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Experimental Section

General Procedure

Unless otherwise indicated all common reagents and solvents were used as obtained from
commercial suppliers without further purification. "H NMR (400 MHz) and '3C NMR (100
MHz) were recorded on a Bruker DRX400 spectrometer. Chemical shifts are reported in
ppm relative to the internal solvent peak. Coupling constants,.J, are given in Hz.
Multiplicities of peaks are given as: d (doublet), m (multiplet), s (singlet), and t (triplet).
Mass spectra were recorded on a Perkin Elmer Calrus 600 GC-MS spectrometer. IR spectra
were recorded on a Bomen DAS 3FTS spectrometer. Microwave assisted reactions were
carried out in a Catalyst Scientific Microwave oven system (Model No: CATA R (Catalyst
System, Pune) operating at 2450 MHz equipped with glass vial extension by a condenser was
used for performing the reaction. The microwave was equipped with a temperature control
system (external probe).

2-(2-nitrophenyl)imidazo[1,2-a]pyridine 3a.

Yield = 0.36 g, 95%; Yellow solid; Ry = 0.5 (20%EtOAc/n-hexane); 'H NMR (400 MHz,
CDCl) 6 8.10 (d, J = 6.76 Hz, 1H), 7.99 (d, J = 7.8 Hz, 1H), 7.76 (s, 1H), 7.71(d, J = 8.04
Hz, 1H), 7.62 (t, J = 6.9 Hz, 2H), 7.45 (t, J =7.8 Hz, 1H), 7.19 (t, J/=7.24 Hz, 1H), 6.80 (t, J
= 6.76 Hz, 1H); 13C NMR (100 MHz, CDCl;) § 144.0, 140.0, 134.9, 126.5, 126.1, 123.2,
122.4, 120.5, 120.0, 118.2, 112.6, 107.6, 105.3; MS (GC-MS): 239; HRMS (EI, m/z) calcd
for C;3HoN3O,: m/z 239.0695; Found 239.0697; IR (cm™!, KBr) 3149, 3020, 1519, 1354,
1276, 1193.

2-(imidazo[1,2-a]pyridin-2-yl)aniline 4a.

Yield = 0.415 g, 93%; white solid; Ry = 0.4 (20%EtOAc/n-hexane); 'H NMR (400 MHz,
CDCl3) 0 8.12 (d,J = 6.6 Hz, 1H), 7.80 (s, 1H), 7.57 (d, J = 9 Hz, 1H), 7.51 (d, J = 7.68 Hz,
1H), 7.16-7.09 (m, 2H) 6.79-6.70 (m, 3H); 3C NMR (100MHz, CDCl;) ¢ 146.6, 145.8,

144.5, 128.9,128.2, 125.2, 124.1, 117.3, 117.2, 116.8, 112.4, 108.3; MS (GC-MS) 209;
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HRMS (EI, m/z) caled for C3H;N3: m/z 209.0953; Found 209.0950; IR (cm!, KBr) 3448,
3296, 1595, 1315, 937, 731.

8-methyl-2-(2-nitrophenyl)imidazo[1,2-a]pyridine 3b.

Yield = 0.435 g, 92%; white solid; Ry = 0.5 (20%EtOAc/n-hexane); 'H NMR (400 MHz,
CDCl;) 6 8.01-7.90 (m, 2H), 7.71 (d, J = 8.8 Hz, 2H), 7.61 (t, J = 6.8 Hz, 1H), 7.45 (t, J =
7.6 Hz, 1H), 6.97 (d, J =6.8 Hz, 1H), 6.71 (t, J =6.8 Hz, 1H), 2.61 (3H); *C NMR
(100MHz,CDCl3) 0 149.3, 145.9, 139.6, 131.8, 131.5, 128.3, 128.1, 127.9, 123.7, 123.5,
123.4, 112.8, 110.9, 16.9 MS (GC-MS) 253; HRMS (EI, m/z)caled for C;4H;;N;0,: m/z
253.0851; Found 253.0835; IR (cm-!, KBr) 3059, 1658, 1554, 1315, 1423, 778.
2-(8-methylimidazo[1,2-a]pyridin-2-yl)aniline 4b.

Yield = 0.39 g, 95%; white solid; Ry = 0.48 (20%EtOAc/n-hexane); 'H NMR (400 MHz,
CDCl;) 6 7.90 (d, J = 8 Hz, 1H), 7.70 (s, 1H), 7.44 (d, J = 7.6 Hz, 1H), 7.03 (t, J = 8 Hz,
1H), 6.86 (d, J =8.4 Hz, 1H), 6.68 (d, J =8.4 Hz, 1H), 6.67-6.58 (m, 2H), 2.53 (3H); 13C
NMR (100MHz,CDCl;) o 145.9, 145.0, 128.7,, 128.0, 127.1, 123.0, 122.9, 117.2, 116.8,
116.8, 112.4, 108.6, 16.9; MS (GC-MS) 223; HRMS (EI, m/z)calcd for C;4H3N;: m/z
223.1109; Found 223.1109; IR (cm!, KBr) 3057, 1604, 1463, 773, 729.
7-methyl-2-(2-nitrophenyl)imidazo[1,2-a]pyridine 3¢

Yield = 0.43 g, 91%; white solid; Ry = 0.51 (20%EtOAc/n-hexane); 'H NMR (400 MHz,
CDCl;) 6 8.20 (d, J = 8 Hz, 1H), 7.89 (d, J = 7.2 Hz, 1H), 7.88-7.76 (m, 2H), 7.68 (d, J =
7.2 Hz, 1H) 7.51 (d, J = 6.8 Hz, 1H), 7.31 (d, J = 6.8 Hz, 1H), 6.68 (d, J =6.91 Hz, 1H),
2.83 (3H); 3C NMR(100MHz,CDCls) ¢ 148.1, 146.8, 134.2, 131.7, 130.6, 128.8, 128.4,
126.8, 125.2, 123.5, 122.9, 122.0, 112.6, 17.6; MS (GC-MS) 253; HRMS (EI, m/z)calcd for
C14H11N;3;0,: m/z 253.0851; Found 253.0841; IR (cm™!, KBr) 3057, 1718, 1589, 1460, 796.

2-(7-methylimidazo[1,2-a]pyridin-2-yl)aniline 4c.



Yield: 0.372 g, 90%; white solid; R, = 0.45 (20%EtOAc/n-hexane); '"H NMR (400 MHz,
CDCl3) 6 8.0 (d, J = 6.8 Hz, 1H), 7.72 (s, 1H), 7.50 (d, J = 7.6 Hz, 1H), 7.34 (s, 1H), 7.10 (t,
J = 8.4 Hz, 1H), 6.72 (t, J =6.1 Hz, 2H), 6.62 (d, J =6.8 Hz, 1H), 2.39 (3H); "*C
NMR(100MHz,CDCl;) ¢ 135.2, 128.7, 128.1, 124.4, 117.3, 116.9, 116.7, 115.6, 115.1,
107.7, 21.3; MS (GC-MS) 223; HRMS (EI, m/z) calcd for C14H;3N3: m/z 223.1109; Found
223.1101; IR (cm!, KBr) 3414, 1712, 1604, 1456, 769.
6,8-difluoro-2-(2-nitrophenyl)imidazo[1,2-a]pyridine 3d.

Yield = 0.375 g, 89 %; white solid; Ry = 0.4 (20%EtOAc/n-hexane); 'H NMR (400 MHz,
CDCl,) 0 Yield = 0.375 g, 89 %; white solid; Ry = 0.4 (20%EtOAc/n-hexane); 'H NMR (400
MHz, CDCl,) ¢ 8.14 (d, J = 8.32 Hz, 2H), 7.72 (t, J = 7.48 Hz, 2H), 7.61 (t, J = 7.32 Hz,
1H), 7.43 (d, J = 7.4 Hz, 2H); *C NMR (100MHz,CDCl;) ¢ 158.1, 156.5, 145.3, 135.1,
134.9, 134.7, 131.8, 129.1, 128.1, 127.8, 124.8, 124.4; MS (GC-MS) 275; HRMS (EI,
m/z)caled for C13H7F;N30,: m/z 275.0506; Found 275.0500; IR (cm!, KBr) 2814, 1627, 147,
1180, 781.

2-(6,8-difluoroimidazo|1,2-a]pyridin-2-yl)aniline 4d.

Yield = 0.345 g, 91%; white solid; Ry = 0.42 (20%EtOAc/n-hexane); 'H NMR (400 MHz,
CDCl) 0 8.01 (d, J = 6.4 Hz, 2H), 7.95 (s, 2H), 7.68-7.64 (m, 1H), 7.36 (t,J = 7.2 Hz, 1H),
6.89 (t, J = 8 Hz, 1H); 3C NMR (100MHz,CDCl;) ¢ 149.5, 146.9, 139.9, 132.0, 131.4,
130.1, 129.4, 128.1, 124.6, 110.7; MS (GC-MS) 245; HRMS (EI, m/z)calcd for Ci4H;;3Ns:

m/z 245.0765; Found 245.0750; IR(cm™!, KBr) 3369, 2872, 1618, 1435, 769, 750.
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Current Data Parameters
NAME KC-816-02-H1-NMR
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F2 - Acquisition Parameters
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'H-NMR and *C-NMR of compound 3a in CDCl;

0.30 Hz
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Current Data Parameters
NAME KC-816-02-13C-NMR
EXPNO 12

PROCNO 1

F2 - Acquisition Parameters
Date_ 20160826

Time 10.34

INSTRUM spect
PROBHD 5mm PABBO BB/
PULPROG zgpg30

DMSO
512
DS 4

SWH 24038

FIDRES 0.366798 Hz

AQ 1.3631488 sec

RG 199.6

20.800 usec

DE 6.50 usec

TE 300.9 K

D 2.00000000 sec

0.03000000 sec
1

TD
SOLVENT
NS

.461 Hz

======== CHANNEL f1 =======:
13C

P1 9.80 usec
58.00000000 W
100.6550182 MHz

======== CHANNEL 12 =======:
CPDPRG[2 waltz16

NUC2 1H

PCPD2 90.00 usec

PLW2 14.00000000 W

PLW12 0.35097000 W

PLW13 0.28428999 W

SFO2 400.2596010 MHz

F2 - Processing parameters
S 32768

SF 100.6450043 MHz
wow EH
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Signature 3IF VIT VELLORE
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"H-NMR and *C-NMR of compound 4a in CDClI;,

Current Data Paramneters

NAME Amino

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters
Date_ 20160902

Time 11.32

INSTRUM spect

PROBHD 5 mm PAEBO BB/
PULPROG 2930

TD 65536
SOLVENT cDciz
NS 6

DS 2

SWH 86223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 175.97

DwW 60.800 usec
DE 6.5D usec
TE 299.5K

D1 1.00000000 sec
TDO 1

w
41]] 2604718 MHz

SFO1

F2 - Processing parameters
Sl

SF 400.2580175 MHz
WDw EM

SSEBE 0

LE 0.30 Hz
GB o

PC 1.00

Current Data Parameters
N Amino
EXPNO 12
PROCNO 1

F2 - Acquisition Parameters
Date_ 20160916

Time 14.45

INSTRUM spect

PROBHD 5mnm PAEBO BB/

PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 512
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 156.91
DW 20.800 usec
DE 6.50 usec
TE 300.5 K
D1 2.00000000 sec
D11 0.03000000 sec
TDo 1

= CHANNEL 11 =

13C
9.80 usec
58.00000000 W
100.6550182 MHz

======== CHANNEL 12 =======:
CPDPRG[2 waltz16
NU 1H
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.28428999 W

SFO2 400.2596010 MHz

F2 - Processing parameters
Sl 32768

SF 100.6449540 MHz
WDwW EM
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Signature SIF VIT VELLORE
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'H-NMR and 3C-NMR of compound 3b in CDCl;,

Current Data Parameters
NAME NITRO AND AMINE
EXPNO 3

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170516

Time 17.44h
INSTRUM spect
PROBHD Z108618_0505(
PULPROG zg30

TD

SOLVENT cDCI3
NS 16

DS 2

SWH 8012.620 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 175.97

DwW 62.400 usec
DE 6.50 usec
TE 300.9 K

D1 100000000 sec
T

Do 1
SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec
PLW1 14.00000000 W

Current Data Parameters
NAME NITRO AND AMINE
EXPNO 32

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170516

Time 18.14 h
INSTRUM spect

PROBHD Z108618_0505 (

PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 512

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 112.69

DwW 20,800 usec
DE 6.50 usec
TE 301.4 K

Do 1
SFO1 100.6550186 MHz
NUC1
P1 9.80 usec
PLW1 58.00000000
SFO2 400.2596010 MHz

NuCz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLWz2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters

Sl 32768

SF 100.6449542 MHz
EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Signature 3IF VIT VELLORE
NE-517-2-ME-NH

—2.533

10 9 8 T 6 5

ey

Bignature SIF VIT VELLORE
WE-517-3-ME-NH
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'H-NMR and *C-NMR of compound 4b in CDCl;,

Current Data Paramneters
NAME NITRO AND AMINE
EXPNO 33

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170516

Time 18.18 h
INSTRUM spect
PROBHD Z108618_0505 (

PULPROG zg30
TD 65536
SOLVENT  CDCI3
NS 16

DS 2

SWH 8012.520 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 143.73

DW 62.400 usec
DE 6.50 usec

TE 300.7 K

D1 1.00000000 sec
TDo 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W

F2 - Processing parameters
Sl
SF 400.2580433 MHz

WDwW EM
SSE o0

LB 0.30 Hz
GE o0

PC 1.00

Current Data Parameters
NAME NITRO AND AMINE
EXPNO 34

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170516

Time 16.48 h
INSTRUM spect
PROBHD Z108618_0505 (

PULPROG  zgpg30
0 65536
SOLVENT  CDCI3
NS 512

4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 88.69

bW 20.800 usec
DE 6.50 usec
TE 302.2 K

D1 200000000 sec

D11 0.03000000 sec
Do 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUCz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLWz 1400000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
S 32768

SF 100.6449542 MHz
wDw EM

SSBE 0

LB 1.00 Hz
GB o

PC 1.40
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3ignature 3IF VIT VELLORE
NR-377-NITRO

Current Data Parameters
NAME 4-Methylamine compo:

- -] - o o i et =1
BAYSSERBBURRENNACARARERE 3 Exeno
G- - - - S S o S S S S S S S S S S N - - o
WW%% F2 - Acquisition Parameters

Date_ 20170502
Time 14.43h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG 930
TD 65536
SOLVENT CDCl3
99 = =
SN/ SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
N RG 175.97
DW 62.400 usec
DE 6.50 usec
TE 301.6 K
D1 1.00000000 sec
T 1
SFO1 400,2604716 MHz
NUC1 1H
P1 14.25 usec
PLW1 14.00000000 W
F2 - Processing parameters
Sl
SF 400.2580111 MHz
wDw EM
SSB 0
LB 0.30 Hz
L GE o
PC 1.00
T T T T T T T T T T T
10 9 6 5 4 3 2 1 ppm

et 4

Signature 3IF VIT VELLORE
HNE-377-NITROQ

Current Data Parammeters

ﬁEgEﬁEgﬁS%SEE%%SB gy ] NAME 4-Methyl amine compor

SRR R EEFEEEEEE SEn s EXPNO 2

FFrFrFrFFEFEFFFEFERFREE ;R - -~ - PROCNO 1

MV%/J/ \l/ F2 - Acquisition Parameters
Date_ 20170502
Time 1542 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 1024
Ds 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AG 1.3631488 sec
RG 199.6
Dw 20.800 usec
DE 6.50 usec
TE 302.3K
D1 2.00000000 sec
D11 0.03000000 sec

1
SFO1 100.6550186 MHz
NUC1 13C
P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUC2 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W
F2 - Processing parameters
Sl 32768
SF 100.6449542 MHz
WDW EM
SSE 0
B wreealea Fle @ asalion® g Gl wllet Boacle @ b oF ol D) LB 1:00Hz
GEB o
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'H-NMR and *C-NMR of compound 3¢ in CDCl;
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2ignature 3IF VIT VELLORE
NER-517-PCT-AM

SR
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'H-NMR and *C-NMR of compound 4¢ in CDCl;,
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5 4 3 2 1 Ppm

Current Data Parameters
NAME 4-Methyl amine compor
7

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170505

Time 15.19 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zg30

TD

SOLVENT cDCls

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 199.6

DW 62.400 usec
DE 6.50 usec

TE 300.4 K

D1 1.00000000 seC
TDO 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W

F2 - Processing parameters
Sl 65536

SF 400.2580111 MHz
WwDw EM

SSE 0

LB 0.30 Hz
GE o

PC 1.00

Current Data Paramneters

NAME 4-Methyl amine compo!
EXPNO 8

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170505

Time 16.50 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD
SOLVENT o] o]
NS 838

DS 1

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 156.91

Dw 20.800 usec
DE 6.50 usec
TE 301.3K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec

PLW1 58.00000000 W
SFOz2 400,2596010 MHz

NUCz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec

PLWz2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

Fz - Processing parameters
Sl 32768

SF 100.6449542 MHz
EM

wow

SSB o0

LE 1.00 Hz
GB o0

PC 1.40
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2.14e8)
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Signature 2IF VIT VELLORE

NR-717-DF-N

8.159
8.138
7.74
7.725
7.707
7.629
7.611
7.503
7.448
7.429

SN

F
=N
N7

Current Data Parameters

NAME NITRO

EXPNO 5

PROCNO 1

F2 - Acquisition Paramneters
Date_ 20170705

Time 2339 h

INSTRUM spect
PROBHD Z108618_0505 (
30

PULPROG zg
TD 65536
SOLVENT  CIOCI3
NS 16

2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 112.69

DwW 62.400 usec
DE 6.50 usec

TE 300.5 K

D1 1.00000000 sec
TDO 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W

F2 - Processing parameters

Sl

SF 400.2580342 MHz
wbw EM

SSE 0

LB 0.30 Hz

GB o

PC 1.00

10
LR
I
NEB2RLEER2EER Bey
BESHEZENELAE Rk
T T T T T T T T T T T T T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

'"H-NMR and *C-NMR of compound 3d in CDCl;,

17

Current Data Parameters

NAME NITRO

EXPNO 6

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170721

Time 0.13h

INSTRUM spect
PROBHD 2108618 0505 (
PULPROG zgpg30

NS 501

Ds 3

SWH 24128.561 Hz
FIDRES 0.933875 Hz
AQ 1.4531488 sec
RG 165.97

DW 10.800 usec
DE 6.50 usec
TE 301.4 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec

PLW1 58.00000000 W
SFO2 400.2596010 MHz
1H

CPDPRG[2 waltz16

PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing paramneters
Sl 32768

SF 100.6449542 MHz
wDw EM

SSE 0

LB 1.00 Hz
GE o0

PC 1.40
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9.23e4
100+
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Mass and IR of Compound 3d.



Signature 3IF VIT VELLORE

NR-1116-1
g2z Egsgpyral
F
Z>=N
N7
F
HoN
T T T T T T T T T T
10 9 8 7 6 4 3 2 1 ppm
EHLTH
ey = [ | ™=
Signature 2IF VIT VELLORE
NR-717-DF-N
BE589298n R T
24 RAES 2 ~~ o
NS N4
d I ; I : I ] I 4 I I : I I I I
180 160 140 120 100 80 60 40 20 ppm

"H-NMR and *C-NMR of compound 4d in CDCl;

19

Current Data Parameters

NAME phenyl

EXPNO 53

PROCNO 1

F2 - Acquisition Paramneters
Date_ 20171126

Time 1552 h
INSTRUM spect

PROBHD Z108618_0505 (
PULPROG zg30

TD 65536
SOLVENT CcDCi3
NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 199.6

DwW 62.400 usec
DE 6.50 usec

TE 300.6 K

D1 1.00000000 sec
TDO 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec
PLW1 14.00000000 W

F2 - Processing parameters
Sl 65536

SF 400.2580094 MHz
WDwW EM

SSE o

LB 0.30 Hz
GE o0

PC 1.00

Current Data Parameters

NAME NITRO

EXPNO 6

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170706

Time 0.10h
INSTRUM spect

PROBHD Z108618_0505 (

PULPROG zgpg30
TD

SOLVENT CDCI3
NS 512

Ds 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 175.97

DW 20.800 usec
DE 6.50 usec

TE 301.4 K

] 2.00000000 sec
D11 0.03000000 sec
TDo 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
Nucz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
Sl 32768

SF 1006449542 MHz
WwDwW EM

SSB 0
LB 1.00 Hz
GE o

1.40
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Signature 3IF VIT VELLORE
NR-916-04-02

Current Data Parameters

oW om0 @ @ o ™ o NAME NR-916-04-2-1H-NMR
ﬁﬁ;&ﬁsga EE.‘C g&lEﬁEEggk EXPNO 13
W F2 - Acquisition Parameters
Date_ 20160916
Time 14.49
AN INSTRUM  spect
PROEHD 5mm PABECBE/
>~ N/ \ PULPROG zg3o
TD
SOLVENT cDCla
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
Ac 3.9845889 sec
RG 143.73
DwW 60.800 usec
DE 6.50 usec
TE 299.8K
D1 1.00000000 seC
TDo 1
WDwW EM
SSEB 0
LE 0.30 Hz
T T T T T T T T T T T GB o
10 9 8 7 6 5 4 3 2 1 ppm £e 1009

EELEERRL

Signature 3IF VIT VELLORE
NR-916-04-02

-]
EEHSQQEEEmnEEE#SSE nE® Current Data Parameters
FEEILAERENNEEaREEE  d6u NAME.  NH-$15-04.2-130:NMA
_F—-FmrrrrFEFECEFEFCEREERECEREET @ ==~ EXPNO 14
PROCNO 1

N e

B
T

F2 - Acquisition Parameters
Date_ 20160916

Time 15.19

INSTRUN spect
PROBHD 5mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT CDCI3

NS 512

Ds 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 156.91

DwW 20.800 usec
DE 6.50 usec
TE 300.6 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 =======:
NUC1 13C

P1 9.80 usec

PLW1 58.00000000 W
SFO1 100.6550182 MHz

======== CHANNEL 12 =======:
CPDPRG[2 waltz16

NuUcz 1H

PCPD2 90.00 usec

PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.28428993 W
SFO2 400.2596010 MHz

F2 - Processing parameters

sl 32768
SF 100.6450562 MHz
T T T T T T T T T T T wWDw EM
180 160 140 120 100 80 60 40 20 ppm "7

'H-NMR and *C-NMR of compound 6a in CDCl;,

21
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Signature 3IF VIT VELLORE
NR-PCT-517-15

Current Data Parameters

b ques= rhggRzgoeza B2 R & NAME Derivative-7-Toulaldeh
ISP T LIS PEER R R L LS 5 e CoilseTTCukide
F2 - Acquisition Parameters
Date_ 20170705
Time 22.29h

INSTRUM spect
PROBHD Z108618 0505(

N
= PULPROG  zg30
~ N/ \ SoLvent “epcis
NS 16
=N

2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 156.91

DW 62.400 usec
DE 6.50 usec

TE 299.9 K

D1 1.00000000 sec
T 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W

F2 - Processing paramneters

si 65536
SF 400.2580113 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
s A . PC 1.00

gk

2ignature 2IF VIT VELLORE
MNR-PCT-517-15

Current Data Parameters
NAME Derivative-7-Toulaldeh

== = o
GINENRESERBNARIREY sour 3 EXPNO
285 ¢S daENaHSRE e = PROCNO 1
rrrerreARRERRRRRRRCF | N o
‘K&MM%H%/‘ V F2 - Acquisition Parameters
Date_ 20170705
Time 23.00 h
INSTRUM spect
PROBHD Z103618_0505
PULPROG __ 2gpg30
TD 6553
SOLVENT C[x:lf{
NS 512
Ds 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 127.79
DW 20.800 usec
DE 6.50 usec
TE 301.2K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6550186 MHz
NUC1 13C
P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUCz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLWz2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W
F2 - Processing parameters
32768
SF 100.6449542 MHz
WDwW EM
SSB 0
LE 1.00 Hz
| | | | \ | | | | | S8 .0
PC 1.40
180 160 140 120 100 80 60 40 20 pPpm

'H-NMR and '*C-NMR of compound 6b in CDCl;

23



15

Span 2262 TIC=7348080 Base=B.3%F5 Hions=2417 RT=1272

10& 7453

887546
A+

BH

4H

84,8088

20

98.7742

100

el 1307791

120

1447732

140
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160

B8 7476

180
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200.9410

200

2239883

220

237 8163
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Signature 3IF VIT VELLORE
NE-916-4

Current Data Parameters
NAME NR-916-3-1H-NMR

cowT=Ww E = EI‘-— - El‘ga
ﬂk&mﬁﬁmﬁrg.’éﬁ_mﬁm%gps% EXPNO a7
LRI - TS o S S S S S S S o o - - PROCNO 1

6.785
—3.942

e

F2 - Acquisition Parameters
Date_ 20160929

Time 8.54

INSTRUM spect
PROBHD 5mm PABBO BB/
PULPROG zg30

TD

SOLVENT cDClI3

NS 16

DS 2

SWH 6223.685 Hz
FIDRES 0.125483 Hz
AQ 3.98458689 sec
RG 199.6

DwW 60.800 usec
DE 6.50 usec
TE 300.1 K

D1 1.00000000 sec
TDO 1

== CHANNEL f1 ==
1H

P1 14.25 usec

PLW1 14.00000000 W

SFO1 400.2604718 MHz

F2 - Processing parameters
65536

Sl
SF 400.2580155 MHz
WDw EM
L SSBE 0
LE 0.30 Hz
GE 0
PC 1.00

A HECEEERE

Signature SIF VIT VELLORE

HNER-916-4
NN B ME oo EYT 0w Current Data Parameters
8'&"“252,“13?35%22 ER= R 3 NAME NR-916-4-13C-NMR
BRELEYRATENENSSRIC =l "] EXPNO 18
PR RFEFRFRFRFE R R R R R - ~ - PROCNO :
\\\”\N {//r//‘//“ \1/ | F2 - Acquisition Parameters
Date__ 20160929
Time 9.25
INSTRUM spect
PROBHD 5mm PABEBO BB/
PULPROG zgpg30
65536
SOLVENT CDCI3
512
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 58.47
DW 20.800 usec
DE 6.50 usec
TE 300.8 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANMNEL 2 =======:
CPDPRG[2  waltz16
NUCz 1H
PCPD2 90.00 usec
PLW2 1400000000 W
PLW12 0.35097000 W
PLW13 0.26428999 W
SFo2 400.2596010 MHz
F2 - Processing parameters
Sl 32768
SF 100.6449540 MHz
' T i T 4 T * T : T k I ' T 4 T 4 T : T \_I\I'_D_W' EM
180 160 140 120 100 80 60 40 20 ppm

'H-NMR and *C-NMR of compound 6¢ in CDCl;

25



J); Sm (Mn, 10x10.00); Cm (271:311) 1: TOF MS ES+
7.88e8

327.1438

280.0963

T T T T T T T T T
4000 3500 3000 2500 2000 1760 1500 1250 1000 50 500
1'cm

IR and HRMS of compound 6¢

26



Bignature SIF VIT VELLCORE

NE-1016-7
Current Data Parameters
NAME Derivative-4-Tri methoy
- - w =N [ =] EXPNO 12
BB SE N RRE R ERECREE 28 PROCNO 1
I I L O o S S S S S A MY Y- R ool
X‘&{'\%N\LM% \X F2 - Acquisition Parameters
Date_ 20161018
Time 430 h
/ INSTRUM spect
PROBHD Z108618_0505(
N7\ PULPROG _  zg30
TD 65536
N SOLVENT cDCis
NS 16
DS 2
H;CO SWH  8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.,0894465 sec
H-.CO RG 143.73
3 OCHjs DwW 62.400 usec
DE 6.50 usec
TE 296.7 K
D1 1.00000000 sec
T 1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.25 usec
PLW1 14.00000000 W
F2 - Processing paraneters
Sl 65536
SF 400.2580103 MHz
wDw EM
SSB 0
LB 0.30 Hz
‘ GE o0
M PC 1.00
T T T T T T T T T T T T
10 9 8 T 6 5 4 3 2 1 ppm

A

Signature SIF VIT VELLCRE

NER-101&6-7

ReRBESYETuTRIEIER o ® Current Data Parameters

ﬁqu.\g;gsgg.\ggﬁggwg Eﬂg.@ Egg MNAME Derivative-4-Tri metho>

FE¥SSSBEBNSNNAENEGREE K d Fdd EXPNO 13

| TEEsswNeEEE N N o
F2 - Acquisition Parameters
Date_ 20161018
Time 5.00 h
INSTRUM spect
PROBHD Z108618_0505
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 512
Ds a
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 77.73
DwW 20.800 usec
DE 6.50 usec
TE 297.5K
D1 200000000 sec
D11 0.03000000 sec
TDo 1
SFO1 100.6550186 MHz
NUC1 13C
P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUCz 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W
F2 - Processing parameters
Sl 32768
SF 100.6449542 MHz
WDW EM
SSE o0
LB 1.00 Hz

T 2 T g T g T J T 4 T ‘ T g T g T : T ; T gg % e
180 160 140 120 100 80 60 40 20 pPpm

'H-NMR and '*C-NMR of compound 6d in CDCl;
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B 1l G

File €8 View Process Help
u] b & M o x|
Single Mass Analysis.
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IR and HRMS of compound 6d
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signature 3IF VIT VELLCORE
NR-916-5-2

Current Data Parameters
NAME Derlvatlve-B-Nltro NR-9

PROCNO 1

F2 - Acquisition Parameters
Date_ 20160929

Time 14.25

INSTRUM spect
PROBHD 5mm PAEBO BB/
PULPROG zg30

TD 65536
SOLVENT CDCI3
N 16

Ds 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 175.97

DW 60.800 usec
DE 6.50 usec
TE 299.4 K

D1 1.00000000 sec
TDo 1
======== CHANNEL f1 =======:
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W
SFO1 400.2604718 MHz

F2 - Processing parameters
Sl 65536

SF 400,2580122 MHz
i WDwW EM

SSB 0

LB 0.30 Hz

T
10 9 8 7 6 5 4 3 2 1 ppm PC 1.00

/gl

Signature 3IF VIT VELLORE
NE-916-5-2

Current Data Parameters
NAME Derivative-3-Nitro-NR-9

ZERPEPRCRUBENERRIRNE yoa EXPNO 54
2ELIIFLEASARNERAIEREY Kid PROCNO 1
e ~ -~
&%X;*\M/%%/ \l/ F2 - Acquisition Parameters
Date_ 20160929
Time 14.55

INSTRUM  spect
PROBHD 5mm PABEO BB/
PULPROG __ zgpg®0

TD
SOLVENT C[X:IS

NS 512

Ds 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 112.69

DW 20.800 usec
DE 6.50 usec
TE 300.2 K

D1 2.00000000 sec
D11 0.03000000 sec
TDo 1
======== CHANNEL 11 =======:
NUC1 13C

P1 9.80 usec

PLW1 58.00000000 W
SFO1 100.6550182 MHz

======== CHANNEL {2 =======:
CPDPRG[2 waltz16

NU 1H

PCPD2 90.00 usec

PLW2 14.00000000 W

PLW12 0.35097000 W
PLW13 0.28428999 W
SFOz 400.2596010 MHz

F2 - Processing parameters

Sl 32768

SF 100.6449540 MHz
EM

LUt

T T T T
180 160 140 120 100 80 60 40 20 ppm

'H-NMR and *C-NMR of compound 6e in CDCl;
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Bignature 3IF VIT VELLORE
NR-1016-10

N R ey T D@D
CERENZBesBBR RS REE
el s o [N . [ S S

SRR e

Current Data Parameters

MAME Derivative-6-Cyano-NR-
EXPNO 20

PROCNO 1

F2 - Acquisition Parameters
Date_ 20161026

Time 16.04h
INSTRUM spect
PROBHD Z108618 0505(
PULPFIOG zg30

TD
SOLVENT CI:XDIS
NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz

AQ 4.0894465 sec

RG 199.6

DW 62.400 usec

DE 6.50 usec

TE 299.0K

D1 1.00000000 sec

T 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W

Fz2 - Processing parameters
S

SF 400.2580157 MHz
WDW EM

l l 'I:-._‘sgB 0 H
0.30
A GB o #
PC 1.00
T T T \ | T T T T T T T
10 6 5 4 3 2 1 ppm

9
fq.wf

%T‘u?m
- -2
('] -l

2ignature 2IF VIT VELLCRE
NMR-1016-10

ReSNeNPpBISTEUESLE syr
2YIYHIAFAANENRERRY o3
J A R R R L B L L L L S R N N

s

R R e [ | PR R P o ot || R | e | P
200 180 160 140 120 100 80 60 40 20 0 ppm

'"H-NMR and *C-NMR of compound 6f in CDCl;

31

Current Data Parameters

NAME Derivative-6-Cyano-NR-
EXPNO 21

PROCNO 1

Fz - Acquisition Parameters
Date_ 20161026

Time 16.34 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD 65536
SOLVENT cDCI3
NS 512

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.36314886 sec
RG 156.91

Dw 20.800 usec
DE 6.50 usec
TE 299.7K

D1 2.00000000 sec
D11 0.03000000 seC
TDO 1

SFO1 100.6550186 MHz
NUC1

P1 9.80 usec

PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUCz 1H
CPDPRG[2 wallz16
PCPDz 90.00 usec
PLWz 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters

Sl 32768

SF 100.6449542 MHz
EM

wDow

SSE o0

LB 1.00 Hz
GE o

PC 1.40



00); Cm (233:434) 1: TOF MS ES+
1.26e9

T T T T T
4000 3500 3000 2500 2000 1750 1500 1250 1000 750 500

IR and HRMS of compound of
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Signature 3IF VIT VELLORE

NR-1016-8
RREENCBERRBERARELENNEERES
P I - T S S S M A S S S S A S e S S S S e -]

|
|

6.903

77.34
77.02
76.70

4

=N
=N
OH
6{1,8}
T T T T T T T
10 8 8 7 6 5
o
ol S| =[S e |pd||m]|=]|—
Bignature 3IF VIT VELLORE
NE-101&-8
LR EER R R RS LR
EESCRASRANANRNEEEE
T T T T T T
180 160 140 120 100

'"H-NMR and *C-NMR of compound 6g in CDCl;

Current Data Parameters

NAME Derivative-5salicaldeh
EXPNO 18

PROCNO 1

F2 - Acquisition Parameters
Date 20161024

Time 21.20h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG 2g30

TD 65536
SOLVENT cDCl3

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 199.6

DW 62.400 usec
DE 6.50 usec

TE 299.7 K

D1 1.00000000 sec
TDO 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W
F2 - Processing parameters
| 6553

SF 400.2580100 MHz
EM

wow

S5B o0

LE 0.30 Hz
GB o0

PC 1.00

Current Data Parameters
NAME Derivative-5salicaldeh
9

PROCNO 1

F2 - Acquisition Parameters
Date_ 20161024

Time 21.49h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD 65536
SOLVENT cDClz
NS 512

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz

AQ 1.3631488 sec
RG 143.73

DW 20.800 usec
DE 6.50 usec
TE 300.4 K

D1 2.00000000 sec
D11 0.03000000 sec
TDo 1

SFO1 100.6550186 MHz
NUC1

P1 9.80 usec

PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUCz 1H
CPDPRG[2 waltz16
PCPDz 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
S 32763

SF 100.6449542 MHz
w EM

LB 1.00 Hz
GE 0o
PC 1.40
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Signature 3IF VIT VELLORE
WE-417-PCT-3

8
|
T T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
T i
- =] -0 e8] = - L]
Signature 3IF VIT VELLORE
NR-417-PCT-3
RESRGBRE222R530L93 g 2
EESTRANQERASIANET KRS ~
I T T T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

'H-NMR and '*C-NMR of compound 6h in CDCl;,

35

Current Data Parameters
NAME Derivative-1-benzaldeh
EXPNO 30

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170403

Time 11.00 h
INSTRUM spect
PROBHD Z108618_ 0505 (
PULPROG zg30

TD 65536
SOLVENT o]0 et}
NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 143.73

DW 62.400 usec
DE 6.50 usec

TE 2985 K

D1 1.00000000 sec
T 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec
PLW1 14.00000000 W

F2 - Processing parameters

Sl

SF 400.2580099 MHz
wow EM

SSB o0

LB 0.30 Hz

GB o0

PC 1.00

Current Data Parameters
NAME Derivative-1-benzaldeh

EXPNO 31

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170403

Time 11.31h
INSTRUM spect

PROEHD Z108618_0505(

PULPROG zgpg30
TD

SOLVENT cDClz
NS 512

DS 1

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AG 1.3631488 sec
RG 88.69

DW 20.800 usec
DE 6.50 usec
TE 299.4 K

D1 200000000 sec
D11 0.03000000 sec
TDo 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec
PLW1 58.00000000 W
SFoz 400.2596010 MHz
NUCz 1H
CPDPRG[2 waltz16
PCPDz 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
Sl 32768

SF 100.6449542 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB o0

PC 1.40



P17
Scan: 2602 TIC=7291312 Base=4.5%F5 Hions=2526 RT=1454
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HRMS and IR of compound 6h.
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Signature 3IF VIT VELLORE
NR-417-PCT-6

Current Data Parameters
NAME Derivative-4-2-Methoxy

EXPNO 1
g 8 8 PROCNO 1
it i A F2 - Acquisition Parameters
{,‘mﬂ%ﬁﬁ | | Date_ 20170410
Time 23.23h

INSTRUM spect
PROBHD Z108618_0505 (

PULPROG 930
TD 65536
SOLVENT CDCl3
NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 143.73

DW 62.400 usec
DE 6.50 usec
TE 298.3K

D1 1.00000000 sec
TDo 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W

F2 - Processing paramneters

Sl
SF 400.2580105 MHz
wWDw EM
SSB 0
LB 0.30 Hz
GB o
N L. N I PC 1.00
T T T T T T T T T T T
10 9 8 ¥ 6 5 4 3 2 1 pPpm
e {
| |Slail=lgl=|r=|r=|~|~ ] ]
Signature 3IF VIT VELLORE
NER—-417-PCT-6
YZRUNYRERERRRBERS ey - 5 Current Data Parameters
g na e EFadas =2 120000 "] g NAME Derivative-4-2-Methoxy
& FEHNd AN NN g [
rRAcRRHNHNANANET [ N N # - EXPNO 12
| PROCNO 1

RN Cr—a

F2 - Acquisition Parameters
Date_ 20170410

Time 2352 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD 65536
SOLVENT cDCI3
NS 512

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz

AG 1.3631488 sec
RG 156.91

DwW 20.800 usec
DE 6.50 usec
TE 299.1 K

D1 2.00000000 sec
D11 0.03000000 sec
TDo 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec

PLW1 58.00000000 W
SFO2 400.2596010 MHz
Nucz 1H
CPDPRG[2 waltz16
PCPDz 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters

Sl 32768
SF 100.6449542 MHz
wDw EM
SSB o0
LB 1.00 Hz
GEB o0
T T T T T T T PC 1.40

T T T T
180 160 140 120 100 80 60 40 20 ppm

"H-NMR and *C-NMR of compound 6i in CDCl;
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P16
Seam 2370 TIC=7753440 Base=9.9%FS Hioms=2416 RT=13.33
oy 83
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Bignature 3IF VIT VELLORE
NE-417-PCT-5

8.852

EEEBEREBRERERRY
] I IS S S S N S S

\&%\&v/%%

=N
\N/

7.164

g
e

3317
8.019
7.724
7.602
7.314
6.731
6.714
6.696
3.945

2.828

HsCO
L
T T T T T T T T
10 9 8 i 5 4
LJEEE EERE =-
- S| |S || [ ][= Ld
Signature 3IF VIT VELLORE
NE-417-PC2T-5
28%  g3gar 8
o= M~ P~ P -
- LS S ~

— 160.74
148.08
130.29
129.10
128.84
128.50
128.12
126.32
125.01
122.84
121.56

J
\
¢

T T T T
180 160 140 120 100 80

'TH-NMR and *C-NMR of compound 6jin CDCl;

Current Data Parameters

NAME Derlvatlve-i'f- 4-Methoxy
EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170407

Time 2039 h
INSTRUM spect
PROBHD Z108618_0505(

PULPROG zg30
65536

SOLVENT cDClz

NS 16

Ds 2

SWH 8012.820 Hz

FIDRES 0.244532 Hz

AQ 4,0894465 sec

RG 175.97

DwW 62,400 usec

DE 6.50 usec

TE 298.5 K

D1 1.00000000 sec

TDO 1

SFO1 400.2604716 MHz

NUC1 1H

P1 14.25 usec

PLW1 14.00000000 W

F2 - Processing parameters
Sl 65536

SF 400.2580099 MHz
WDwW EM

SSE o0

LB 0.30 Hz
GE o0

PC 1.00

Current Data Parameters

NAME Derivative-3- -Methoxy
EXPNO 8

PROCNO 1

F2 - Acquisition Paramneters
Date_ 20170407

Time 21.09 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD
SOLVENT cDCI3

NS 512

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 156.91

DwW 20,800 usec
DE 6.50 usec
TE 299.2 K

D1 2.00000000 seC
D11 0.03000000 sec
TDo 1

SFO1 100.6550186 MHz
13C

P1 9.80 usec
PLW1 58.00000000 W
SFOz2 400.2596010 MHz

NuCz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec

PLWz2 14.00000000 W

PLW12 0.35097000 W

PLW13 0.17654000 W

F2 - Processing parameters
32768

SF 100.6449542 MHz
EM

wDow

SSB 0

LB 1.00 Hz
GEBE o

PC 1.40
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Signature SIF VIT VELLORE
NR-417-PCT-7

Current Data Parameters
NAME Derivative-5-3,4,5 tri me

- - E NN Rl o - R + @
BEsRBCRRRERCRERRRE g B EXPNO 16
- T S S S S S A A e Y T R -] ] o PROCNO 1
‘\\N\//KX%J \/ | F2 - Acquisition Parameters
Date_ 20170412
Time 17.13h
= /N INSTRUM spect
PROBHD Z108618_0505 (
SN~ Hipmoa
— SOLVENT cpci3
N NS
Ds 2
SWH 8012.820 Hz
H;CO O FIDRES  0.224532 Hz
AQ 4.0894465 sec
H CO RG 199.6
DwW 62,400 usec
3 OCH3 DE 6.50 usec
TE 299.7K
D1 1.00000000 sec
TDO 1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.25 usec
PLW1 14.00000000 W
F2 - Processing parameters
Sl 65536
S A L L
T T T T T T T T
10 9 8 7 6 5 ] 3 ppm
o [elea o EE
= [2l8l=l=]=] |2|S oifd o
2ignature 2IF VIT VELLORE
NER-417-PCT-7
Current Data Parameters
8 |': 8 g 8 g’g '& & 2 Q 258 g 'a% g E! 38 = ™ 2 NAME Derivative-5-3,4,5 tri ine
T T H T H RS TR E EXPNO 17
E S A ool g L el o gL g el g | © - PROCNO 1
\\\\\\%1\ |Aﬂ‘/r%// \l/ | | F2 - Acquisition Parameters
Date_ 20170412
Time 17.33h
INSTRUM spect
PROEHD Z108618_0505 (
PULPROG zgpg30
TD 65536
SOLVENT o]0 ]
NS 56
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AG 1.3631488 sec
RG 156.91
DW 20.800 usec
DE 6.5D usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6550186 MHz
NUC1
P1 9.80 usec
PLW1 5800000000 W
SFO2 400.2596010 MHz
Nucz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLWz2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W
F2 - Processing parameters
Sl 32768
SF 100.6449542 MHz
wWbw EM
SSB 0
LB 1.00 Hz
T " T : T " T " T 1 T u T T T GB o
PC 1.40
180 160 140 120 100 80 60 20 Ppm

'H-NMR and *C-NMR of compound 6k in CDCl;
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P18

Seare 210 TIC=7191376 Base=15E%FS Hions=2400 RT=1146

1088

268
98,3464
281.6270
154.3734
94369
108.3607
140.3395 238.4891 250.5040
198.5052 399.1580
1323160 fig2iagus I | 3084347 3243264 3596612 3827199
P FTTYR PR Y b i sk it ik, i Bk ke kel
T 1 T I
100 150 200 250 300 350 400

T T T T T T
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HRMS and IR of compound 6k
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Signature 2IF VIT VELLCRE
NR-277-NITRO

Current Data Parameters
NAME Derivative-6- 4 nitro Be|

-own Y © T O T T o= =
ﬁ%ﬁ%ﬁﬂ%ﬁﬁ% ﬁ%.‘! EEuBaREEE 8 EXPNO
oI R - - B e [N ~ e [ - T ] ol PROCNO 1
N%\n%\%//%* F2 - Acquisition Parameters
Date_ 20170502
Time 14.43 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG 2g30
= /N TD 65536
SOLVENT CcDCi3
NS 32
x_N / \ DS 2
SWH 8012.820 Hz
=N FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 175.97
DwW 62.400 usec
DE 6.50 usec
TE 301.6 K
D 1.00000000 sec
O,N TDo 1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.25 usec
PLW1 1400000000 W
F2 - Processing parameters
Sl
SF 400.2580111 MHz
WDwW EM
SSE 0
LB 0.30 Hz
L GB 0
PC 1.00
T T T T T T T T T T T T
10 6 5 4 3 2 1 pPpm

bt 0

Signature 3IF VIT VELLORE
NER-377-NITROQ

Current Data Parameters
NAME Derivative-6- 4 nitro Bei

NO:"'IDID 8 2 v m'-B
HrHoqraREHREEqBad 8L E EXPNO
g¥fizzsgsssssgsdy UG : PRocNo
MW W F2 - Acquisition Parameters
Date_ 20170502
Time 1542 h

INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD 65536
SOLVENT CDCI3
NS 1024

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz

AG 1.3631488 sec
RG 199.6

DW 20.800 usec
DE 6.50 usec
TE 302.3 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec

PLW1 58.00000000 W
SFO2 400.2596010 MHz
1H

NuCz
CPDPRG[2 waltz16
PCPD2 90.00 usec

PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
I 32768

SF 1006449542 MHz
EM

WDwW
SSB 0
LE 1.00 Hz
T ; T f T i T 4 T T T f T : T 4 T T T f T GB o0
180 160 140 120 100 80 60 40 20 pPpm PC 1.40

'H-NMR and *C-NMR of compound 6l in CDCl;;
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Signature 3IF VIT VELLORE
NR-PCT-577-9

—2.469

Current Data Parameters

NAME Derivative-2-Br-Benzal«
EXPNO E:]

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170506

Time 12.24h
INSTRUM spect
PROEHD Z108618_0505 (

10 9 8 7 6 5

4 e

Signature 2IF VIT VELLORE
NR-PCT-577-9

120.34
116.29
114.81

8288588k eRE3
wrv-ﬁ'mmmu:iu:irﬁr.:iwv-
e S AN NN NN
—FrrrrrEEEFEE -

e =

150.28
147.89
147.64

=]
w

77.35
77.03
76.71

.<

21.78

I I I I
180 160 140 120 100

PULPROG zg30
TD 65536
SOLVENT CDCI3
NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AG 4.0894465 sec
RG 156.91

DwW 62,400 usec
DE 6.50 usec

TE 299.1 K

D1 1.00000000 sec
TDO 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec
PLW1 14.00000000 W
F2 - Processing parameters
Sl 65536

SF 400.2580126 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB o

PC 1.00

Current Data Parameters
NAME Derivative-2-Br-Benzalc

EXPNO

10

PROCHNO 1

F2 - Acquisition Parameters

Date_
Time

20170506
15.30h

INSTRUM spect
PROBHD Z108618_0505 (
PULPROG 7gpg30

TD 65536
SOLVENT CDCI3
NS 2

51

Ds 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 156.91

DwW 20.800 usec
DE 6.50 usec

TE 299.9 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
Nucz 1H
CPDPRG[2  waltz16
PCPDz 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
S -7

SF
wbw
SSB
LB
GB

'TH-NMR and "*C-NMR of compound 6m in CDCl;
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1.00 Hz

1.40



= & M| O] x|

‘gle Mass Analysis -
PPM

erance = 20 DBE mmn =15, max =50.0

08 0ast 1780400

|
910405
‘ 308 1137
| 306 0961
309 1167
oy [ 020432 g

| 1319967 175 5384205 072422 %78 267 0779 ; it 4 193.0458 446 0745 4620416 4340190 0y 555 5135129 210 TS TS senry BSOS g g 9294366965 0515 8091
o e w0 1va o0 25 20 275 30 35 0 5 400 425 450 4/5 500 %05 S50 S/5 600 €5 650 65 70 VS M0 IS 80 S 8% &5 %0 W5 0 95 e

e _Ww
®T | 3 a
T = = | ::
80 — = Ee 2
By
4 3 I_
i W A
&0 d
] E
T a3
a0 — re
i il
§ o
| e
z] -
-0 T T T T T T T T T T
4000 3500 3000 2500 2000 1760 1500 1260 1000 7D 500

Wem

HRMS and IR of compound 6m.

46



Signature 3IF VIT VELLORE

NR-517-PCT-10

§EEESc8BERREUEERRURERE]
@ L S N A A N N e e e N S A -]

R

8. 734
8.764
7 954
7.798
2.512

= N
N/
T T T T T T T T T T T T
1 9 8 7 6 5 4 3 2 1 ppm
f s i
- Ll (=R R T R R o
Signature 23IF VIT VELLORE
ND-517-PCT-10
SRR EEEE R EEL RS R BTz o o
eI UM RESENENERER NeRd o
i T 4 T E T : T ! T 4 T ' T ¢ T : T i T
180 160 140 120 100 80 60 40 20 ppm

'TH-NMR and *C-NMR of compound 6n in CDCl;,

47

Current Data Parameters

NAME benzaldehyde derivativ
EXPNO 20
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170510

Time 7.13h
INSTRUM spect
PROEBHD Z108618_0505 (
PULPROG zg30

TD 6553

SOLVENT cxla

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec

RG 127.79

bW 62.400 usec

DE 6.50 usec

TE 297.7K

D1 1.00000000 sec
TDo 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec
PLW1 14.00000000 W
F2 - Processing parameters
1] 65536

SF 400.2580359 MHz
Wwow EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

Current Data Parameters
NAME benzaldehyde derivativ

EXPNO 19

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170508

Time 16.17 h
INSTRUM spect

PROEHD Z108618_0505(

PULPROG zgpg30
TD

SOLVENT CDCl3
NS

Ds 1

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 199.6

DwW 20.800 usec
DE 6.50 usec

TE 300.0 K

D1 200000000 sec
D11 0.03000000 sec
TDo 1

SFO1 100.6550186 MHz
NUC1

P1 9.80 usec
PLW1 58.00000000 W
SFOz 400.2596010 MHz
NUCz 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
Sl 32768

SF 100.6449542 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB o0

PC 1.40
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Signature 3IF VIT VELLCRE
NE-517-PCT-13

- RuRBE2I LT e N0 ) ¢ ¥ Datu: Parsimete
¥a ﬂrmmmmsﬁgbﬁﬁg 3 85 urren rameters
! g E E LRI S S S S N g z oo NAME P-Toulaldehyde deriva
EXPNO 27
TSN \/ PRoGNO 1
F2 - Acquisition Parameters
=N Date_ 20170512
NSTRUM " Spe
spect
N / \ PROBHD z1uas1pa;_ums(
PULPROG zg30
— TD 65536
N SOLVENT cDclz
N 16
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 199.6
DW 62.400 usec
DE 6.50 usec
TE 300.6 K
D1 1.00000000 sec
TDo 1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.25 usec
PLW1 14.00000000 W
F2 - Processing parameters
Sl 65536
SF 400.2580113 MHz
WDw EM
SSB 0
LB 0.30 Hz
[ GB o
J i - i PC 1.00
T T T T T T T T T T T
10 6 5 4 3 2 1 ppm

T
9 8 T
eI ¢
iy Y e e oy iy iy o

Signature 2IF VIT VELLORE
NR-517-PCT-13

Current Data Parameters

cNEMECL e RTRER BT .
qsﬁgqﬂﬁggfggggmpg 8&52 t: NAME P-Toulaldehyde deriva
BIIBBMBSANNNNSEEE  pRRg N EXPNO 28

\/ PROCNO 1

RSN W

F2 - Acquisition Parameters
Date_ 20170512

Time 16.20 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD 65536
SOLVENT cDCI3
NS 512

Ds 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.36314886 sec
RG 199.6

Dw 20.800 usec

DE 6.50 usec

TE 301.3K

D 200000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec
PLW1 58.00000000 W
SFoz 400.2596010 MHz
NUCz 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec

PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters

sl 32768
SF 100.6449542 MHz
WDW EM
SSBE o0
LB 1.00 Hz
T T T T T T T T T T T T T T T T T T T i T GB o
180 160 140 120 100 80 60 40 20 ppm FC a0

'H-NMR and *C-NMR of compound 60 in CDCl;,
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Bignature 3IF VIT VELLORE
NE-PCT-517-11

Current Data Paramneters
NAME 4-Metho>(\r Benzaldehy

PROCHNO 1

F2 - Acquisition Parameters
Date_ 20170511

Time 1.01h
INSTRUM spect
PROBHD Z108618_0505 (

PULPROG zg30
6553

SOLVENT o] ol

NS 16

DS 2

SWH 8012.620 Hz

FIDRES 0.244532 Hz

AG 4,0894465 sec

RG 175.97

DW 62.400 usec

DE 6.50 usec

TE 299.2 K

D 100000000 s&C

1
SFO1 400.2604716 MHz
1H

P1 14.25 usec
PLW1 14.00000000 W

SO THIRTTEEL : g
WWWWWWI"—I‘I"—I“-I"—I"— ~r~ oo ™ o
=
S
H3;CO
l l | L.J¢ i
T T | | | T .
10 6 4

Signature 3IF VIT VELLORE
NR-PCT-517-11

RIUBIEIRRENENER pogr 2
BESSTREEANNNEETT FRFE g
NSNS SN
i T s T E T 4 T i T T L
180 160 140 120 100 80 40 20

Current Data Parameters

NAME 4-Methoxy Benzaldehy
EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170511

Time 1.30h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD 65536
SOLVENT cDCI3

NS 512

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 143.73

DW 20.800 usec
DE 6.50 usec
TE 300.2 K

D1 200000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec

PLW1 58.00000000 W
SFO2 400.2596010 MHz
1H

CPDPRG[2 waltz16

PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing paramneters
Sl 32768

SF 100.6449542 MHz
EM

wbw

SSE o0

LE 1.00 Hz
GB o0

PC 1.40

"H-NMR and *C-NMR of compound 6p in CDCl;,
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2ignature 2IF VIT VELLORE
WR-FPCT-517-12

Current Data Parameters

oo 3Tl RS NAME 3,4,5-Tri methoxy deriv
BRURHZERCERENERE ExPiO 25
oI T- T S S S S S SR PROCNO 1

_~3.991
3910

—2.582

F2 - Acquisition Parameters

MW// Date 20170511

N
= - Time 16.18 h
INSTRUM spect
N7 \ PROBHD Z108618_0505 (
PULPROG 2930
=N TD 65536
SOLVENT cDCI3

NS 16
SWH 8012.820 Hz

oo FIDRES 0.244532 Hz
H AQ 4.0894465 sec
s OCHs; RG 156.91
DW 62,400 usec
DE 6.50 usec
TE 300.9 K
D1 1.00000000 sec
TDo 1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.25 usec

PLW1 14.00000000 W
F2 - Processing paramneters
Sl 65536

SF 400.2580101 MHz
WDwW EM

2 L_ l .L - I %EB ’ 0.30 Hz
GE o0
PC 1.00

T
10 9 8 7 6 5 4 3 2 1 ppm

LECECLNE ;

Signature 3IF VIT VELLCORE
NR-PCT-517-12

Current Data Parameters

-
BEBEE R g. & &? o3 E 588K Ep o NAME 3,4,5-Tri methoxy deriv
g9¥enHEanates EEES £d o EXPNO 26
—FmFrrEEEFEFEE - Ll o -] o PROCNO 1
\ \\ \ \'\\\//// W ‘ | F2 - Acquisition Parameters

Date_ 20170511
Time 16.48 h
INSTRUM spect
PROEHD Z108618_0505 (
PULPROG zgpg30
TD
SOLVENT cDCI3
NS 512
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 199.6
DW 20.800 usec
DE 6.50 usec
TE 301.8K
D1 2.00000000 sec
D11 0.03000000 sec
TDo 1
SFO1 100.6550186 MHz
NUC1 13C
P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUCz2 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W
F2 - Processing parameters
Sl 32768
SF 100.6449542 MHz
WDW EM
SSB o0
LB 1.00 Hz
T T T T T T T T T T GB 0
180 160 140 120 100 80 60 40 20 ppm PC 1.40

"H-NMR and *C-NMR of compound 6q in CDCl;,
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Signature SIF VIT VELLORE
NE-517-PCT-10

oM ole [ - - @
g B

BEESESEEIUCTEEERRGE B

=R~ T S S S S S Y S S S S S Y- ™

SRR e

S

Current Data Parameters
NAME 2-bromo benzaldehyde

EXPNO 20
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170510
Time 7.13h
INSTRUM spect
PROEHD Z108618 0505
PULPROG zg30

TD

SOLVENT cDCI3
NS 16

Ds 2

SWH 8012.620 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 127.79

DW 62.400 usec
DE 6.50 usec

TE 297.7K

D1 1.00000000 sec
TDO 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.25 usec
PLW1 14.00000000 W
F2 - Processing parameters
Sl 65536

SF 400.2580097 MHz
wDw EM

SSB 0

LB 0.30 Hz

GB o0

PC 1.00

Current Data Parameters

NAME Derivative-2-Br-Benzalc
EXPNO 10

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170519

NN
NG
—N
Br
A
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
e :
=g|S|r|=|r|m~la L
Bignature 3IF VIT VELLORE
59ze88L88RR9 0B .
i I i I 4 T ¥ I E T i I i I 4 I i I ! T
180 160 140 120 100 80 60 40 20 pPpm

'TH-NMR and *C-NMR of compound 6r in CDCl;
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Time 15.30 h
INSTRUM spect
PROBHD Z108618_0505(
PULPROG zgpg30
TD 65536
SOLVENT cDCl3
NS 540

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AG 1.3631488 sec
RG 156.91

DWW 20.800 usec
DE 6.50 usec

TE 2999 K

D1 2.00000000 sec
D11 0.03000000 sec
TDo 1

SFO1 100.6550186 MHz
NUC1 13C

P1 9.80 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUCz 1H
CPDPRG[2 waltz16
PCPDz 90.00 usec
PLWz2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W
F2 - Processing parameters
Sl 32768

SF 100.6449542 MHz
Wwow EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
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2ignature 2IF VIT VELLORE
NER-217-DZ-PCT

Current Data Parameters
NAME Derivative -2-benzene
EXPNO 24

xﬁx&.v%%* o,

8.845
8.825
8.331
8.311
7.896
7 323
7 771
7.752
7.705
7.674
7.663
7.257
7.234
7.213

7 F2 - Acquisition Parameters
Date_ 20170325
Time 14.19h
~ N/ INSTRUM  spect
F PROBHD Z108618_0505(
— PULPROG 30
N T 65506
SOLVENT cDpCl3
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 156.91
DWW 62,400 usec
DE 6.50 usec
TE 297.7K

D1 1.00000000 sec
TDo

1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.25 usec
PLW1 14.00000000 W

F2 - Processing parameters
Sl 65536

SF 400.2580109 MHz
WDW EM

9 8 7
) [EElEE
= =l

2ignature 2IF VIT VELLCRE

Current Data Parameters

Sggg::gg;gggggg TBrc NAME Derivative-1
S EEEELE LT ERE 85 Beno e
eRElZidPEIAdC R FRE PROCNO 1
\ \{ \ \\ l\,\\ {///// \l/ F2 - Acquisition Paramneters
Date_ 20170310
Time 2.45h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30
65536
SOLVENT o] ]
503
6
SWH 24038.367 Hz
FIDRES 0.23596 Hz
AQ 7.46314841sec
RG 111.73
DW 20.200 usec
DE 5.50 usec
TE 158.3 K
D1 3.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6550186 MHz
NUC1 13C
P1 9.80 usec
PLW1 58.00000000 W
SFo2 400.2596010 MHz
NUCz 1H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W
F2 - Processing parameters
Sl 32768
SF 100.6449542 MHz
WwDw EM
SSB o0
LB 1.00 Hz
T 2 T T T d T T T ) T T T 2 T 5 T T T d T GB 0
180 160 140 120 100 80 60 40 20 ppm FC 1.40

'H-NMR and '*C-NMR of compound 6s in CDCl;;
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Signature S3IF VIT VELLORE
MR-217-P-2

3.960

Current Data Parameters
NAME Derivative-1-Methoxy
EXPNO 17

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170321

Time 6.15h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zg30

TD
SOLVENT cDClz
NS

2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 175.97
Dw 62,400 usec
DE 6.50 usec
TE 2979 K
D1 1.00000000 sec
TDO 1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.25 usec

PLW1 14.00000000 W
F2 - Processing parameters
Sl 65536

SF 400.2580099 MHz
WDw EM

T T T T T T
7 6 5

o ageny "

Signature 3IF VIT VELLORE
NR-217-P-2

P

3.19

B 8 SEGEEESEIR sar
88 % SEENNNEEE RRE
VNN N
T I T I T I T I T I T I T I
180 160 140 120 100 80 60

Current Data Parameters
NAME Derivative-1-Methoxy
EXPNO 18

PROCNO 1

F2 - Acquisition Parameters
Date_ 20170321

Time 6.45 h
INSTRUM spect
PROBHD Z108618_0505 (
PULPROG zgpg30

TD
SOLVENT CDCl3
NS 2

51
Ds 1
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 143.73
DwW 20.800 usec
DE 6.50 usec
TE 298.3K
D1 2.00000000 sec
D11 0.03000000 sec
TDo 1
SFO1 100.6550186 MHz
NUC1 13C
P1 9.80 usec
PLW1 58.00000000 W

SFoz 400.2596010 MHz
NUCz 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.17654000 W

F2 - Processing parameters
S 32768

SF 100.6449542 MHz
EM

WDw

SSB 0

LB 1.00 Hz
GB o0

PC 1.40

"H-NMR and *C-NMR of compound 6t in CDCl;.

59



u| nielE| & M ) %

[ Single Mass Anaiysis
e Y

DBE ma

15, max = 50.0

IS N3 O

;
‘ 05 14 WS €15 W16 NS 06 o9 s
| il - P i
I T - » 25
I s 17 85 ot 572
; o1 18 a3 2003 M T U 5 6 5
[ 2017011 347 (1 02514042
221108 B #30-007
| =N
| N
| 63 1085
203 005
[l
||
I
|
e
e
" " 164 1110
i
5 116.0029) s e 37 1300 1
P riagss i 4G ML g e R Piies ~Rago i g aragg s At e 30t S :

Fox Help. press 11

B0 s a0 2} 2 30

TS 750 IS M0 025 w50 eis 990 9% 850

100
_"_"“'V\-nw‘,

®T |

20 — = |

™

. =
T i = I |
4 g o 2 -
T q a g 2

i g
1 |
] fu
] = |
i E :

1 — | b
] o
i 5

o] =

-0 T T T T T T T T T T

4000 2500 3000 2500 2000 1750 1500 1260 1000 TEQ 500
: tiem
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2ignature 3IF VIT VELLORE
NR-1220-FU

8.734

7628

R ESrBBBEEGE03ES88E] BRUKER
IR T S S S N N N S S R R Y L.X)
RN

Current Data Parameters

NAME Furfuraldehyde
N EXPNO 16

PROCNO 1

F2 - Acquisition Parameters
Date_ 20201228

Time 15.08 h
INSTRUM spect
PROBHD Z108618 IHIE(
PULPROG zg30

SWH 8012.820 Hz
FIDRES 0.244532 Hz

AQ 4.0894465 sec

RG 112.69

DW 62.400 usec

DE 6.50 usec

TE 301.2 K

D1 1.00000000 sec
TDO 1

SFO1 400.2604716 MHz
NUC1 1H

P1 14.07 usec

PLW1 16.00000000 W

F2 - Processing parameters

sl
I \ SF 400.2580376 MHz
i wDw EM
SSB 0
LB 0.30 Hz
T T T T T T T T T T T T GB 0
10 9 8 7 6 5 4 3 2 1 ppm PC 1.00

s
el |||

Signature 3IF VIT VELLORE
E-1220-FU
88985 LEIS9IREILERY oppp Current Data Parameters
petIgnsgasasaarany RNEE NAME " z9-12 2020
e R R R =~ EXPNO 17
e AV oo 1
F2 - Acquisition Parameters
Date_ 20201228
Time 1539 h
INSTRUM spect
PROEHD Z108618_0505(
PULPROG zgpg30
TD 65536
SOLVENT cDci3
NS 512
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 156.91
DwW 20.800 usec
DE 6.50 usec
TE 3016 K
D1 2.00000000 sec
D11 003000000 sec
TDO 1
SFO1 100.6550185 MHz
NUC1 13C
P1 10.52 usec
PLW1 58.00000000 W
SFOz 400.2596010 MHz
NUC2 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLWz2 16.00000000 W
PLW12 0.39104000 W
PLW13 0.19668999 W
F2 - Processing parameters
Sl 32768
AN SIS SF 100619540 MHz
WDW EM
SSB 0
LE 1.00 Hz
T T T T T T T T T T T GB 0
180 160 140 120 100 80 60 40 20 ppm PC 1.40

'H-NMR and "*C-NMR of compound 6u in CDCl;
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dignature 2IF VIT VELLORE (_‘)(7
NE-1220-But

(25)

Current Data Parameters
NAME New folder

3.472
3.452
3.432
1.581
1.558
1.544

1.040
1.022
1.005

é
§

EXPNO 18
PROCNO 1
F2 - Acquisition Parameters
N Date_ 20201230

= — Time 7.37h
INSTRUM spect
PROBHD Z108618_0505

~ N/ \ PULPROG 2930 k

65536
— SOLVENT CcDCl3
N NS
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 35.49
bW 62.400 usec
DE 6.50 usec
TE 302.0 K
D1 1.00000000 sec
TDo 1
SFO1 400.2604716 MHz
NUC1 1H
P1 14.07 usec
PLW1 16.00000000 W
F2 - Processing parameters
Sl
SF 400.2580219 MHz
WwDwW EM
SSB 0
LB 0.30 Hz
GB
PC 1.00
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm

Signature 3IF VIT VELLORE
NE-1220-But

(<)
BRUKER

5 NepolayErgs® g8 p z g
- ggggnegnudd NE N N
£ PRAANSUHNECE RERE g § = Current Data Parameters
NAME Butaraldehyde
N N 1 BP0 " 19
PROCNO 1
F2 - Acquisition Parameters
Date_ 20201230
Time 8.09 h
INSTRUM spect
PROEHD Z108618_0505 (
PULPROG zgpg30
TD 65536
SOLVENT cDCi3
NS 512
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AG 1.36314886 sec
RG 112.69
DWW 20,800 usec
DE 6.50 usec
TE 302.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDo 1
SFO1 100.6550185 MHz
NUC1 13C
P1 10.52 usec
PLW1 58.00000000 W
SFO2 400.2596010 MHz
NUC2 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.39104000 W
PLW13 0.19668399 W
F2 - Processing parameters
Sl 32768
SF 100.6449540 MHz
WDW EM
SSB 0
T i T T T b T ki T T T 4 T T T T T T T T T LE 1.00 Hz
180 160 140 120 100 80 60 40 20 ppm gg 0 140

'H-NMR and *C-NMR of compound 6v in CDClj;.

62



63



