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1. Copies of '"H and *C NMR spectra of all compounds (3-6)
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"H and '*C NMR spectra of 2-p-tolyl-4H-chromen-4-one (3aa)
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'H and '*C NMR spectra of 6-methyl-2-p-tolyl-4H-chromen-4-one (3ba)
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'H and '*C NMR spectra of 7-methoxy-2-p-tolyl-4H-chromen-4-one (3ca)
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'H and '*C NMR spectra of 6-p-tolyl-8H-[1,3]dioxolo[4,5-g]chromen-8-one (3da)
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"H and '*C NMR spectra of 8-methoxy-2-p-tolyl-4H-chromen-4-one (3ea)
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'H and *C NMR spectra of 6-fluoro-2-p-tolyl-4H-chromen-4-one (3fa)

S7




o0
5] "
8 Parameter Value
<]
5% A8R8RBTR888Y 3 1 Data File Name D/ RK/ NMR/
AR SFRANELISRS38S 8 SRKL148_1H-4.4df
S eREgEenRAnAR <
BE NNNNNNNNNNNG N 2 Tite S#846941
VN e 3 orgin xo
4 Spectrometer  ECS 400
5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
7 Temperature  22.5
8 Pulse Sequence single_pulse.ex2
° 9 Experiment 1D
10 Probe 2692
11 Numberof 16
cl Scans
12 Receiver Gain 40,0
13 Relaxation 2,000
Delay.
o 14 Pulse Width  5.3750
15 Presaturation
Frequency
3 16 Acquisition 2.1837
ga Time
Me

17 Acquisition  2016-06-19T03:13:01

18 Modification  2016-06-19T08:34:11
Date

19 Class

20 Spectrometer 39978
Frequency

21 Spectral Width 6001.9

22 Lowest -996.4
Frequency
23 Nucleus 1H

24 Acquired Size 16384
25 Spectral Size 13107

10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
o
8

o © o ~ NET N ON WO < o Parameter Value

3 ¢ o 9§ 9¥SEsne] bt g °

A b 3 X 5R53%8%8a 8 288 8 |1 ootariename o users acminy

N 3 b3 ¢ BHR85454¢% g N 2 AopDatal Local Temp/

N g 3 § HHSSNSST S NN ] Appbate Loca Ter

NN N ~N- 2 e ses27248
3 Origin JEOL.
4 Spectrometer ECX 500
5 Author RAJA BABU
7 Temperatwe 3944
al 8 Pulse Sequence  single_pulse_dec
9 Experiment 1D
10 Probe 2692
11 Number of Scans 1024
o 13 Relaxation Delay ~1.0000
sga 15 Presaturation
16 Modifcation Date. 2017-11-07T23:32:24
19 Class
20 Spectrometer 125.77
Frequency

21 Spectral Width 314449
22 Lowest Frequency -3142.5
23 Nucleus 13C
24 Acquired Size 32768
25 Spectral Size 26214

I

)
T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10 -20
f1 (ppm)

'H and "*C NMR spectra of 6-chloro-2-p-tolyl-4H-chromen-4-one (3ga)
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'H and *C NMR spectra of 6-bromo-2-p-tolyl-4H-chromen-4-one (3ha)
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'H and *C NMR spectra of 6,8-dichloro-2-p-tolyl-4 H-chromen-4-one (3ia)
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5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
7 Temperature 227
8 Pulse Sequence  single_pulse.ex2
9 Experiment 1
o 10 Probe 2692
11 Number of Scans 16
Br 12 Receiver Gain  40.0
13 Relaxation Delay 2.0000
14 Pulse Width 5.3750
15 Presaturation
Frequency
o 16 Acquisition Time ~ 2.1837
17 Acquisition Date  2016-07-23T21
Br . 18 Modification Date 2016-07-23T18:
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20 Spectrometer 399.78
21 Spectral Width  6001.9
22 Lowest Frequency -996.4
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25 Spectral Size 13107
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4 Spectrometer  ECX 500
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6 Solvent CHLOROFORM-D
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8 Pulse Sequence  single_pulse_dec
Br- 9 Experiment 1D
10 Probe 2692
11 Number of Scans 1024
12 Receiver Gain 60.0
o 13 Relaxation Delay 1.0000
14 Pulse Width  3.9167
Br 15 Presaturation
. Frequency
3ja Me 16 Acquisition Time ~ 0.8336
17 Acquisition Date  2017-11-07T20:37:10
18 Modification Date 2017-11-07T22:54:15
19 Class.
20 Spectrometer  125.77
Frequency
21 Spectral Width ~ 31444.9
22 Lowest Frequency -3139.6
23 Nucleus 13C
24 Acquired Size 32768
25 Spectral Size 26214
|
" o "
u V¥ Y W
T T T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 920 80 70 60 50 40 30 20 10 0 -10 -20

f1 (ppm)

'H and '*C NMR spectra of 6,8-dibromo-2-p-tolyl-4H-chromen-4-one (3ja)
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[0 22 89 n 2 1 Data File Name D/ RK/ NMR/
BT RNEARS 23 o 2 SRKLL64_1H-Ljdf
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4 Spectrometer  ECS 400
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6 Solvent CHLOROFORM-D.
o 7 Temperatwe 217
8 Pulse Sequence single_pulse.ex2
NG 9 Experiment 1D
10 Prove 292
11 Number of 16
Scans
12 Recelver Gain  40.0
o 13 Relaxation Delay 2.0000
14 Pulse Width 5.3750
3ka 15 Presaturation
Me Frequency
16 Acquisition Time 2.1837
17 Acquisition Date 2016-07-05T15:08:20
18 Modification  2016-07-05T11:31:29
Date
19 Class
20 Spectrometer 39978
Frequency
21 Spectral Width ~ 6002.4
22 Lowest -997.1
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23 Nucleus 1H
24 Acquired Size 16384
25 Spectral Size 52430
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13 Relaxation Delay 1.0000
o 14Puse Width 39167
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24 Acquired Size 32768
25 Spectral Size 26214
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S12

'H and *C NMR spectra of 4-0x0-2-p-tolyl-4H-chromen-6-carbonitrile (3ka)
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13 Relaxation  2.0000
Delay.
o 14 Pulse Width 53750
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Frequency
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"H and '*C NMR spectra of methyl 4-0x0-2-p-tolyl-4H-chromen-6-carboxylate (3la)
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6 Solvent CCHLOROFORM-D
7 Temperature 223
8 Pulse Sequence single_pulse.ex2
o o 9 Experiment 1D
10 Probe 2692
11 Numberof 16
Me Scans
12 Receiver Gain  40.0
13 Relaxation 2.0000
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7 Temperature 208
8 Pulse Sequence  single_pulse_dec
9 Experiment 1D
o o >
10 Probe 2692
11 Number of Scans 1024
12 Receiver Gain 60.0
Me'
13 Relaxation Delay 2.0000
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23 Nucleus 13C
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'H and '*C NMR spectra of 6-acetyl-2-p-tolyl-4H-chromen-4-one (3ma)
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'H and '*C NMR spectra of 4-0x0-2-p-tolyl-4H-chromen-6-carbaldehyde (3na)
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Date
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'H and '*C NMR spectra of ethyl 2-(4-oxo-2-phenyl-4H-chromen-7-yloxy)acetate (3ob)
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Relaxation Delay
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JEOL
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1D

2692
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40.0
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16 Acquisition Time
17 Acquisition Date

18 Modification Date
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'H and '*C NMR spectra of 2-phenyl-4H-chromen-4-one (3ab)
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4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
6 Solvent CHLOROFORN-D
7 Temperature 22.2
8 Pulse Sequence single_pulse.ex2
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10 Probe 2692
1 Numberof 16
Scans
12 Receiver Gain  40.0
13 Relaxation 2.0000
o Delay
14 Pulse Width 53750
15 Presaturation
Sac Frequency
OMe 16 Acquisition  2.1837
Time
17 Acquisiion  2016-07-01T15:09:22
Date
18 Modification 2016-07-01T11:33:48
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20 Spectrometer  399.78
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21 Spectral Width 6001.9
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o
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13 Relaxation 1,500
3ac Delay
OMe 14 Pulse Width  2.8333
15 Presaturation
Frequency
16 Acquisition 1.0433
Time
17 Acquistion  2016-07-02T10:01:04
Date
18 Modification  2016-07-02T06:24:16
Date
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20 Spectrometer  100.53
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21 Spectral Width 25125.6
22 Lowest -2507.4
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24 Acquired Size 32768
25 Spectral Size 52430
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'H and '*C NMR spectra of 2-(4-methoxyphenyl)-4H-chromen-4-one (3ac)
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4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
o 6 Solvent CHLOROFORM-D
7 Temperature 2.1
8 Pulse Sequencesingle_pulse.ex2
9 Experiment 1D
10 Probe 2692
11 Numberof 16
Scans
0 12 Receiver Gain  40.0
13 Relaxation  2.0000
Delay
3ad
F 14 Pulse Width 5.3750
15 Presaturation
Frequency
16 Acquisition  2.1837
17 Acquisition 2016-08-10T15:50:28
Date
18 Modification  2016-08-10T12:17:45
Date
19 Class
20 Spectrometer 399.78
Frequency
/ / Varavs 21 Spectral Width 6001.9
22 Lowest -996.8
Frequency
23 Nucleus 1H
24 Acquired Size 16384
25 Spectral Size 13107
T T T T T T T T T T
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4 Spectrometer  ECS 400
5 Author PRAMOD KUMAR
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9 Experiment 1D
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o 13 Relaxation Delay 1.5000
14 Pulse Width 2.8333
15 Presaturation
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16 Acquisition Time 1.0433
17 Acquisition Date 2016-08-10T21:51:05
18 Modification 2016-08-10T18:15:50
Date
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20 Spectrometer  100.53
Frequency
21 Spectral Width ~ 25125.6
22 Lowest -2505.0
Frequency
23 Nucleus 13C
24 Acquired Sz 32768
25 Spectral Size 52430
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'H and '*C NMR spectra of 2-(4-fluorophenyl)-4H-chromen-4-one (3ad)
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4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
o 6 Solvent CHLOROFORM-D
7 Temperature 219
8 Pulse Sequence single_pulse.ex2
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10 Probe 2692
11 Number of Scans 16
o 12 Receiver Gain 400
13 Relaxation Delay 2.0000
14 Pulse Width 53750
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- 15 Presaturation Frequency
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17 Acquisition Date 2016-08-04T15:33:31
18 Modification Date  2016-08-04T11:58:28
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20 Spectrometer Frequency399.78
21 Spectral Width 6002.4
22 Lowest Frequency -997.1
23 Nucleus 1H
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i - s 25 Spectral Size. 52430
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4 Spectrometer ECS 400
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o 7 Temperature 18.9
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9 Experiment D
10 Probe 2692
11 Number of Scans 1024
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o 13 Relaxation Delay 2.0000
14 Pulse Width 28333
3ae 15 Presaturation Frequency

16 Acquisition Time 1.0433

17 Acquisition Date 2016-08-05T01:14:27
18 Modification Date 2016-08-04T21:39:24
19 Class

20 Spectrometer Frequency100.53

21 Spectral Width 251256
22 Lowest Frequency  -2507.3
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24 Acquired Size 32768
25 Spectral Size 52430
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'H and '*C NMR spectra of 2-(4-chlorophenyl)-4H-chromen-4-one (3ae)
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4 Spectrometer  EC5 400
5 Author SUNEETA SHARMA
6 Solvent CHLOROFORM-D
7 Temperature 24.1
o 8 Pulse Sequence single_pulse.ex2
o Experment 1D
10 Probe 2756
11 Number of Scans 16
12 Receiver Gain  42.0
OMe 13 Relaxation Delay 1.0000
O 14 Pulse Width 5.0000
15 Presaturation
Frequency
3af 16 Acquisition Time 2.2073
17 Acquisition Date  2017-07-11T16:33:03
18 Modification Date 2017-07-11T13:18:35
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20 Spectrometer  395.88
Frequenc
21 Spectral Width 5937.7
22 Lowest Frequency -984.3
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8 Pulse Sequence ~single_pulse_dec
9 Experiment 1D
10 Probe 2756
11 Number of Scans 1000
om 12 Recelver Gain 60,0
o e 13 Relaxation Delay 1.0000
14 Pulse Width 2.8333
15 Presaturation
Frequency
3af 16 Acquistion Time 1.0486
17 Acquisition Date 2017-07-13T08:04:57
18 Modification Date 2017-07-13T04:50:18
19 Class
20 Spectrometer 99.55
Frequency
21 Spectral Width  25000.0
22 Lowest -2540.7
Frequency
23 Nucleus 130
24 Acquired Size 32768
25 Spectral Size 52430
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'H and '*C NMR spectra of 2-(3-methoxyphenyl)-4H-chromen-4-one (3af)
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4 Spectrometer £CS 400
5 Author SUNEETA SHARMA
6 Solvent CHLOROFORM-D
o 7 Temperature 256
8 Pulse Sequence single_pulse.ex2
9 Experiment Ity
10 Probe 2756
11 Number of Scans 16
12 Receiver Gain 400
Cl 13 Relaxation Delay 1.0000
o 14 Pulse Width 5.0000
15 Presaturation Frequency
3ag 6 Acquatin Tme 22072
17 Acquisition Date 2017-06-16T16:38:34
18 Modification Date  2017-06-16T13:22:46
19 Class
20 Spectrometer Frequency395.88
21 Spectral Width 5937.7
22 Lowest Frequency  -984.3
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24 Acquired Size 16384
25 Spectral Size 13107
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4 Spectrometer  ECS 400
5 Author SUNEETA SHARMA
6 Solvent CHLOROFORM-D
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9 Experiment 1D
10 Probe 2756
11 Number of Scans 1024
12 Receiver Gain 600
13 Relaxation Delay 1.5000
cl 14 Pulse Width  2.8333
(o) 15 Presaturation
Frequency
16 Acquisition Time  1.0486
3ag 17 Acquisition Date  2017-06-19T23:28:15
18 Modification Date 2017-06-19T20:12:11
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20 Spectrometer 9.5
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21 Spectral Width ~ 24998.7
22 Lowest Frequency -2541.2
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25 Spectral Size 26214
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'H and '*C NMR spectra of 2-(3-chlorophenyl)-4H-chromen-4-one (3ag)
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4 Spectrometer  ECS 400
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8 Pulse Sequence  single_pulse.ex2
9 Experiment 1D
10 Probe 2692
11 Number of Scans 32
OMe 12 Recelver Gain ~ 40.0
O 13 Relaxation Delay 2.0000
14 Pulse Width  5.3750
15 Presaturation
3ah Frequency
OMe

16 Acquisition Time 2.1837
17 Acquisition Date ~ 2016-08-07T17:30:22
18 Modification Date 2016-08-07T15:11:32
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20 Spectrometer  399.78

Frequency

21 Spectral Width ~ 6001.9
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6 Solvent CHLOROFORM-D
7 Temperature 193
(o} 8 Pulse Sequence  single_pulse_dec
9 Experiment )
10 Probe 2692
11 Number of Scans 1024
12 Recelver Gain  60.0
13 Relaxation Delay 1.5000
OMe 14 Pulse Width 2.8333
(&) 15 Presaturation
Frequency
16 Acquisition Time 10433
3ah 17 Acquisition Date  2016-08-08T08:26:35
OMe 18 Modification Date 2016-08-08T04:51:26
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'H and '*C NMR spectra of 2-(3,4-dimethoxyphenyl)-4 H-chromen-4-one (3ah)

S23



o
<]
o
o Parameter Value
MM ETMOMO T I ORNOE S OO N M on
88388 R8RSRRR85 27388 8n
EARERR 88z RERTER228RE 35
JRIARRRRRBBARIILITRNS 8 1 DataFile Name  D:/ RK/ NMR/
WOBBORNNNNNRNNNNNRNNNNNNGO ©mm SRK1183_1H-4.jdf
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7 Temperawre 229
o 8 Pulse Sequence single_pulse.ex2
9 Experiment 10
10 Probe 2692
11 Number of Scans 16
12 Receiver Gain 400
13 Relaxation Delay 2,000
oMe
14 Pulse Width 5.3750
o 15 Presaturation
Frequency
16 Acquisition Time ~ 2.1837
3ai OMe 17 Acquisition Date  2016-07-23T20:46:26
18 Modification Date  2016-07-23T18:22:22
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10 Probe 2692
11 Number of Scans 1024
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13 Relaxation Delay 2.0000
oM 14 Pulse Width 2.8333
e 15 Presaturation
o Frequency
16 Acquisition Time 1.0433
17 Acquisition Date 2016-07-25T22:13:05
3ai OMe 18 Modification Date 2016-07-25T18:38:22
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'H and '*C NMR spectra of 2-(3,4,5-trimethoxyphenyl)-4H-chromen-4-one (3ai)
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7 Temperature 22.6
8 Pulse Sequence single_pulse.ex2
9 Experiment 1
10 Probe 2692
o 11 Number of Scans 16
12 Receiver Gain 00
. 13 Relaxation Delay 2.0000
3a] 14 Pulse Width 5.3750
15 Presaturation Frequency
16 Acquisiton Time 21837
17 Acquisition Date 2016-07-16T19:12:30
18 Modification Date 2016-07-16T15:59:45
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20 Spectrometer Frequency399.78
21 Spectral Width 6001.9
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10 Probe 2692
11 Number of Scans 1024
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o} 13 Relaxation Delay 1.5000
14 Pulse Width 2.8333
3aj 15 Presaturation Frequency
16 Acquisition Time 1.0433
17 Acquisition Date 2016-07-17T05:51:21
18 Modification Date 2016-07-17T02:16:57
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25 Spectral Size 52430
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"H and '*C NMR spectra of 2-(naphthalen-2-yl)-4H-chromen-4-one (3aj)
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9 Experiment 10
10 Probe 2692
11 Number of Scans 16
3ak
17 Acquisition Date
18 Modification Date
19 Class
2 specawan oot
24 Acquired Size 16384
25 Spectral Size 13107
| A P
g EARN 4 3
g SRE8 g g
2 jeppee =
T T T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5
f1 (ppm)
=
8
~ m o MOND®ODOANN OO n o Parameter Value
g g g 22823838888 ggg
@ 4 Numognunsos o YHe 1 Data File Name RK/ NMR/ SRK1172_13C-1.id
g C DRRRRNANANE 2 NN seotosss
I SNV SV N 3 orein oL
o sovent chioRoroR-D
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'H and '*C NMR spectra of (E)-2-styryl-4H-chromen-4-one (3ak)
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BEBEBRNNNNNNNRNNNNNNNRNNGS 66 © © 2 Tide s#513152
i N R VA 3 orgn 0L
4 Spectrometer ECS 400
5 Author SUNEETA SHARMA
6 Sovent CHLOROFORM-D
7 Temperature 249
8 Pulse Sequence single_pulse.ex2
o 9 Experiment 1D
10 Probe 2756
11 Number of Scans. 16
12 Recelver Gain 0.0
| 13 Relaxation Delay 2.0000
14 Pulse Width 5.0000
o = 15 presauraton Frequency
3al 16 Acquisition Time 22073
OMe 17 Acquisition Date 2017-04-29T17:32:32
18 Modification Date  2017-04-20T14:42:22
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20 Spectrometer Frequency395.88
21 Spectral Width 59377
22 Lowest Frequency  -984.3
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10 Probe 2756
11 Number of Scans 2048
13 Relaxation Delay 15000
o 7 14 Pulse Width 2.8333
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OMe 16 Acquisition Time 1.0486
17 Acquisition Date 2017-05-01T17:43:08
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'H and '*C NMR spectra of (E)-2-(4-methoxystyryl)-4H-chromen-4-one (3al)
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6 Solvent CHLOROFORM-D
7 Temperature 249
o 8 Pulse Sequence single_pulse.ex2
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10 Probe 2756
11 Number of Scans 16
12 Receiver Gain 20
13 Relaxation Delay 2.0000
o 7z 14 Pulse Width 5.0000
15 Presaturation Frequency
3am
- 16 Acquisition Time 22073
17 Acquisition Date 2017-04-29T17:48:58
18 Modification Date  2017-04-29T14:36:01
19 Class
20 Spectrometer Frequency395.88
21 Spectral Width 5937.7
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'H and '*C NMR spectra of (E)-2-(4-chlorostyryl)-4H-chromen-4-one (3am)
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13 Relaxation 2.0000
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14 Pulse Width ~ 5.3750
15 Presaturation
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18 Modification ~ 2016-07-09T11:58:45
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21 Spectral Width 6001.9
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7 Temperature 19.1
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o Me 12 Receiver Gain 60.0
13 Relaxation  2.0000
3an Delay
14 Pulse Width ~ 2.8333
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16 Acquisition 10433
Time
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18 Modification  2016-07-10T02:13:07|
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19 Class
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21 Spectral 251256
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'H and '*C NMR spectra of 2-pentyl-4H-chromen-4-one (3an)
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RSN b
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3 Origin JEOL
4 Spectrometer  ECS 400
o 5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
7 Temperare 219
8 Pulse Sequence  single_pulse.ex2
9 Experiment )
10 Probe 2692
0 11 Number of Scans 16
12 Recelver Gain 400
3ao 13 Relaxation Delay  2.0000
14 Pulse Width 5.3750
15 Presaturation
Frequency
16 Acquisition Time  2.1837
17 Acquisition Date  2016-08-26T14:38:25
18 Modification Date 2016-08-26T11:21:55
19 Class.
20 Spectrometer 39978
Frequency
21 Spectral Width ~ 6001.9
22 Lowest Frequency -996.4
. s 77 23 Nucieus 1
24 Acquired Size 16384
25 Spectral Size 13107
A A—ML L
d T 4 ar
S e be i ] o @ n
— [ERERERAPH] s N
T T T T T T T T T T T T T T T T T T T T
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o
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@ o o N NOONT = O o o Parameter Value
2 8 & L AR2BEER 8 R now N oo
8 2 2 N BRSI5LX R I 888 58
bt h i @ enseent @ 325 a3 1 Data File Name D3/ RK/ NMR/
S 2 8 2 RRBLLLT & g NS S o SRKL113113C-1)df
5 £ a fuiu R R g o R b RR ¥ 8 a .
IS ‘ N e 2 Title S#594515
3 Origin JEOL
4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
o 6 Solvent CHLOROFORM-D
7 Temperawre 194
8 Puise Sequence  single_pulse_dec
9 Experiment 10
10 Probe 2692
11 Number of Scans 1024
o 12 Receiver Gain 60.0
13 Relaxation Delay  1.5000
3ao 14 Pulse Width 2.8333
15 Presaturation
Frequency
16 Acquisition Time  1.0433
17 Acquisition Date  2016-08-27T00:07:19
18 Modification Date 2016-08-26T20:29:50
19 Class.
20 Spectrometer 100.53
Frequency
21 Spectral Width ~ 25125.6
22 Lowest Frequency -2507.5
23 Nucleus 13C
24 Acquired Size 32768
25 Spectral Size 52430
U T T T T T T T T T T T T T T T T T T T T T
o0 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)

'H and '*C NMR spectra of 2-phenethyl-4H-chromen-4-one (3a0)
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7.2600 CDCI3|
6.4944

L
L

3ap

2.4925

Parameter

Data File Name

Title
Origin
Spectrometer
Author

Solvent
Temperature
Pulse Sequence

© e NG w s w N

Experiment
0 Probe
11

Number of Scans.

12 Receiver Gain

13 Relaxation Delay

14 Pulse Width

15 Presaturation
Frequency

16 Acquisition Time

17 Acquisition Date

18 Modification Date

19 Class

20 Spectrometer
Frequency

21 Spectral Width

22 Lowest Frequency

23 Nucleus

24 Acquired Size

25 Spectral Size

Value

D:/ RK/ NMR/
SRKII-116P_1H-1.jdf

S#355272
JEOL

ECS 400
PRAMOD KUMAR
CHLOROFORM-D
213
single_pulse.ex2
1D

2692

16

380

2.0000

53750

2.1837
2016-08-18T13:32:47
2016-08-18T09:57:14

399.78

6002.4
-996.7
H
16384
52430

100z —

1.10-T
2. lg
183

0.96=

T
10.0

9.5

9.0

o
w

T T
6.0 5.5

5.0
f1 (ppm)

4.5

178.4195

166.2284

156.6335

136.9432

123.9676
— 118.1873

— 112.1137

77.4145

77.1600 CDCI3|
76.9050

A
N\

20.6667

Title
Origin

Author
Solvent

Parameter

Spectrometer

3ap

Temperature

Experiment

10 Probe

11 Number of
Scans

12 Receiver Gain

13 Relaxation
Delay

14 Pulse Width

15 Presaturation
Frequency

16 Acquisition
Time

17 Acquisition
Date

18 Modification

19 Class

20 Spectrometer
Frequency

21 Spectral Width

22 Lowest
Frequency

23 Nucleus

24 Acquired Size

25 Spectral Size

Pulse Sequence

Value

Data File Name D:/ RK/ NMR;
SRi

ivtiepisc o
5#751870
JEOL
ECX 500
RAJA BABU
DMSO-D6
26.1
single_pulse_dec
D
2692
1000

700
1.0000

3.9167

1.0420
2016-08-18T19:28:01

2016-08-18721:30:31

125.77

31446.5
2543.7

13
32768
65536

T
00 190

T
180

T
170

T
160

T T T T
150 140 130 120 110 90 70 60 50 40 30
f1 (ppm)

20

T
0 -10

'H and "*C NMR spectra of o-tolyl-4H-chromen-4-one (3ap)
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8
5] Parameter Value
P OO N MV I NN T NN ENOOMIONOYTRANDNN AN N
REERRNCS 8028 RERRACN2 850059803553 888
N IRRNRRE e Bk Rg 3 9eITIRR233048Y 1 Data File Name :/ RK/ NMR/ SRK135511_1H-6.id
BEBBRRRNNRNRRRRRRRRRRRNRNRRRNRRRRRRRNRR G 2 Tite S#425724
PN
NN e 3 origin se0L
4 Spectrometer £CS 400
5 Author SUNEETA SHARMA
9 6 Solvent CHLOROFORM-D
7 Temperature 242
8 Pulse Sequence single_pulse.ex2
a 9 Experiment 1D
10 Probe 2756
11 Number of Scans 16
12 Receiver Gain 6.0
o 13 Relaxation Delay 1.0000
14 Pulse Width 5.0000

15 Presaturation Frequency

3aq

16 Acquistion Tme 2,207
17 Acquiston Date 2017-07-03T15:08:06
18 Modification Date 2017-07-03T11:51:38
19 Class
20 Spectrometer Frequency395.88
21 Spectral Widtn 59377
22 Lowest Frequency  -983.9
23 Nudeus 1
24 Acquired Size 16384
25 Spectral Size 13107
- )
Z J3TS I
@ “Sod ~
3 J3R4 3
T T T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)
™
8
2 g 8 BITH2RAIVER & aon Parameter Value
b 8 X 88858RJGE8H =® 883
@ o 8 TONDSOONWLWL T © ] Ta® 1 Data File Name D:/ RK/ NMR/
5 | & anafeaddqdqan o NN SRKI3SSI1_13C-2.0f
[ e e N2 2 Tite 5#624760
3 orign se0L
4 Spectiometer  ECS 400
5 Author SUNEETA SHARMA
6 Solvent 'CHLOROFORM-D
o] 7 Temperatwre 244
8 Pulse Sequence single_pulse_dec
9 Experiment 1
10 Probe 2756
cl 11 Number of Scans 2000
12 Receiver Gain  60.0
13 Relaxation Delay 1.0000
o 14 puse Width 26333
15 Presaturation
Frequency
3aq 16 Acquisition Time 10486
17 Acquisition Date 2017-07-05T03:09:42
18 Modification 2017-07-05T10:19:30
Date
19 Class
20 Spectrometer  99.55
Frequency
21 Spectral Width ~ 24998.7
22 Lowest 25387
Frequency
23 Nucleus 13C
24 Acquired Sze 32768
25 Spectral Sze 26214
i T T T T T T T T T T T T T T T T T T T
oo 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

'H and '*C NMR spectra of 2-(2-chlorophenyl)-4H-chromen-4-one (3aq)
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8 Parameter Value
B8R I AE R AN AE 83 NRABRAIRESNSRARNIRR
B e R 8on R8N iR R R ROl aR 33853388 A 1 Data File Name 3/ Users/ admin/ AppData/
NNNNGRRRYOVOYYOMNTITITITIIIITIMMANT IO QQQ O Local/ Temp/
BBBORNRNNNRNNNNNNNNNNNNNRNNNRRRRRRRNNNNRNN S o0 SRKL184. A11-4[1] jof
NN RUROE
N N 2 e s#591004
3 origin JE0L
4 Spectrometer £CS 400
o 5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
7 Temperature 28
OMe 8 Pulse Sequence single_pulse.ex2
9 Experiment 1D
10 Probe 2692
11 Number of Scans 16
o 12 Receiver Gain 380
13 Relaxation Delay 2.0000
14 Pulse Width 5.3750
3ar 15 Presaturation
Frequency
16 Acquisition Time
17 Acquisition Date
18 Modification Date
19 Class
20 Spectrometer 399.78
Frequency
21 Spectral Width 60019
22 Lowest Frequency 9964
23 Nucleus 1
24 Acquired Size 16384
25 Spectral Size 13107
A J AN -
3
~
T T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.0 2.5 2.0 1.5 1.0 0.5
1 (ppm)
™
Is]
a
° Noo moTwLOSnY TO o Parameter Value
g 388 R38R ezEX 3¢ ®9 w0 @
8 888 EERE8ERED R REY 8
S S22 scanbonee T N $S3 Q 1 Data File Name  C:/ Users/ admin/
R TR8 NRRKAURRS2 S NS a AppData/ Local/ Temp/
5 san juus R pa s prphe el RR® ! B
Y NE YRR NP e e
3 origin JE0L
0 4 Spectrometer  ECS 400
5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
7 Temperatwre 208
OMe "
8 Pulse Sequence single_pulse_dec
9 Bxperiment 1D
10 Probe 2692
o 11 Number of Scans 1024
12 Receiver Gain ~ 60.0
13 Relaxation Delay 2.0000
3ar 1 puse width 28333
15 Presaturation
Frequency
16 Acquisition Time 1.0433
17 Acquisition Date 2016-07-25T21:15:53
18 Modification Date 2016-07-25T17:41:10
19 Class
20 Spectrometer  100.53
Frequen
21 Spectral Width  25125.6
22 Lowest -2509.2
Frequency
23 Nucleus 13¢
24 Acquired Size 32768
25 Spectral Size 52430
‘ ‘ f
* ™ 1 " J
T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)

'H and '*C NMR spectra of 2-(2-methoxyphenyl)-4H-chromen-4-one (3ar)
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NN©OMMOOT NN TR ON o
R R EEE R g ,
HE3880hTTTRAMMmMAA N 1 Data File Name D:/ RK/ NMR/ SRK134611_1H-4.jd
BNRNNNNN NN NN NN~ w 2 Tite S#a11097
| SN " 3 orign se0L
4 Spectrometer ECS 400
5 Author SUNEETA SHARMA
6 Solvent 'CHLOROFORM-D
7 Temperature 247
o 8 Pulse Sequence single_pulse.ex2
9 Experiment 0
10 Probe 2756
OBn 11 Number of Scans 16
12 Receiver Gain 34.0
13 Relaxation Delay .00
14 Pulse Widtn 5.0000
15 Presaturation Frequency
3as 16 Acauisition Time 22073

17 Acquisition Date
18 Modification Date
19 Class

20 Spectrometer Frequency395.88

21 Spectral Width 5937.7
22 Lowest Frequency 9803
23 Nucleus 1H

24 Acquired Size 16384
25 Spectral Size 13107

2017-06-24T14:43:50
2017-06-24T11:46:26

A i
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f1 (ppm)
o
Q
o
@ N0 MO =EMTEN =N NWNON o Parameter Value
8 ne8 RS8R aneTNL?Se now o
IS ] AR A TR 888 3
5 358 ACERE28RITELTES 233 &
@ RV I N v e e ] To@ 8 1 Data File Name D/ RK/ NMR/
S SR8 R EEER R R R KRG o SRK1346T1_13C-1.50f
5 C sl p i R R R Rapa RRE R L
| N S N 2 Title 5#599557
3 Origin JEOL
4 Spectrometer  ECS 400
5 Author SUNEETA SHARMA
6 Soivent CHLOROFORM-D
7 Temperawre 231
° 8 Pulse Sequence  single_pulse_dec
9 Experiment 1
10 Probe 2756
11 Number of Scans 1024
OBn
12 Receiver Gain 60.0
13 Relaxation Delay ~ 1.5000
o 14 Pulse Width 2.8333
15 Presaturation
Frequency
16 Acquisition Time
3as

17 Acquisition Date
18 Modification Date

100
1 (ppm)

19 Class
20 Spectrometer 99.55
Frequency
21 Spectral Width  25000.0
22 Lowest Frequency -2542.2
23 Nucleus 13C
24 Acquired Size 32768
25 Spectral Size 52430
T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 920 80 70 60 50 40 30 20 10

'H and '*C NMR spectra of 2-(2-benzyloxyphenyl)-4H-chromen-4-one (3as)
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a
o Parameter Value
O N O NN RN VO NgNOMI RO M SIS gam o
R R R R - R R R T R R ] 8Sa :
NEea RO ARy R a8 8TTRadRGS S0 a
NNASHORN0000OEOIITNTILLLINMMNNMNNNNNN e & 1 Data File Name D:/ RK/ NMR/
BBBBNNNNNNRNNNNNNNNRNNNNNNNNNN N NSNS NN < SRKL347IL_1H-4.Jdf
NSNS =
TSN = 2 Te seatg798
3 Origin JEOL
4 Spectrometer  ECS 400
o 5 Author SUNEETA SHARMA
6 Solvent CHLOROFORM-D
7 Temperatwre  24.7
8 Pulse Sequence single_pulse.ex2
OPh 9 Experiment 1D
10 Probe 2756
11 Number of 16
o Scans
12 Receiver Gain 4.0
13 Relaxation  2.0000
3at
14 Pulse Width  5.0000
15 Presaturation
Frequency
16 Acquisition  2.2073
Time
17 Acquisition 2017-06-24T14:56:51
Date
18 Modification  2017-06-24T11:48:10
Date
19 Class
20 Spectrometer  395.88
Frequency
21 Spectral Width 5937.7
22 Lowest -984.3
Frequency
23 Nucleus 1H
24 Acquired Size 16384
25 Spectral Size 13107
. x S U O §
T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 2.0 1.5 1.0 0.5
f1 (ppm)
s
o
o
o n o wn NOWMNOOAMOMoDNY 4 Parameter Value
8 a8 SZIRSARRITABY R 39
3 DA% SRECANTANBARFTER 188
~ che NYS@RN—oaan®— -0 299 .
] v PRI e i B g e gt} FAD 1 DataFile Name D/ RK/ NMR/
= S8y oooossaNNNnnan RR & SRK134611_13C-3 jaf
/RN R e e VO PP NP 2 Tite 5#599695
3 origin JE0L
4 Spectrometer ECS 400
5 Author SUNEETA SHARMA
6 Solvent CHLOROFORM-D
7 Temperature  23.1
8 Pulse Sequence  single_pulse_dec
9 Experiment 10
10 Probe 2756
Q 11 Number of Scans 1024
12 Receiver Gain  60.0
13 Relaxation Delay 1.5000
OPh 14 Pulse Width 2.8333
15 Presaturation
Frequency
o 16 Acquisition Time 10486

17 Acquisition Date
18 Modification Date

2017-06-27T08:41:37
2017-06-27T05:24:54

3at 19 Class
20 Spectrometer  99.55
Frequency

21 Spectral Width ~ 25000.0
22 Lowest Frequency -2539.8
23 Nudleus 13

24 Acquired Size 32768
25 Spectral Size 52430

T T T T T T T T T
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80

60

40 30 20
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'H and '*C NMR spectra of 2-(2-phenoxyphenyl)-4H-chromen-4-one (3at)
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o Parameter Value
DO NP RN T IR ONNNAOTOATOARTOTRORT M AN
R R e IS E L L P T
NNRNRNNRNNNNCEOEONhNnn BN T TANN AN 1 DataFileName D/ RK/ NMR/
BBBONNRNRNRNNNNNRNRNRNNNNNNNNNNNNNRNNNG SRK1175_1H-4.jdf
B B 2 T sessatse
3 Origin JEOL
4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
6 Sovent CHLOROFORM-D
7 Temperature 226
8 Pulse Sequence  single_pulse.ex2
9 Bxperiment 10
10 Probe 2692
11 Number of Scans 16
12 Receiver Gain 420
13 Relaxation Delay ~2.0000
14 Pulse Width 5.3750
15 presaturation
Frequency
16 Acquisition Time ~ 2.1837
17 Acquisition Date  2016-07-16719:03:24
18 Modifcation Date 2016-07-16T15:30:14
19 Class
20 Spectrometer  399.78
Frequency
21 Spectral Width 6001.9
22 Lowest Frequency -996.8
23 Nudeus 1
24 Acquired Size 16384
25 spectralsize 13107
/ Wi s s
|
A A e~
iy Jesiad d
@ Qaagn9 =]
2 443333 3
T T T T T T T T T T T T T T T T T T T T
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f1 (ppm)
o
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o
o n o VWOM-dWVOe= O ~ o Parameter Value
] 28 BRRNFBREa 8 N ©oa
Ei R 8 RRT8TIT8 8 Q R8%
o] & © HHoBGynT @ ] k] 1 Data File Name  D:/ RK/ NMR/
5 L aoa3sgNg o S RRE SRKLLZSR_13C:1.jof
I DO N 2 Tive 54603370
3 Origin JEOL
4 Spectrometer  ECS 400
5 Author PRAMOD KUMAR
6 Sovent CHLOROFORM-D
7 Temperawre 186
8 Pulse Sequence single_pulse_dec
9 EBxperiment 1D
10 Probe 2692
11 Number of Scans 2048
12 Receiver Gain  60.0
13 Relaxation Delay 1,500
14 Pulse Width 2.8333
15 presaturation
Frequency
16 Acquistion Time 1,043
17 Acquisition Date  2016-07-17723:21:26
18 Modification Date 2016-07-17T19:47:01
19 Class
20 Spectrometer  100.53
Frequency
21 Spectral Width ~ 25125.6
22 Lowest Frequency -2506.1
23 Nudeus 3¢
24 Acquired Size 32768
25 Spectral Sze 52430
| A
T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 90 80 70 60 50 40 30 20 10

100
1 (ppm)

"H and '3C NMR spectra of 2-(thiophen-2-yl)-4H-chromen-4-one (3au)
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ONOAOVUMMANGO DN T 0 =N ™M - Parameter Value
2HALNNRIREISRASR ]
AZSiREbRmsSs8naen B
RREBGEELLEEMMNANNNN® ¥ 1 Data File Name D3/ RK/ NMR/
NRNRNRNRNRNRNRN G ~ SAKL002AY. SHeaJdt
e PR 2 Tite 54370256
3 Origin JEOL
4 Spectrometer  ECS 400
5 Author Bhanu Tiwari
o 6 Solvent CHLOROFORM-D
7 Temperatwre 226
8 Pulse Sequence single_puise.ex2
9 Experiment 1D
10 Probe 2756
11 Number of 32
o Scans
12 Receiver Gain 4.0
13 Relaxation 2,000
4aa Delay
14 Pulse Width  5.1250
15 presaturation
Me Frequency
16 Acquistion  2.2073
Time
17 Acquisition Date 2016-05-14T13:40:49
18 Modification 2016-05-14T10:23:38
Date
19 Class
20 Spectrometer ~ 395.88
Frequency
21 Spectral Width 5937.7
22 Lowest -983.5
Frequency
23 Nudleus e
24 Acquired Size 16384
25 Spectral Size 13107
» TN )
I | 4
N & Sum—+ 9 @
& 5 345 3 ~
T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
1 (ppm)
o
5]
[a}
- o o O-®@mmnO®Mm oo o Parameter Value
s 2 Q2 RpdeBgss AR 0o o
S 3 R DRBELEs® AR R8A 3
g 3 $ Sérgdsana  aa L] g 1 DatFie Dy RK/NUR/
@ © < TOMNNNNN - NN - Name 'SRK102241_13C-1.jdf
2 g I ¥aogsgNs on ININI s
| VSN NN IV N 2 Title 5#599466
3 origin J€0L
4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
6 Solvent  CHLOROFORM-D
° 7 Temperature 24.6
8 Pulse single_pulse_dec
Sequence
9 Experiment 1D
10 Probe 292
11 Numberof 1024
o Scans
12 Receiver Gain 60.0
13 Relaxation 1.5000
Delay
4aa X
14 Pulse Width ~ 2.8333
15 Presaturation
Me Frequency
16 Acquisiton  1.0433
Time
17 Acquisition  2016-05-14T23:26:24
Date
18 Modification ~ 2016-05-14T19:49:40|
Date
19 Class
20 Spectrometer 100,53
Frequency
21 Spectral Width 25125.6
22 Lowest -2504.3
Frequency
23 Nudews  13C
24 Acquired Size 32768
25 Spectral Size 52430
1y LAl i | N 1 l
T T T T T T T T T T T T T T T T T T T T
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0
f1 (ppm)

'H and '*C NMR spectra of (Z)-2-(4-methylbenzylidene)benzofuran-3(2H)-one (4aa)
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Parameter

Data File Name

Value

D:/ RK/ NMR/
‘SRK13631_PROTON-3.jdf

e e e S \ 2 2 Tite SRK13631
3 origin seoL
4 Spectrometer ECS 400
o 5 Author SUNEETA SHARMA
6 Solvent ‘CHLOROFORM-D
7 Temperatwe 241
8 Pulse Sequence  single_pulse.ex2
o Eperiment 1D
10 probe 2756
o 11 Number of Scans 16
12 Receiver Gain 50.0
13 Relaxation Delay 1.0000
4ae 14 Pulse Width 5.0000
15 Presaturation
Freauency
Cl 16 Acquisition Time ~ 2.2073
17 Acquisiton Date 2017-07-11T16:39:49
18 Modification Date 2017-07-11T13:25:21
19 Closs
20 Spectrometer 395,88
21 Spectral Width 5937.7
22 Lowest Frequency -984.3
23 Nudeus ™
24 Acauired Size 16384
25 Spectral Size 13107
/ v / / 1
Wl
3t 44
Ned R332
T T T T T T T T T T T T T T T T T T T T
100 95 2.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5
1 (ppm)
o
8
H ] 3 28928REY IR P Parameter Value
& I NeRdfaat 8R
\ / ~ , / \ , / \ , \‘/ 2 Title S#615145
3 Origin JEOL
4 Spectrometer  ECS 400
5 Author SUNEETA SHARIA
6 saivent CHLOROFORM-D
7 Tempeatwe 232
8 Pulse Sequence single_pulse_dec
o 9 Experiment 10
10 Probe 2756
11 Number of Scans 1000
12 Receiver Gain 60,0
13 Relanation Delay 10000
14 Pulse Width 2.8333
o 15 Presaturation
Freauency
16 Acquisiion Time 10486
17 Acquisition Date 2017-07-14T00:40:23
4ae 18 Modification Date 2017-07-13T21:25:42
19 Class
Cl
20 Spectrometer  99.55
Frequency
21 Spectral Width ~ 25000.0
22 Lowest -2539.2
Frequency
23 Nucleus 13c
24 Acquired Size 32768
25 Spectral Size 52430
T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 60 50 40 30 20 10
f1 (ppm)

'H and '*C NMR spectra of (Z)-2-(4-chlorobenzylidene)benzofuran-3(2H)-one (4ae)
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B O NP OO N AT NOAME I NMUNNOONNTNOCONT QOO ©
RESIRR TR R BB 0B8R SBNIBRISNERES 2
RN RN IR IR BRI R R neRRRBE28 888 S 1 DatnFieName D/ RK/ NMI
N R R R R R R R R R RRRRRRRR R R in ata File Name
BB BONNNNNNNNNNNNNNNNNNENNNNNNNN NN NN R o SRKII-116_1H-Lidf
s NN P BENENENENENENENE NN
VRN 2 Title 54349896
3 Origin JEOL
4 Spectrometer  ECS 400
5 Author PRAMOD KUMAR
6 Solvent 'CHLOROFORM-D
o 7 Temperatre 205
8 Pulse Sequence single_pulse.ex2
9 Experiment 10
10 Probe 2692
Me 11 Number of Scans 16
12 Recelver Gain 40.0
0 13 Relaxation Delay 2.0000
14 Pulse Width  5.3750
15 Presaturation
4ap requen
16 Acquisition Time 2.1837
17 Acquisition Date 2016-08-18T13:23:50
18 Modiication  2016-08-18T09:48:17
Date
19 Class
20 Spectrometer  399.78
Frequency
21 Spectral Width  6002.4
22 Lowest -997.1
Frequency
23 Nucleus 1H
24 Acquired Size 16384
25 Spectral Size 52430
&
-
T T T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 [V
f1 (ppm)
o
5]
a
a o o HTONOVOATTT O N o Parameter Value
2 g 2 FI288R5¥8I 8¢S ©ow in
3 ] a 2ERGIERBLEE T 8 o83 2
< < ~ RO CSRAETma M S R ] 1 Data File Name D:/ RK/ NMR/
3 8 b3 ARRBRA8ITR 28 NS S SRKLI1161-13C-4.jdf
8 ] h4 jufupupupups Rl haiie e RR® |
| 1T N 2 Title 54308485
3 Origin JEOL
4 Spectrometer ~ECX 500
5 Author RAJA BABU
o 6 Solvent DMSO0-D6
7 Temperature 260
8 Pulse Sequence single_pulse_dec
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13 Relaxation 1.0000
Delay
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15 Presaturation
Frequency
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Time
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Date
18 Modification 2016-08-19T09:20:11
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20 Spectrometer 125,76
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21 Spectral Width 31445.6
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24 Acquired Size 32768
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'H and '*C NMR spectra of (Z)-2-(2-methylbenzylidene)benzofuran-3(2H)-one (4ap)
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Data File Name D3/ RK/ NMR/ SRK13551_1H-4.idf
Title 5#428925

Origin JEOL

Spectrometer ECS 400

Author SUNEETA SHARMA
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8.3719
8.3676
7.2408
7.2213

Solvent CHLOROFORM-D.
Temperature 242
Pulse Sequence single_pulse.ex2

© e N o s w N

Experiment 1D
10 Probe 2756
11 Number of Scans 14

12 Receiver Gain 46.0
13 Relaxation Delay 1.0000
14 Pulse Width 5.0000
15 Presaturation Frequency

4aq 16 Acquistion Time 22073

17 Acquisition Date 2017-07-03T15:13:20
18 Modification Date 2017-07-03T11:56:42
19 Class

20 Spectrometer Frequency395.88
21 Spectral Width 5037.7
22 Lowest Frequency  -983.9
23 Nucleus H

24 Acquired Size 16384
25 Spectral Size 13107
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Data File Name D:/ RK/ NMR/
SRK13551_13C-2.jdf

Title S#625044

Origin JEOL

Spectrometer  ECS 400

Author SUNEETA SHARMA

Solvent CHLOROFORM-D
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Temperature  24.2
Pulse Sequence single_pulse_dec
Experiment 1D

0 Probe 2756

Lo N gL

11 Number of 1500
Scans

Q

Receiver Gain  60.0

Relaxation  1.0000

o Delay

Pulse Width  2.8333

Presaturation
Frequency

Acquisition  1.0486.
Time

7 Acquisition  2017-07-05T04:05:55
Date

4aq

8 Modification  2017-07-05T10:19:15
Date
19 Class

20 Spectrometer  99.55
Frequency

21 Spectral Width 24998.7

22 Lowest 2538.6
Frequency

23 Nucleus 13¢
24 Acquired Size 32768
25 Spectral Size 26214
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'H and '*C NMR spectra of (Z)-2-(2-chlorobenzylidene)benzofuran-3(2H)-one (4aq)
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4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
7 Temperatwre 228
o 8 Pulse Sequence ~ single_pulse.ex2
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10 probe 2602
11 Number of Scans 16
— OMe 12 Receiver Gain 40,0
13 Relaxation Delay 2.0000
o 14 Pulse Width 5.3750
15 presaturation
Frequency
4ar 16 Acquisition Time 2.1837
17 Acquisition Date  2016-07-23T20:55:30
18 Modification Date 2016-07-23T18:23:04
19 Class
20 Spectrometer  399.78
Frequency
21 Spectral Width 6001.9
22 Lowest Frequency -996.4
23 Nudeus H
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25 Spectral Size 13107
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5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
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o 8 Pulse Sequence  single_pulse_dec
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10 Probe 2692
11 Number of Scans 1024
oOMe 12 Receiver Gain  60.0
13 Relaxation Delay 2.0000
o} 14 Pulse Width 2.8333
15 presaturation
Frequency
16 Acquisttion Time 1,043
4ar 17 Acquisttion Date  2016:07-25T23:10:38
18 Modification Date 2016-07-25T19:35:56
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20 Spectrometer 100.53
Frequency
21 Spectral Width 25125.6
22 Lowest Frequency -2507.2
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25 Spectral Sze 52430
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'H and '*C NMR spectra of (Z)-2-(2-methoxybenzylidene)benzofuran-3(2H)-one (4ar)
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o 5 Author SUNEETA SHARMA
6 Solvent CHLOROFORM-D
7 Temperatwre 247
8 Pulse Sequence single_pulse.ex2
0OBn 9 Experiment 1D
10 Probe 2756
O 11 Number of Scans 16
12 Receiver Gain ~ 42.0
13 Relaxation Delay 2.0000
4as 14 Pulse Width 5.0000
15 Presaturation
Frequency
16 Acquisition Time 2.2073
17 Acquisition Date 2017-06-24T14:39:08
18 Modification Date 2017-06-24T11:45:48
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20 Spectrometer  395.88
Frequenc
21 Spectral Width ~ 5937.7
22 Lowest 9843
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11 Number of Scans 1024
12 Receiver Gain 60.0
OBn 13 Relaxation Delay 1.5000
14 Puise Width 28333
o 15 Presaturation Frequency
16 Acquisition Time
4 17 Acquisition Date
as 18 Modification Date
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'H and '*C NMR spectra of (Z)-2-(2-(benzyloxy)benzylidene)benzofuran-3(2H)-one (4as)
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4 Spectrometer  ECS 400
o s Author SUNEETA SHARMA
6 Solvent 'CHLOROFORM-D
7 Temperature 24.7
8 Pulse Sequence single_pulse.ex2
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OPh 10 Probe 2756
11 Number of Scans 16
o 12 Receiver Gain 46,0
13 Relaxation Delay 2.0000
14 Pulse Width 5.0000
15 presaturation
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16 Acquisition Time 2.2073
17 Acquisition Date 2017-06-24T14:50:14
18 Modification 2017-06-24T11:47:00
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7 Temperature 23.0
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Scans
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13 Relaxation Delay 1.5000
o] 14 Pulse Width  2.8333
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16 Acquisition Time
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Date

19 Class
20 Spectrometer
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24 Acquired Size
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'H and '*C NMR spectra of (Z)-2-(2-phenoxybenzylidene)benzofuran-3(2H)-one (4at)
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8 Pulse Sequence single_pulse.ex2
9 Experiment 1D
10 Probe 2692
11 Numberof 16
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12 Receiver Gain  40.0
13 Relaxation  2.0000
Delay

14 Pulse Width  5.3750

15 Presaturation
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16 Acquisition  2.1837
Time

17 Acquisition  2016-07-17T18:43:54.
Date

18 Modification  2016-07-17T15:15:32
Date
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21 Spectral Width 6001.9

22 Lowest -996.4
Frequency

23 Nucleus H

I 24 Acquired Size 16384
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11 Number of 2048
Scans
12 Receiver Gain 60,0
13 Relaxation Delay 1.5000
14 Pulse Width 28333
15 Presaturation
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16 Acquistion 1,043
Time
17 Acquisition Date 2016-07-17T21:50:24
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Date
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'H and '*C NMR spectra of (Z)-2-(thiophen-2-ylmethylene)benzofuran-3(2H)-one (4au)
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Data File
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Pulse
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10 Probe
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12 Receiver Gain

13 Relaxation
Delay.

14 Pulse Width
15 Presaturation
Frequency
16 Acquisition
17 Acquisition

Date
18 Modification
Date

19 Class

20 Spectrometer
Frequency
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D/ RK/ NMR/
SRK11109_1H-4.jdf
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4 Spectrometer  ECS 400
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6 Solvent CHLOROFORM-D
7 Temperature 226
8 Puise Sequence single_pulse_dec
9 Experiment 1D
10 Probe 2692
11 Number of 1024
Scans
12 Receiver Gain  60.0
13 Relaxation 1.5000
Delay
14 Pulse Width 2.8333
15 Presaturation
Frequency
16 Acquisition 1.0433
Time
17 Acquisition 2016-08-10T22:37:47
Date
18 Modfication  2016-08-10T19:02:30
Date
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20 Spectrometer  100.53
Frequency
21 Spectral Width 25125.6
22 Lowest -2504.4
Frequency
23 Nucleus 13¢
24 Acquired Size 32768
25 Spectral Size 52430
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'H and '*C NMR spectra of (Z)-2-(furan-2-ylmethylene)benzofuran-3(2H)-one (4av)
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4 Spectrometer  ECS 400
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6 Solvent CHLOROFORM-D
o 7 Temperature 203
8 Pulse Sequence  single_pulse.ex2
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10 Probe 2692
11 Number of Scans 16
12 Receiver Gain  40.0
o — 13 Relaxation Delay 2.0000
14 Pulse Width 5.3750
HN 15 Presaturation
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4aw F aueney
16 Acquisition Time  2.1837
17 Acquisition Date  2016-09-01T15:39:08
18 Modification Date 2016-09-01T12:01:25
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7 Temperature 209
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10 Probe 2692
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Scans
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(e} e 13 Relaxation 1.5000
Delay
14 Pulse Width 2,833
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4aw / 15 Presaturation
Frequency
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Time
17 Acquisition  2016-09-02T01:28:05
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18 Modification  2016-09-01T21:50:22
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'H and '*C NMR spectra of (Z)-2-((1H-pyrrol-2-yl)methylene)benzofuran-3(2H)-one (4aw)
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4 Spectrometer  ECS 400
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KUMAR
OMe
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o
7 Temperature  22.1
8 Pulse Sequence single_pulse.ex2
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o 10 Probe 2692
MeO
11 Numberof 16
Scans
12 Recelver Gain  40.0
4pa 13 Relaxation Delay 2.0000
14 Pulse Width  5.3750
Me 15 Presaturation
Frequency
16 Acquisition  2.1837
Time
17 Acquisition Date 2016-07-26T16:
18 Modification  2016-07-26T12:
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21 Spectral Width  6002.4
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Q 8 pulse single_pulse_dec
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9 Experiment 1D
10 Probe 2692
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" Scans
MeO 12 Receiver Gain 60.0
13 Relaxation 1.0000
4pa 14 Pulse Width  3.9167
15 Presaturation
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16 Acquisition  0.8336
Time
17 Acquisition  2016-07-26T15:39:19
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18 Modification  2016-07-27T09:25:51
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'H and '*C NMR spectra of (Z)-4,6-dimethoxy-2-(4-methylbenzylidene)benzofuran-3(2H)-one (4pa)
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1 Data File D:/ RK/ NMR/
Name ‘SRK1023011_1H-1.jdf

2 Title S#350172

3 origin JEOL

4 Spectrometer ECS 400

5 Author PRAMOD KUMAR

6 Solvent CHLOROFORM-D

7 Temperature 252

8 Puise single_pulse.ex2
Sequence

9 Experiment 1D

10 Probe 2692

11 Number of 16
Scans

12 Recelver Gain 42.0
13 Relaxation  2.0000
Delay.

14 Pulse Width  5.3750
15 Presaturation
Frequency
16 Acquisition 21837
Time
17 Acquisition  2016-05-17T13:25:32
Date
18 Modification  2016-05-17T09:48:42
Date
19 Class
20 Spectrometer 399.78
Frequency

21 Spectral Width 6002.4

22 Lowest -997.1
Frequency
23 Nucleus H

24 Acquired Size 16384
25 Spectral Size 52430
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4 Spectrometer ECS 400
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6 Solent  CHLOROFORM-D
7 Temperature 25.8
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Sequence
Me 9 Experiment 10
CHO 10 Probe 2692
11 Number of 1024
Scans
0. 12 Receiver Gain 60.0
13 Relaxation 15000
Delay
14 Pulse Width ~ 2.8333
Br 15 Presaturation
Frequency
' 16 Acquisiion 1,043
3aa Time
17 Acquisition  2016-05-17T22:51:52
Date
18 Modification ~ 2016-05-17T19:14:59
Date
19 Class
20 Spectrometer 100.53
Frequency
21 Spectral Width 25125.6
22 Lowest -2502.7
Frequency
23 Nudews  13C
24 Acquired Size 32768
25 Spectral Size 52430
T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -0 -20
1 (ppm)

'H and "*C NMR spectra of (Z)-2-(2-bromo-1-p-tolylvinyloxy)benzaldehyde (3aa’)
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7.2600 CDCI3|

PNNG I MOOIMNAANMMNAMADTNNNOONNNG Parameter Value
PR RRR IS RE8C 8RR 8RAI00a88005R283
::2:2::2::::?:::::::::::::::::: 1 Data File Name D:/ RK/ NMR/ SRK1209_1H-1.jdf
e\ i 2 Tite 5#420792
S e 3 origin JEOL
4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
o 7 Temperature 217
8 Pulse Sequence single_pulse.ex2
9 Experiment It
10 Probe 2692
AN 11 Number of Scans 16
12 Recelver Gain 420
13 Relaxation Delay 2.0000
o 0 14 Pulse Width 5.3750
15 Presaturation Frequency
3aq" 16 Acquistion Time 2.1837
17 Acquisition Date 2016-09-28T15:25:10
/ / 18 Modification Date 2016-09-28T11:46:29
/ 19 Class
20 Spectrometer Frequency399.78
21 Spectral Width 6002.4
22 Lowest Frequency  -997.1
23 Nucleus H
24 Acquired Size 16384
25 Spectral Size 52430
7L
REEL
ERNR=RNRS
T T T T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.4
f1 (ppm)
™
[s}
8
2 8 SRR3R INTBL A8 259 Parameter Value
g 8 Lhedgo¥Rggs aE RES
2 % NN NAe8gRNEy o8 o 1 Data File Name D3/ RK/ NMR/ SRK1209_13C-1.id
S = 480323330349 430 RRR 5 Tie 4600335
(. SN\ 1 N 3 orign oL
4 Spectrometer ECS 400
5 Author PRAMOD KUMAR
6 Solvent CHLOROFORM-D
7 Temperature 19.1
8 Pulse Sequence single_pulse_dec
cl 9 Experiment i)
10 Probe 2692
11 Number of Scans. 1024
12 Recelver Gain 60.0
X 13 Relaxation Delay 2.0000
14 Pulse Width 2.8333
15 Presaturation Frequency
o o
16 Acquisition Time 1.0433
3aq" 17 Acquisition Date 2016-09-29T01:46:58
q 18 Modification Date 2016-09-28T22:08:16
19 Class
20 Spectrometer Frequency100.53
21 Spectral Width 25125.6
22 Lowest Frequency  -2506.5
23 Nucleus 13¢
24 Acquired Size 32768
25 Spectral size 52430
T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 920 80 70 60 50 40 30 20 10 0
f1 (ppm)

'H and '*C NMR spectra of 3-(2-chlorophenyl)-2H-chromen-2-one (3aq")
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Parameter

Data File Name.

11.6860
7.2600 CDCI3|
6.9775

Title

_-8.1002

Origin
Spectrometer
Author

Solvent
Temperature
Pulse Sequence
Experiment

10 Probe

11 Number of Scans
12 Receiver Gain

13 Relaxation Delay

14 Pulse Width

15 Presaturation Frequency

16 Acquisition Time
17 Acquisition Date
18 Modification Date
19 Class

20 Spectrometer Frequency:
21 Spectral Width

22 Lowest Frequency

23 Nucleus

24 Acquired Size

25 Spectral Size

Value

D:/ RK/ NMR/ SRK1360_1H-4.id
5#305297

JEOL

ECS 400

SUNEETA SHARMA
CHLOROFORM-D
2.0
single_pulse.ex2
1D

2756

2

44.0

2.0000

5.0000

1.5047
2017-07-08T11:48:46
2017-07-08T08:40:03

395.88
87100
-2368.1
1H
16384
13107

s

0.82T
0.92T
1.954

1937

2.0
1.0

T T T T T
2.0 11.5 11.0 10.5 10.0 9.5 9.0 8.5 6.5 5.5

0

6.0
f1 (ppm)

182.1507
163.0175
120.8602
118.3770
118.3228
94.6026
77.4809
77.1600 CDCI3
76.8389

Title

_-137.8004
"\ 137.4399
- 134.4391
"\ 133.0678
~ 129.4250
— 86.5313

X
A
N

Origin

Solvent

Data File Name

Parameter Value

D:/ RK/ NMR/
SRK1360_13C-1.jdf
S#425681

JEOL

ECS 400

SUNEETA SHARMA
CHLOROFORM-D.

Spectrometer

Author

Temperature
Pulse Sequence
Experiment
Probe

Number of Scans

Vi

12 Receiver Gain
13 Relaxation Delay
14 Pulse Width

15 Presaturation
Frequency

5

cl
16 Acquisition Time

17 Acquisition Date

18 Modification Date
19 Class

20 Spectrometer

21 Spectral Width
22 Lowest Frequency
23 Nucleus

24 Acquired Size

25 Spectral Size

28
single_pulse_dec
1D

2756

1000

600

1.5000

28333

1.0486

99.55

25000.0
2538.2
13¢
32768
52430

T T T T T T T
200 190 180 170 160 150 140 130 120 110 90 80

100
f1 (ppm)

'H and '*C NMR spectra of 3-(4-chlorophenyl)-1-(2-hydroxyphenyl)prop-2-yn-1-one (5)
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u)
5}
o
< o Parameter Value
3 B M N O NN NN NI ONO IO NOANMONAOON @Y I
g YRR PR TR R E e R
o SANARRRRAAANEERSSTITIAnNannanEgasa 1 Data File Name B/ RIS NIMR/
s PR R A N N N N N I NI S RNV v ) SRK1353-14-5.5df
N 2 Tide sra11022
3 ongin se0L
4 Spectrometer ECX 500
5 Author RAJA BABU
6 Solvent CHLOROFORM-D
7 Temperature 395.6
8 Pulse Sequence single_pulse.ex2
o o Experiment 10
10 probe 2692
) 11 Number of Scans 16
cl 12 Receiver Gain 50.0
% 13 Relaxation Delay 2.0000
14 Pulse Width 7.8750
15 Presaturation
OH Frequency
16 Acquisiton Time 1.0460
6 17 Acquisition Date 2017-07-03T09:17:35
18 Modification 2017-07-03T11:32:39
Date
19 Class
20 Spectrometer 500.16
Frequency
21 Spectral Width  12530.9
22 Lowest 27618
Frequency
23 Nucteus m
24 Acquired Sze 16384
25 Spectral Size 52428
I 1
2 S e-o-=
2 3 ERChE R
T T T T T T T T T T T T T T T T T T T T T T T T
f2.0 115 11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 K 6.5 6.0 .5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)
™
5}
8
[} n QAT RONOMD DT D o Parameter Value
2 4 238RN8RBANY no voo
g g SYTIREEEIR] g8 588
3 g EEEEEEREERE 2a N P e Siasseesiar
ki 9 aneandSNSgEs R NS Name SRKL353-13C5 4
N LA N V1 N 2 e sraersa
3 onign se0L
4 Spectrometer ECX 500
5 Author RAJA BABU
6 Solvent CHLOROFORM-D
7 Temperature 395.1
8 Pulse Sequencesingle_pulse_dec
9 9 Experiment 1D
10 probe 2692
cl 11 Numberof 1024
Scans
% 12 Receiver Gain 60.0
13 Relaxation 2,000
Delay
OH 14 Pulse Width ~ 3.9167
15 Presaturation
6 Frequency
16 Acquisiion 0,833
Time
17 Acquisition 2017-07-05T11:39:35
Date
18 Modiication  2017-07-05T14:26:11
Date
19 Class
20 Spectrometer 125,77
Frequency
21 Spectral Width 31444.9
22 Lowest -3138.9
Frequency
23 Nucleus 13C
24 Acquired Size 32768
25 Spectral Size 26214
| ' ' ‘ | |
T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm)

'H and '*C NMR spectra of 3-(2-chlorophenyl)-1-(2-hydroxyphenyl)prop-2-yn-1-one (6)
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Copies of HRMS spectra of all compounds (3-6)

Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 18-May-2016
14:23:12
SRK-10-224-11 32 (0.686) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.18,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (32:41-75:93) 1: TOF MS ES+
237.0910 2.18e4
100 "
P an
o
)
3aa
[M+H]* caled. 237.0916 Me
ES
238.0931
259.0710
:
o T 1419515204 97421 3511333 a731603"% 12 ST ii0c 7312100 masa0ot T3 013214 1083 997,
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 26-Aug-2016
16:48:20
SRK11-56 61 (1.271) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.75,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (61:63-1:3) 1: TOF MS ES+
2511073 16604
100
o
Me.
()
3ba
M+H]* caled. 251.1072 Me
#
2621117
l 53 1144
0L 100.0835 '”-Wﬂf %1464 5012107523887 SO qonsire 772858 7742000 9082068 9812341 1009213
100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 26-Aug-2016

16:09:27
SRK11-47 43 (0.903) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.40,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (41:43-1:3) 1: TOF MS ES+
267.1028 1.42e4
100 ¥
o
MeO’ @)
3ca
[M+H]* caled. 267.1021 Me
|
ES
|
\
1
\
\ 268.1055
11074 5331
5551756
0. 149.02271730110 200.0835 351.0545 503.0998, €85.2039743.1696 _ 821.3090 8832708  964.2444 _ 10563126 .
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 28-Sep-2016
16:15:57
SRK-11-80-2 35 (0.732) AM (Cen.4, 100.00, Ar,8500.0.556.28,0.67 LS 10); Sm (Mn, 2x5.00); Sb (10,1.00 ); Cm (35:36-1:3) 1. TOF MS ES+
281.0811 2.04e4
100 N
4y
=
O
) o
<0
o o
3da
[M+H]* caled. 281.0814 Me
*®
282 0855
|
3030631
|
‘ 583.1370
e . ‘584 1415
0 1581452 67000 l 1 itnie L3851 7201614 8632039 9261717 10068341 . 044,56 .
100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 06-Jul-2017

12:59:30
SRK-11-88 22 (0.461) AM (Cen,4, 100.00, Ar,8500.0,556.28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ) 1: TOF MS ES+
100 267.1022 . 1.34e4
x>
l(
N o
0
; OMe
3ea Me
[M+H]" caled. 267.1021
$.
2681109
453 3474
N7 FK)SZ 475 3303533 2002
1400268 2080778| | laa7o0161 4171282 i | (| 5904307 7225172 o5 0y 8105681 9337881 955 7679 1020 8078 .
100 200 300 400 500 600 700 800 900 1000 1100
07-Sep-2016
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213
- 15:34:35
SRK-11-61 23 (0.480) AM (Cen,4, 100.00, Ar,8500.0,555.28,0.65.LS 10); Sm (SG, 2x5.00); Sb (10,1.00); Cm (23:28-1:3) 1: TOF MS ES+
255.0820 14384
1uo|
\"'7 o
e
()
| 3fa
[M+H]* caled. 255.0821 Me
| |
*- |
I
i
|
|
256.0875
0894 355 1342
176.5367 " |401.0888 satgaee SN0 7eso0es 371778 10013721 e
%% T 0 a0 400 50 600 700 800 200 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 29-Aug-2016
15:16:38
SRK11-48 19 (0.406) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.60,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (19:21-1:3) 1: TOF MS ES+
o 271.0521 1.17e4
& 9
N cl
O
3ga
[M+H]* caled. 271.0526 Me
R
2730499
i 40536
365.1328 4110545 563.0773
191.5280 2280546 541.0084 563,
n: 228‘ | W e voird RN | 4 625048 B0 4o 5706 8331120 se0o7Te 1007.0623
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 06-Jul-2017
12:54:28
SRK-11-87 48 (0.995) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.55LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (47-50-1:3) 1: TOF MS ES+
100 115 002617 2009 1.24e4
|
N
o]
| Br
(¢}
| 3ha
‘ ‘ [M+H]* caled. 315.0021 Me
& |
|
|
316.0074318 0058
|
S50 324 1995
o 3011671 3053025 3103168 311.2349 :mssssl . 190090 3208459 s252011328217330m2000 3323285
300 302 304 306 308 310 312 314 316 318 320 322 324 326 328 330 332
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 26-Aug-2016
16:45:05
SRK11-55 22 (0.461) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.65,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (22:24-1:3) 1: TOF MS ES+
166 3050138 | 3.18e4
T o
Cl
O’
307.0108
b Cl
3ia Me
[M+H]" caled. 305.0136
|
*.
0161
6110178
271.0527 [310.0117 praoe
163.0799183.0602 '“ 3651365 450.1534 5832628 | 5140200 9370065 "
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 30-Sep-2016
11:54:45
SRK-11-85 15 (0.313) AM (Cen.4, 100.00, Ar,8500.0,556 28,0.70.LS 10). Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (15:16-1:3) 1: TOF MS ES+
100 394 9101 147e4
o]
Br.
)
~ o
A} Br
3ja Me

392 9120 396.90%9

[M+H]" caled. 392.9126

®
7.9147
2530870 17
245 4306 el BRCYRE 788 8121
0 01608 A | 492 8307 619.8403 7848122 | 7918161 1012 7237 1057.3842
miz
10 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 o7

15:40:50
SRK-11-64 15 (0.313) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.65,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (15:18-1:3) 1: TOF MS ES*
160 262.0864 1.3204
Pt
|
¥
v o
NC.
(¢}
3ka
[M+H]" caled. 262.0868 Me
F 2
263.0909
279.0857
98.9811 474 0329
aLLl Ml o A L, Ly 5751 sfz{?n#‘l‘”mnﬁ’m-mn1_1qm,1mmm 950.4307 1123733 1163450
100 200 300 400 500 600 700 800 200 1000 1100
Electrospray ionisation -M3 WATERS Q-TOF Premier-HAB213 07-Sep-2018
15:45:06
SRK-11-65 18 (0.387) AM (Cen,4, 100.00, Ar,8500.0,556.28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00)); Cm {18:18-9:3) 1: TOF MS ES+
iy 295.0870 £.19e3
| »
|
o [¢]
|
1 MeO
O
3la
[M+H]* caled. 295.0970 Me
*
206.1013
| i
| |
: l 317.0806
2630719 318.0826
o\ 187 5383 } 379.0528 589.1951611.1730 5731440 7430207 895.9904.922.6076 992 8987 11054456 -
100 200 300 400 500 600 700 800 200 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 26-Aug-2016

16:42:02
SRK11-52 24 (0.498) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.40,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (24:25-1:3) 1: TOF MS ES+
16 279.1022 9.46e3
o
Ac
(o}
3ma
[M+H]" caled. 279.1021 Me
*.
280.1046
301.0826
|
o 1795572203049 PRS00 avmotes ST 19Ms1o et eaatsz2 1970 msromo saozzse  totoomrs 10940833
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 o7
15:37:44
SRK-11-62 16 (0.332) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.65,LS 10); Sm (SG, 2x5,00); Sb (10,1.00 }; Cm (16:17-3:3) 1: TOF MS ES+
265.0861 - ~ 8.19e3
100 ot S
(il
121
| o
OHC
O
3na
‘ [M+H]" caled. 265.0865 Me
‘
*| [ |
[ |
|
| |
|
1 i
1 298.1164
|
‘ | 3190088
| 564.1484
oL 1725317 [ | |, 41600 | 15179 6451335 742 1908777 sr1am —— mn.a?as -
100 200 300 400 500 600 700 800 500 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 04-Jul-2017

12:16:01
SRK11-111 19 (0.405) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.40,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (19:20-1:3) 1: TOF MS ES+
325.1070 1.02e4

100

X

Et0,C o o

30b

[M+H]" caled. 325.1076

| 326.1095
3271127 475.3227
. 102.1292  205.0690 27 1677 4533345 4763266 £49.2040671.1890 747 6480 8555086 _ 934.78849557377 10207543
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 W—s'e‘pm
SRK-11-59 17 (0.369) AM (Cen 4, 100.00, Ar,8500.0,556.28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 }; Cm {17:18-1:3) 1: TOF MS ES+
100, 2230757 1.2De4

A

e

o
(&)
[ 3ab
[M+H]" caled. 223.0759
*.
224.0809
3070290  365.1378
s [T i 5200098 5850575 gag 443 BIGE018  G211191 10103420 10416750 1188.9002
" 100 200 300 400 500 800 700 800 500 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 07.

15:31:52
SRK-19-60 25 (0.535) AM (Cen 4, 100.00, Ar/8500.0,556.28,0.70,LS 10); Sm (SG, 2x5.00); Sb {10,1:00): Cm (25:26:1:3) B 1: TOF MS ES+
253.0862 2044
100- e
X i
[¢]
()
3ac
M+H]" caled. 253.0865 OMe
#
254.0018

215082 3651mee

5271472 5891235 ;
R 175.5383 ) S05.1619. | : B50A76  7rezigy VM0 T HISS6IS 9993583 110 00y imesezs
T T T T e
100 200 300 400 500 600 700 800 500 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 05-Jul-2017
10:59:48
SRK11-107 27 (0.571) AM (Cen 4, 100.00, Ar,8500.0,556.28,0.45,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (26:27-1:3) 1: TOF MS ES+
pon 241.0663 3.85¢3
*
( M F H—E
-
o]
(¢}
3ad
[M+H]" caled. 241.0665 F
#
1
| 242 0697
1
i
|
‘
|
43.0677
oL 1290542 2050611 3871391 4811200501081 6329955 73814307598350 _ 881.223 0% qos1s035
100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 06-Jul-2017

13:02:37
SRK-11-93 65 (1.364) AM (Cen,4, 100.00, Ar,8500.0,556.28,1.80,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ) 1: TOF MS ES+
100 257.0386 : 1.56e4
¥
f‘, ? o
\
i
()
3ae
[M+H]* caled. 257.0369 c
$f
| 259.0397
260.0463
513.0696
,49‘?275 31?.3058 4533476510582 | 515,‘0749 602.9803 760.0006701.0776 8450238 920 §275 1049.0835 000 o :
100 200 300 400 500 600 700 800 900 1000 1100
. trospr ionisation -MS WATERS O-TOF Premier-HAR242 07-Aug-2017
3:03:00
100 233.0860 1.05e4
"3
fr+h)
)
OMe
()
3af
[M+H]" caled. 253.0865
*®
2ss0g1s 3731071
2750703 3741093
149 ( y <0 395 0897
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 19-Jul-2017

11:07:38
SRK13_38 25 (0.534) AM (Cen 4, 100.00, Ar,8500.0,556.28,1.70,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (25:26-1:3) 1: TOF MS ES+
257.0366 . 1.72e4
100 | ”
: L
>
o
! 9
| Y
|
Cl
0
3ag
[M+H]" caled. 257.0369
#
259.0372
1260.0421
513.0674
363.0794 511.0533 19.0490
) 1855018 2422802 | [ (| ‘,_535.0537 619.0490678.0550 793 9712 919.4879 o 200s 10880308 .
T T -
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 12-Jul-2017
12:59:36
SRK11_102 14 (0.293) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.38,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (14:16-1:3) 1: TOF MS ES+
283.0975 1.18e4
100
>
A
”
[¢]
OMe
(&)
3ah
[M+H]" caled. 283.0970 OMe
g.
1 |
284.1005
2851013
565.1807
il SEURESOONNT e | 07185  rasazsy S9N esezze2 937197 tooasssy 13T
- T . : :
100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 29-Sep-2016

14:42:03
SRK11-83 29 (0.608) AM (Cen 4, 100.00, Ar,8500.0,556.28,0.70,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (29-1:3) 1: TOF MS ES#+
313.1073 6.91e3
100
X
> \;\
o 0
v
OMe
3ai oue
[M+H]" caled. 313.1076 OMe
*®
3141127
3151120
433.1298
. 1540531 305 5478 279.0957 L assaioo 6252101847199, o 7672318 867.5286 9603082 10554581
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 20-Sep-2016
15:28:58
SRK-11-76 32 (0.664) AM (Cen 4, 100.00, Ar,8500.0,556.28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ), Cm (32:33-1:3) 1: TOF MS ES+
10 2730013 1.32e4
e
: o
[M+H]"* caled. 273.0916
g_
274.0972
3432187 5451764
1794
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100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 20-Sep-2016
15:23:31
SRK-11-72 33 (0.701) AM (Cen.4, 100.00, Ar,8500.0,556 28,2.00,LS 10): Sm (SG. 2x5.00); Sb (10,1.00 ); Cm (33-1:3) 1: TOF MS ES+
00 249.0913 5.79e3
o
() /
3ak
[M+H]" caled. 249.0916
g.
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|
fm 1018 e
3490207 4971
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100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 14-Jul-2017
10:17:16
SRK13-06 24 (0.498) AM (Cen 4, 100.00, Ar,8500.0,556.28,0.46,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (24:26-1:3) 1: TOF MS ES+
100 279.1028 1.4%4
.
o]
|
|
o =
3al
M+H]* caled. 279.1021 OMe
=
| 2801061
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0. 1830912205 0709 301.0862 4533442983.1497 | 558.1934 7151943 8132197 g5706q; 9091781 10549485
______ 4
100 200 300 400 500 600 700 800 200 1000 1100
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Electrospray ionisation -MS

WATERS Q-TOF Premier-HAB213 14-Jul-2017
10:12:00
SRK13-05 13 (0.276) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.45 LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (13:16-1:3) 1: TOF MS ES+
: 283.0524 . 2.53e3
100
' o
o Z
3am
[M+H]" caled. 283.0526 “
* {
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0 NV : L 5870697 57311756 og7 787 0878 _s23 0632 9511184 10336821 1072 3%
r T 7
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 20-Sep-2016
15:26:24
SRK-11-73 25 (0.535) AM (Cen 4, 100.00, Ar,8500.0,556.28,2.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (25-1:3) 1: TOF MS ES+
217.1220 8.49e3
100
o
(&) Me
3an
[M+H]" caled. 217.1229
=
2181293
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|
rts 1263 po5 0076 4421453
o 166.5619 | 360.1035, 560‘?602652 165062086 472253 8832856 731497 10033117 11534634 miz
100 200 300 400 500 600 700 800 900 1000 1100
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Flectrospray ionisation -MS WATERS Q-TOF Premier-HAR213 07-Aug-2017

13:06:18
- 251.1071 . " 1.43e4
tonr®
\\ o
1"
()
3ao0
[M+H]" caled. 251.1072
kS
2521114
2490918 0 367 1693
P 2 g U Uy uu uJ JuU Uy v
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 04-Jul-2017
12:20:35
SRK11-116P 30 (0.627) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.60,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (30-1:2) 1: TOF MS ES+
100 237.0910 6.17e3
» |
»
.o
Y
b
o
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()
f 3ap
[M+H]" caled. 237.0916
$ 4
238.0950
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100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 19-Jul-2017

. 11:12:43
SRK13_55-11 17 (0.369) AM (Cen.4, 100.00, Ar,8500.0,556.28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10.1.00 ); Cm (17:18) 1: TOF MS ES+
100 257.0363 2.10e4
N
]
¥
v 6\ o
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()
3aq
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i
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: : : "
100 200 300 400 500 600 700 800 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 30-Sep-2016
11:36:59
SRK-11-84 38 (0.793) AM (Cen 4, 100.00, Ar,8500.0,556.28,0.70,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (38:39-1:3) 1: TOF MS ES+
100 253.0864 24304
¥
?
¥
A
o
OMe
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100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 14-Jul-2017
10:52:38
SRK13-46-11 43 (0.903) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.80,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (43:44-1:3) 1: TOF MS ES+
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100 200 300 400 500 600 700 800 900 1000 1100 -
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 20-Sep-2016
15:32:50
SRK-11-75 22 (0.461) AM (Cen.4, 100.00, Ar,8500.0,556.28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (22:23-1:3) 1: TOF MS ES+
100 2290323 1.36e4
\.'
.-'\’
A\
[M+H]* caled. 229.0323
*
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100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 18-May-2016
12:39:56
SRK-10-224-1 21 (0.444) AM (Cen 4, 100.00, Ar,8500.0,556.28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (21:39-224:288) 1: TOF MS ES+
100 237.0610 3.13e4
: v
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[M+H]* caled. 237.0916 \e
=
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341.1191
2650518 | 353 1548 495.1582
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Electrospray ionisation -MS

WATERS Q-TOF Premier-HAB213

07-Aug-2017

13:00:19
i 2570361 i 2.60e4
X /
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H 718 | § 97 79 845 025 1 3 i
2 300 S( 500 800 0 00
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 12-Jul-2017
13:04:50
SRK11_116-1 15 (0.311) AM (Cen 4, 100.00, Ar,8500.0,556.28,0.38,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (15:18-1:3) 1: TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 30-Sep-2016
11:47:26
SRK-11-84-1 18 (0.387) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.70,LS 10); Sm (SG, 2x5.00); Sb (10.1.00 ). Cm (18:19-1:4) 1: TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 17-Jul-2017

16:52:30
SRK13-46-1 27 (0.567) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.71,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (27:28-1:3) 1: TOF MS ES+
100 3201178 2 5304
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e
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 14-Jul-2017
10:35:54
SRK13-47-1 29 (0.608) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.60,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ) ' 1. TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 20-Sep-2016
15:37:28
SRK-11-75-1 16 (0.332) AM (Cen 4, 100.00, Ar,8500.0,556.28,0.70,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (16:19-1:3) 1: TOF MS ES+
100 2290325 3 11e4
y
i
\
| [M+H]" caled. 229.0323
1
X
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100 200 300 400 500 600 700 800 ) 900 1000 1100
Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 04-Jul-2017
12:07:44
SRK11-109 13 (0.277) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.68,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (13:15-1:3) 1: TOF MS ES+
213.0551 9.63e3

100+
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100 200 300 400 500 600 700 800 900 1000 1100
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 07-Oct-2016
10:08:35
SRK11-110-11 11 (0.238) AM (Cen,4, 100.00, Ar,8500.0,556.285.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (11:12-1:2) 1: TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 06-Jul-2017
12:48:21
SRK-11-86 32 (0.664) AM (Cen,4, 100.00, Ar,8500.0,556.28,0.70,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (32:34-1:3) 1: TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 18-May-2016
12:48:05
SRK-10-230-2 22 (0.462) AM (Cen_4, 100.00, Ar,8500.0,556 28,1.00,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (22:32-124:142) 1: TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB21 3 03-Oct-2016
11:02:44
SRK12-09 18 (0.387) AM (Cen.4, 100.00, Ar,8500.0,556.28,0.60,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (18:23-66:76) 1: TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 05-Oct-2018

10:43:30
SRK13-60 5 (0.203) AM (Cen 4, 100.00, Ar,8500.0,556.28,0.20,LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (5:6-1:2) 1: TOF MS ES+
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Electrospray ionisation -MS WATERS Q-TOF Premier-HAB213 19-Jul-2017
11:22:15
SRK13_53 21 (0.442) AM (Cen,4, 100.00, Ar.8500.0,556.28,0.44LS 10); Sm (SG, 2x5.00); Sb (10,1.00 ); Cm (21:23) 1: TOF MS ES+
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