Chapter - 8 Supplementary data

N-(2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethyl)-1-benzylpiperidine-4-carboxamide (91)
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'H & 3C NMR spectra
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Chapter - 8 Supplementary data

Mass spectra:
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Chapter - 8 Supplementary data

N-(2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethyl)-1-(4-chlorobenzyl)piperidine-4-carboxamide
92):

'H NMR spectra
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Chapter - 8 Supplementary data

Mass spectra

Instrument Name:SA/AD/INS/015 Vial Position:120
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Chapter - 8 Supplementary data

1-(2-(trifluoromethyl)benzyl)-N-(2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethyl)piperidine-4-

carboxamide (93)

H & 3C NMR spectra
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Chapter - 8

Mass spectra

Instrument Name:SA/AD/INS/015 Vial Position:3
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Chapter - 8 Supplementary data

1-(2,4-dichlorobenzyl)-N-(2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethyl)piperidine-4-

carboxamide (95)

H & 3C NMR spectra
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Chapter - 8 Supplementary data

HRMS spectra:

Sample Name PZ01-2-07 Position P1-F8 Instrument Name Instrument 1 User Name
Inj Vol 0.2 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  P701-2-07.d ACQ Method union.m Comment Acquired Time 10/7/2024 12:50:57 PM

=10 5 +ES| Scan (rt: 0.157-0.356 min, 19 scans) Frag=150.0V PZ01-2-07 .d

5.4 —
5.2 =

=
54 w3
24
[")‘_
A
2
44

Lo wow AN A A
[]
1

MORNOM R
(]
1

a4 odoa
A
L

o
P
02

4

0
"
u

5 356,09

o

240 9863
§.161

3

0.2+ hl“

431156

600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda S8



Chapter - 8 Supplementary data

1-(4-methybenzyl)-N-(2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethyl)piperidine-4-carboxamide
(96)

H & 3C NMR spectra
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Chapter - 8 Supplementary data

HRMS spectra:

Sample Name PZ01-2-08 Position P1-F9 Instrument Name Instrument 1 User Name
Inj Vol 0.2 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PZ01-2-08.d ACQ Method union.m Comment Acquired Time 10/7/2024 12:52:55 PM
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Chapter - 8 Supplementary data

N-(2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethyl)-1-phenethyl piperidine-4-carboxamide (99)

'"H NMR spectra
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Chapter - 8 Supplementary data

N-(2-(3,4-bis(4-methoxyphenyl)-1H-pyrazole-1-carboxamido)ethyl)-1-(4-nitrobenzyl)piperidine-4-
carboxamide (105)

'TH NMR & HRMS spectra
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Chapter - 8 Supplementary data
Mass spectra:
Instrument Name:SA/AD/INS/015 Vial Position:6
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Chapter - 8 Supplementary data

N-(2-(3,4-bis(4-methoxyphenyl)-1H-pyrazole-1-carboxamido)ethyl)-1-(4-methoxybenzyl)piperidine-4-
carboxamide (108)

'"H NMR spectra
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Chapter - 8

Supplementary data

N-(2-(3,4-bis(4-methoxyphenyl)-1 H-pyrazole-1-carboxamido)ethyl)-1-phenethylpiperidine-4-

carboxamide (111)

'H & 3C NMR
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Chapter - 8

Mass spectra:

Supplementary data

Instrument Name:SA/AD/INS/015 Vial Position:7
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Chapter - 8 Supplementary data

N-(2-(3,4-bis(4-chlorophenyl)-1H-pyrazole-1-carboxamido)ethyl)-1-(4-chlorobenzyl)piperidine-4-
carboxamide (113)

'"H NMR spectra
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Chapter - 8 Supplementary data

HRMS spectra:

Sample Name PZ03-2-02 Position p2-B1 Instrument Name Instrument 1 User Name
Inj Vol 0.2 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename P7Z03-2-02.d ACQ Method union.m Comment Acquired Time 10/7/2024 1:12:31 PM
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Chapter - 8 Supplementary data

N-(2-(3,4-bis(4-chlorophenyl)-1H-pyrazole-1-carboxamido)ethyl)-1-(3,5-dimethylbenzyl)piperidine-4-
carboxamide (115)

0 CH,

'"H NMR spectra
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Chapter - 8 Supplementary data

HRMS spectra:

Sample Name PZ03-2-05 Position P2-B3 Instrument Name Instrument 1 User Name
Inj Vol 0.2 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename ~ PZ03-2-05.d ACQ Method  union.m Comment Acquired Time 10/7/2024 1:16:25 PM
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Chapter - 8 Supplementary data
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Chapter - 8

Methyl 2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethylcarbamate (133)

'H & HRMS NMR spectra

Supplementary data
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Chapter - 8 Supplementary data

Pentyl 2-(3,4-diphenyl-1H-pyrazole-1-carboxamido)ethylcarbamate (134)

'H NMR & HRMS spectra
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2,2,2-trichloroethyl 2-(3,4-diphenyl-1H-pyrazole-1-carboxamido) ethylcarbamate (135)

ol Cl
Cl

'H & 3C NMR spectra
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HRMS spectra:

Sample Name  PZ01-1-07 Pasition P1-C5 Instrument Name  Instrument 1 User Name
Inj Vol 0.2 InjPosition SampleType Sample IRM Calibration Status Success
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(9H-fluoren-9-yl)methyl 2-(3,4- dlphenyl -1H-pyrazole-1-carboxamido) ethylcarbamate (137)

'H & 3C NMR spectra
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PZ01-1-09-13C-NMR_CARBON_20240210_01
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Ethyl 2-(3,4-bis(4-methoxyphenyl)-1H-pyrazole-1-carboxamido) ethylcarbamate (140)

H & 3C NMR spectra
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HRMS spectra:

Sample Name  PZ02-1-04 Position P1-E7 Instrument Name Instrument 1 User Name
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2,2,2-trichloroethyl 2-(3,4-bis(4-methoxyphenyl)-1H-pyrazole-1-carboxamido)ethylcarbamate (143)

'TH NMR spectra
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Sample Name  PZ02-1-07 Position P1-E9 Instrument Name  Instrument 1 User Name
Inj Vol 0.2 InjPosition SampleType Sample IRM Calibration Status Success
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Benzyl-2-(3,4-bis(4-chlorophenyl)-1H-pyrazole-1-carboxamido)ethylcarbamate (152)

'H & 3C NMR spectra
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Mass spectra:

Supplementary data
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(E)-N-(2-(2-(furan-2-ylmethylene)hydrazine-1-carbonyl)benzofuran-5-yl)-4-methylbenzamide (182)

'H NMR spectra:
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Mass spectra:

Instrument Name:SA/AD/INS/015 vial position :11
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(E)-4-methyl-N-(2-(2-(naphthalen-2-ylmethylene)hydrazine-1-carbonyl)benzofuran-5-yl)benzamide

(186)

H,C
H
N
T

0]

0]

'TH NMR spectra:
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Mass spectra:

Instrument Name: SA/AD/INS/015 vial position :60
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(E)-4-methyl-N-(2-(2-(1-phenylethylidene)hydrazine-1-carbonyl)benzofuran-5-yl)benzamide (187)

'H NMR spectra:
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Mass spectra:

Supplementary data

Instrument Name:SA/AD/IINS/015 vial position :61
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Supplementary data

N-(2-(2-(diphenylmethylene)hydrazine-1-carbonyl)benzofuran-5-yl)-4-methylbenzamide (190)

'H NMR spectra:
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Supplementary data

Mass spectra:

Instrument Name: SATADINS/015
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vial position :64
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(E)-4-methyl-N-(2-(2-(4-nitrobenzylidene)hydrazine-1-carbonyl)benzofuran-5-yl)benzamide (191)
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Mass spectra:

Instrument Name:SA/ADIINS/015 vial position :65
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Ethyl 5-((3-phenylcarbamate)benzamido)benzofuran-2-carboxylate (203)

'TH NMR spectra:
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sample Code: KI03-2-01
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Supplementary data

Chapter - 8

Ethyl 5-((3-ethylcarbamate)benzamido)benzofuran-2-carboxylate (205)

'"H NMR spectra
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Chapter - 8 Supplementary data

Mass spectra:
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Chapter - 8 Supplementary data

Ethyl 5-((3-methylcarbamate)benzamido)benzofuran-2-carboxylate (206)

'TH NMR spectra:
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Chapter - 8

Mass spectra:

Supplementary data

vial position -6
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Supplementary data

Chapter - 8

Ethyl 5-((3-benzylcarbamate)benzamido)benzofuran-2-carboxylate (208)
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Chapter - 8

Mass spectra:

Supplementary data

Instrument Name:5 AIADANS01S

Sample Name :K103-2-08

vial position -9
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Chapter - 8 Supplementary data

Ethyl 5-((4-amino)benzamido)benzofuran-2-carboxylate (211)
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Chapter - 8

Mass spectra:

Supplementary data

Instrument Name:SAADANSI S

Sample Name K103

vial position -29
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Chapter - 8 Supplementary data

Ethyl 5-((4-pentylcarbamate)benzamido)benzofuran-2-carboxylate (214)

'TH NMR spectra:
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Chapter - 8

Mass spectra:

Supplementary data

vial position :13

Instrument Name:SAADINSIO15

Sample Name :K104-2-06
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Chapter - 8 Supplementary data

Ethyl 5-(3-benzamidobenzamido)benzofuran-2-carboxylate (222)
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Chapter - 8

Mass spectra:

Instrument Mame:SAADANS1S

Supplementary data

Sample Name -K103-1-01
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Chapter - 8 Supplementary data

3-(2-phenylacetamido)-/N-(2-propionylbenzofuran-5-yl)benzamide (223)

'H NMR spectra:
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Chapter - 8

Mass spectra:

Supplementary data

Instrument Name:5 AIADANS013

Sample Name :K103-1-03

vial position 17

25-Mar-202317:00:12
K103-1-03 20 {0.683) Cm {16:30) T Scan ES+
100 44322 35404

| S

22810 |a2a.2
45030
32537 470052
1 22288 |aompe
',5:"3 439,14
r T T | T T T T T Hr ||| T T T T T T T T T T T T T T 'z
275 F0 325 350 375 400 425 450 475 500 525 550 575 b6DD 625 650D 695 VDO TES TS0 VWS 800 825 BSD

K103-1-03 23 (L756) Cm {13:32) 1: 3can E3-
100 5537 1.7Ted

e

RS
o - —
EE AL a2z [
27387 H 4383 25751
|:||||| T T TTT T T T T T T ||_||||[’l||||||||||||_||||||||||||||||||||||||||||||||||||||||||||||||||||||||||TJ‘I
275 30 325 350 375 400 425 430 4v5 500 525 550 575 600 625 650 6v5 VDD T2 TS0 VS 800 825 GBS0

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda

S58



Chapter - 8 Supplementary data

Ethyl 5-(3-(nicotinamido)benzamido)benzofuran-2-carboxylate (224)

'H NMR spectra:
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Chapter - 8

Mass spectra:

Supplementary data

Instrument Name:SAADINSO 3

Sample Name :K103-1-04

vial position -18
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Supplementary data

Chapter - 8

Ethyl 5-(3-(2-(naphthalen-2-yl)acetamido)benzamido)benzofuran-2-carboxylate (225)
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Chapter - 8

Mass spectra:

Supplementary data

Instrument Name:SAADMANSIO15

Sample Name :K103-1-08

vial position :21
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Chapter - 8 Supplementary data

Ethyl 5-(3-(thiophene-2-carboxamido)benzamido)benzofuran-2-carboxylate (226)
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Chapter - 8

Mass spectra:

Supplementary data

Instrument Name:SAADMANSIO15

Sample Name :K103-1-11

vial position :22
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