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SPECTRAL ANALYSIS OF REPRESENTATIVE COMPOUNDS
SECTION-I
1-(2-Methylbenzyl)-N-[4,5-bis(p-tolyl)thiazol-2-yl]piperidine-4-carboxamide (20)
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BC-NMR

LCMS

[ XIC of <MRM (20 pairs). 496 291105 200 Da 1D: C1_1 from Sample 24 (SET 4) of 01.wiff (Turbo Spray), Smoothed, Smoothed, Smoothed, 5. Max. 5.4eE opa.
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Peak List for IC of +MBEM {20 pairs): 488.201/105.200 Da ID:C1_1 from Sample 24 {(SET 4) of 01 wiff (Turbo Spray), Smoothed, Smoothed, Smoothed, Smoothed, Smoothed, Smoothed, Smooth
| Time {min} | Area {couns) | o Area | Helght (cps) | % Helght | Widith (min) | Baseline Type
1 [58515 | 710638 | RL] | 5-3502=8 I 00000 [T.4387 |Bace o Bace

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda ii



Supplementary

1-(3,5-Difluorobenzyl)-N-[4,5-bis(p-tolyl)thiazol-2-yl]piperidine-4-carboxamide (23)
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[W IC of +MRAM (20 pairs): 518 216/238 200 Da 1D: 1C10_1 from Sample 24 (SET 4) of 01.wiff {Turbo Spray), Smoothed, Smoothed, Smoothed, ..

Max. 4128 cps.

B.21
4 06
3.Bet
J.6e6
3.4e6
3.2e6
3.0e6-
2 Beb
2 B
246
2 P
2,06
1.Beb
1.6e6
1.de6
1.2e6
1.0e6
8.0e5
6.0e5
4.0e5
2.0e5M

o

o0

ntensity, cps

00 1Mo 120 130 140 150 160 170 180 180

Time, min
Peak List for "XIC of +MRM (20 pairs): 518.216/238.200 Da ID: C10_1 from Sample 24 (SET 4) of 01 wiff (Turbo Spray). Smoothed, Smoaothed, Smocthed, Smoothed. Smoothed, Smoocthed, Smoof

10 20 30 40 s &0 70 B0 90

Time {mir)

Area (Counts)

“Area

Helgnt (cps)

5 Helght

Width (min)

Basaline Type

1

6.2061

81087 aT

1000000

4097626

100.0000

1.2470

Base toBase

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda



Supplementary

1-(4-Nitrobenzyl)-N-[4,5-bis(p-tolyl)thiazol-2-yl]piperidine-4-carboxamide (28)
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1-(2-Trifluoromethyl)benzyl)-N-[4,5-bis(4-chlorophenyl)thiazol-2-yl]piperidine-4-

carboxamide (31)
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1-(3,5-Difluorobenzyl)-N-[4,5-bis(4-chlorophenyl)thiazol-2-yl]piperidine-4-
carboxamide (33)
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BC-NMR

1-(3,5-Difluorobenzyl)-N-[4,5-bis(4-methoxyphenyl)thiazol-2-yl]piperidine-4-
carboxamide (41)
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1-(2-Cyanobenzyl)-N-[4,5-bis(4-methoxyphenyl)thiazol-2-yl]piperidine-4-carboxamide
(44)
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BC-NMR

LCMS
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N-[(1-(2-Methylbenzyl)piperidin-4-yl)methyl]-4,5-bis(p-tolyl)thiazol-2-ylamine (46)
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N-[(1-(3,5-Difluorobenzyl)piperidin-4-yl)methyl]-4,5-bis(p-tolyl)thiazol-2-ylamine (48)
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LCMS
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LCMS
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LCMS
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LCMS

[ W XIC of +MAM (35 pairs): 494 126/91 100 Da 10- A1_1 from Samgie 3 (SET 2) of 01 wilf [Turbo Spray)
253
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4 5ot

4.0t
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.06

2 Geb

Inte nsity, cps

2 0eb

Mz 5.1e6 cps.

"o 10 2 a0 40 | 50 | &0 70 g0 90 100 10 120 | 130 140
Time, min
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Peak List for IC of +MAM (33 pairs): 494.126/81.100 Da ID: A1_1 from Sample 3 (SET 2) of 01.wiff (Turbo Spray)”
Time {min} | Area (counts) | Area | Helght (cps) | % Halght |

Width (min)

| Baseline Type

1 | 25288 | 20172e7 | 100.0000 | S.043426 | 100.0000 |0. 5503

| Base ko Base

SPECTRAL ANALYSIS OF REPRESENTATIVE COMPOUNDS

SECTION-II

3-Ethyl-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (8)
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BRUKER

AVANCE II 400 NMR
Spectrometer

SAIF

Panjab University
Chandigarh

Current Data Parameters
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-3.00 dB
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- Processing parameters
2768

400.1299840 MHz
El

v
0 ppo

avtar_saifpul@yahoo.co.in

BC.NMR
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AVANCE II 400 NMR
GREagRRRg 2 o aa Spectrometer
ARASRRSES =6 o & SAIF
T e e e b TT = Y Panjab University
\\\§$%é;/ \/ ' Chandigarh
[}
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18.41
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2gpg30
J " o L
T T T T T T T T ’ 0
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 &0 S50 40 30 10 ppnC 1.40

avtar_saifpu@yahoo.co.in

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda XXV



Supplementary

Mass Spectra

MMS-01(01)_130700150158 #74 RT: 153 AW: 1 NL 2.17E3
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3-Allyl-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (10)
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BRUKER
AVANCE II 400
Spectrometer
SAIF

Panjab University
Chandigarh

NMR
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3-Dodecyl-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (12)

IH-NMR
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MMS-01
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BC-NMR

\

Mass Spectra

MM3-01(13)#85 RT: 1.78 AV: 1 NL: 3.30E3
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3-(4-Bromobenzyl)-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (13)
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BC-NMR

MMS-01(15)

BRUKER
AVANCE II 400 NMR
Spectrometer

SATF

Panjab University
Chandigarh
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Mass Spectra

MMS-01{15)} #72 RT: 1.48 AV: 1
T: + ¢ Full ms [50.00-650.00]
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260

3-(2,6-Difluorobenzyl)-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (14)
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'H-NMR
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BC-NMR

MMS-01(16)

BRUKER
AVANCE II 400 NMR
& = Spectrometer
8  SAIF
m 2 Panjab University
’ Chandigarh
Current Data Parameters
N Sep09 4
EXPNO 550
PROCNO 1
Acquisition Parameters
20140909
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1-Methyl-3-(1-naphthylmethyl)-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (19)

Dl

H3C o
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BC-NMR

MMS-01 (14)

3 v Panjab University
\|/ | | Chandigarh
Y

Data Parameters
)

avtar_ saifpu@yahoo.co.in

Mass Spectra

MMS-01{14) #78 RT: 1.83 AV: 1 NL: 203E3
T: + ¢ Full ms [50.00-850.00]
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1-Methyl-3-(4-methylbenzyl)-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (22)
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Hee O
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BC-NMR

MMS-01(20)
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BRUKER
AVANCE II 400 NMR
Spectrometer
SAIF

Panjab University
I Chandigarh
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3-(4-1sopropylbenzyl)-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (23)
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N
HsC o
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H-NMR
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BC-NMR

MMS-01(22)
BRUKER
- AVANCE II 400 NMR
ﬂ A3 =Pz 5 R Spectrometer
< v s w SAIF
i il Panjab University

J
" / \/ Chandigarh
I

1.40

avtar_ saifpulyahoo.co.in

Mass Spectra

MMS-01(22)#03 RT: 1.82 AV: 1 NL: 6.01E4
T: + ¢ Full ms [50.00-850.00]
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3-(2-Chloro-6-fluoro)benzyl-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (26)
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BC-NMR
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3-(4-Methoxybenzyl)-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (31)
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BC-NMR

MMS-01 (29) BRUKER

AVANCE II 400 NMR
o - Spectrometer
SAIF
| Panjab University
‘ Chandigarh
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Mass spectra

Printing Time: 12:54:54 Dr. Vikram Sarabhai Science Block, Faculty of Science Analyst Version: 1.6.2
Printing Date: 21 July 2014
The H. 5. University of Baroda

[ -Q1- 0.000 to 1.818 min from Sample 1(Q1 M3 POS MMS3-01{29)) of MMS01(22).wiff (Turbe Spray). Centroided Max. 2.BeT cps.
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Acg. Time: 12:40 Eaalyst version: 1.6.2
Acg. Date: Mooday, July 21, 2014

Sample Number: H/& Eage 1 of 1
Semple Neme: QL M5 POS MMS-01{29}
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8-Chloro-3-ethyl-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (37)
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Supplementary

BC-NMR

Mass spectra
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Supplementary

3-Butyl-8-chloro-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (38)
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Supplementary

BC-NMR
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3-(2-Acatamido)-1-methyl-4,5-dihydro-1H-benzo[d]azepin-2(3H)-one (51)
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Supplementary

BC-NMR
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