4J Uf PC 1.00
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13C NMR of N-cyclohexyl-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-

yl)thio)acetamide (PO14)
POCyclo
13C-NMR in DMSO

Current Data Parameters
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NAME
EXPNO
PROCNO

2
1

23000433-POCyclo

F2 - Acquisition Parameters

Date_ 20230429

Time 12.35 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1024

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84

DW 20.800 usec
DE 6.50 usec
TE 299.1 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of N-cyclohexyl-2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-

2303466-PO-Cyclo 7 (0.135) Cm (7:15) 0Xadiazol-2-yl)thio)acetamide (PO14) TOF MS ES+
_ 350.2268 5.54e7
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-
fluorophenyl)acetamide (PO15)

POF
1H-NMR in DMSO
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o e e e e e e e s . . . . . . P

— A e S o I Te TTOOMOONNNNNNN Current Data Parameters

SN\

PROCNO 1

F2 - Acquisition Parameters
Date_ 20230427

Time 14.11 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.5 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(4-

fluorophenyl)acetamide (PO15)
POF
13C-NMR in DMSO
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Current Data Parameters

NAME 23000429-POF
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230427

Time 17.18 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1684

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84

DW 20.800 usec
DE 6.50 usec
TE 299.0 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303464-PO-F 12 (0.220) Cm (9:22) N-(4-fluorophenyl)acetamide (PO15) TOF MS ES+
362.1751 1.22e8
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-o0xadiazol-2-yl)thio)-N-(3-

(trifluoromethyl)phenyl)acetamide (PO16)
POCF 3
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1H-NMR in DMSO

3.406
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1
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Current Data Parameters

NAME
EXPNO
PROCNO

23000428-POCF3
1
1

F2 - Acquisition Parameters

Date_ 20230427

Time 14.04 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.5 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-N-(3-

(trifluoromethyl)phenyl)acetamide (PO16)
POCF3

13C-NMR in DMSO
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L B B B B B B T e B I B B B I I LT OOMO O™ A A Current Data Parameters
NAME 23000428-POCF3
RS VN =/ z
PROCNO 1
F2 - Acquisition Parameters
Date_ 20230427
Time 18.12 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 1302
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84
DW 20.800 usec
DE 6.50 usec
TE 298.9 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6680954 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
| 1 k PLW13 0.13741000 W
l i \
F2 - Processing parameters
ST 32768
SF 100.6580296 MHz
I j I j I j I j I j I j I j I j I ) I ) I ) WDW EM
200 180 160 140 120 100 80 60 40 20 0 ppm SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303460-PO-CF3 12 (0.220) Cm (6:17) N-(3-(trifluoromethyl)phenyl)acetamide (PO16) TOF MS ES+
412.1798 1.31e8
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-
morpholinoethan-1-one (PO17)

UNIVERSITY /%] OF MYSORE

™ @ 4 DN D0O MmN AT NO WO
0 IN A oo~ OlA AT ON ~ AN~
K\ © M NN~ ©® © © © ©©OWmWo NN A
~ el W MO ®mmm®mmm®m o NN N

12 11 10 9 8 7 6 5 4 3 1 0 ppm
Ty UGN vy
o N~ o] N ™
o o o ooo O
— o o < Mo
PULSE SEQUENCE {OBSERVE  H1, 399.8212911 { DATA PROCESSI NG { 2001317- MD1- 1H
Rel ax. delay 1.000 sec Line broadening 1.0 Hz :
Pul se 45.0 degrees E ! FT size 65536 E ! Solvent: cdcl3
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I3C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-
morpholinoethan-1-one (PO17)
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303475-PO-M 13 (0.237) Cm (8:34) 1-morpholinoethan-1-one (PO17) TOF MS ES+
338.1854 1.88¢8
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-

phenylethan-1-one (PO18)

POACP
1H-NMR in DMSO
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Current Data Parameters

NAME 23000477-POACP
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230509

Time 18.01 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 297.5 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-

phenylethan-1-one (PO18)

POACP
13C-NMR in DMSO
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Current Data Parameters

NAME 23000477-POACP
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230509

Time 18.21 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 512

DS 4

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 202.84

DW 19.200 usec
DE 6.50 usec
TE 298.4 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6680954 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W

F2 - Processing parameters
ST 32768

SF 100.6580296 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-

2303458-PO-ACPs 12 (0.220) Cm (7:23) phenylethan-1-one (PO18) TOF MS ES+
B 329.1597 1.68e8
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-(4-

methoxyphenyl)ethan-1-one (PO19)

PO40OCH3-ACP
1H-NMR in DMSO
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Current Data Parameters

NAME 23000495-PO40CH3-ACP
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230513

Time 15.49 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 32.13

DW 62.400 usec
DE 17.09 usec
TE 298.4 K

D1 1.00000000 sec
TDO 1

SFO1 400.3124719 MHz
NUC1 1H

PO 4.67 usec
Pl 14.00 usec
PLW1 11.28999996 W

F2 - Processing parameters
ST 65536

SF 400.3100000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-(4-
methoxyphenyl)ethan-1-one (PO19)

PO40OCH3-ACP
13C-NMR in DMSO

~ —HOoOwW o O W< S Ee]
L0 O ™M O QO >~ MM (00 <t T <IN IO~ 0O0M™M O
o DN W N OM n o T O+ O O™~ O OO
. . . . . . . . . A H >0 H O M O
o TN~ O o SV
) O O O < T M AN — O O MNOOODODOOHAOO MO
— — — o~ — ToRES RS IIES SRS UG e I e o e o B I Current Data Parameters
NAME 23000495-PO40CH3-ACP
| NZuRRvaRn S\ = :
PROCNO 1
F2 - Acquisition Parameters
Date_ 20230513
Time 16.17 h
INSTRUM spect
PROBHD 7108618_0984 (
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 661
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 202.84
DW 20.800 usec
DE 6.50 usec
TE 299.7 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6680954 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 51.02600098 W
SFO2 400.3116012 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 11.28999996 W
PLW12 0.27318001 W
PLW13 0.13741000 W
{ m ’ ( ’ F2 - Processing parameters
ST 32768
SF 100.6580296 MHz
WDW EM
. r r r T T T T T T SSB 0
I I I I I I I I I I I in 1.00 Hz
200 180 160 140 120 100 80 60 40 20 0 ppm GB 0

PC 1.40


arung
Placed Image

arung
Placed Image


Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-

2303456-PO-40CH3-ACP 12 (0.220) Cm (8:24) (4-meth0xyphen l;ethan-l-one (PO]9) TOF MS ES+
B 3601775 1.62¢8
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-(p-

tolyl)ethan-1-one (PO20)
PO4CH3-ACP
1H-NMR in DMSO
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-(p-
tolyl)ethan-1-one (PO20)

PO4CH3-ACP
13C-NMR in DMSO
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-
1-(p-tolyl)ethan-1-one (PO20)
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-o0xadiazol-2-yl)thio)-1-(4-

fluorophenyl)ethan-1-one (PO21)
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-(4-
fluorophenyl)ethan-1-one (PO21)

PO4F-ACP
13C-NMR in DMSO
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303457-PO-4F-ACP 13 (0.237) Cm (8:20) 1-(4-fluorophenyl)ethan-1-one (PO21) TOF MS ES+
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TH NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-(4-

nitrophenyl)ethan-1-one (PO22)
PO4NO2-ACP
1H-NMR in DMSO
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13C NMR of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-1-(4-

nitrophenyl)ethan-1-one (PO22)
PO4NO2-ACP
13C-NMR in DMSO
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Mass spectrum of 2-((5-((3,5-dimethyl-1H-pyrazol-1-yl)methyl)-1,3,4-oxadiazol-2-yl)thio)-

2303455-PO-4NO2-ACP 15 (0.270) Cm (6:21) 1-(4-nitrophenyl)ethan-1-one (PO22) TOF MS ES+
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