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S1. Spectral details of compounds listed in Table 4

Aniline (2a)

IH NMR (400 MHz, CDCls): § 3.68 (s, 2H, NHy), 6.77 (d, J= 8 Hz, 2H, ArH), 6.89 (t,
J= 7.3 Hz, 1H, ArH), 7.28 (t, J= 7.3 Hz, 2H, ArH); 3C NMR (100 MHz, CDCl3): &
115.24, 118.76, 129.43,146.59.

4-Methylaniline (2b)

MeONHz

IH NMR (400 MHz, CDCl3): & 2.28 (s, 3H, CHs), 3.49 (s, 2H, NH>), 6.65 (d, J= 8.2
Hz, 2H, ArH), 7.01 (d, J= 8.1 Hz, 2H, ArH); 3C NMR (100 MHz, CDCls): § 20.50,
115.31, 127.84, 129.79, 143.82.


mailto:paul7@rediffmail.com

4-Fluoroaniline(2c)

O

IH NMR (400 MHz, CDCl3): & 3.60 (s, 2H, NHy), 6.62(dd, J= 8.6 Hz, 4.5 Hz, 2H,
ArH),6.89 (t, J= 8.0 Hz, 2H, ArH): 3C NMR (100 MHz, CDCls): § 115.69 (d, J= 22.4
Hz), 116.10 (d, J= 7.6 Hz), 142.57 (d, J= 2.0 Hz), 156.38 (d, J= 235.2 Hz).

4-Chloroaniline (2d)

CI-@-NHZ

IH NMR (400 MHz, CDCl): & 3.68 (s, 2H, NHy), 6.63 (d, J= 8.4 Hz, 2H, ArH),7.12
(d, J= 8.5 Hz, 2H, ArH): 3C NMR (100 MHz, CDCls): § 116.25, 123.16, 129.13,
144.95.

4-Bromoaniline (2e)

BrONHZ

IH NMR (400 MHz, CDCl3): & 3.69 (s, 2H, NH2), 6.59 (d, J= 8.7 Hz, 2H, ArH),7.26
(d, J= 8.7 Hz, 2H, ArH): 3C NMR (100 MHz, CDCls): & 110.22, 116.72, 132.02,
145.41,

1,2-Diaminobenzene (2f)
QNHZ
NH,

IH NMR (400 MHz, DMSO): § 4.38 (s, 4H, NHy), 6.36-6.48 (m, 2H, ArH), 6.49-6.52 (m,
2H, ArH); 3C NMR (100 MHz, DMSO): & 114.98, 117.73, 135.39.



1,3-Diaminobenzene (29)

QNHZ

H,N

IH NMR (400 MHz, CDCl3): & 3.55 (bs, 4H, NH>), 6.05 (s, 1H, ArH),6.18 (d, J=
8.5 Hz, 2H, ArH),6.95 (t, J= 7.7 Hz, 1H, ArH): 3C NMR (100 MHz, CDCls): &
103.22, 106.79,132.07, 149.19.

1,4-Diaminobenzene (2h)

HZN—QNHZ

IH NMR (400 MHz, CDCls): § 3.23 (bs, 4H, NH>), 6.60 (s, 4H, ArH); 13C NMR (100 MHz,
CDCls): 5 116.74, 138.59.

2-Aminobenzylalcohol (2i)

OH
Hy

IH NMR (400 MHz, DMSO): § 3.36 (s, 2H, NHy), 4.37 (d, J= 5.4 Hz, 2H, CHy), 4.99
(t, J= 5.4 Hz, 1H, OH),6.51 (td, J= 7.3 Hz, 1.0 Hz, 1H, ArH), 6.61 (d, J= 7.9 Hz, 0.9
Hz, 1H, ArH),6.95 (td, J= 7.7 Hz, 1.5 Hz, 1H, ArH),7.04 (d, J= 7.4 Hz, 1H, ArH); 3C
NMR (100 MHz, DMSO): § 61.60, 114.96,116.22, 125.80,128.07,146.78.

Quinoline (4a)

L)

H

IH NMR (400 MHz, CDCl3): & 1.94-2.00 (m, 2H, CHy), 2.79 (t, J= 6.4Hz, 2H, CHy), 3.32
(t, J= 6.5Hz, 2H, CH,), 6.50 (d, J= 7.8Hz, 1H, ArH), 6.63 (t, J= 7.3Hz, 1H, ArH), 6.96-7.00
(m, 2H, ArH); 13C NMR (100 MHz, CDCls): § 22.23, 27.29, 41.98, 114.20, 117.20, 121.57,
126.90, 129.92, 144.98.



S2. Spectral details of compounds listed in Table 5
3-(4-Methoxylphenyl)-1-phenylpropan-1-one (6a)

O

IH NMR (400 MHz, CDCla): § 3.04 (t, J= 7.7 Hz, 2H, CH,), 3.30 (t, J= 7.7 Hz, 2H,
CH,),3.81 (s, 3H, OCH2),6.87 (d, J= 8.6 Hz, 2H, ArH),7.20 (d, J= 8.6 Hz, 2H,
ArH),7.48 (t, J= 7.6 Hz, 2H, ArH),7.58 (t, J= 7.9 Hz, 1H, ArH),7.98 (d, J= 7.2 Hz, 2H,
ArH); 13C NMR (100 MHz, CDCl): 8 29.28,
40.73,55.29,113.94,128.12,128.61,129.42,133.05,133.39,136.93,158.23, 199.49.

OCHj

3-(4-Methoxyphenyl)-1-(4-methylphenyl)propan-1-one (6b)

o)
HsC ‘ - OCH,

IH NMR (400 MHz, CDCl3): § 2.43 (s, 3H, CHs), 3.02 (t, J= 7.7 Hz, 2H, CH,),3.27 (t,
J= 7.7 Hz, 2H, CH>),3.81 (s, 3H, OCHs),6.86 (d, J= 8.6 Hz, 2H, ArH),7.19 (d, J= 8.5
Hz, 2H, ArH),7.27 (d, J= 8 Hz, 2H, ArH),7.88 (d, J= 8.2 Hz, 2H, ArH); 3C NMR (100
MHz, CDCls): § 21.73, 29.65, 40.74, 55.29, 113.91, 128.18, 129.29, 129.37, 133.43,
134.40,158.23, 199.21.

1-(4-Bromophenyl)-3-phenylpropan-1-one (6c)

@)

JORR®

IH NMR (400 MHz, CDCls): § 3.10 (t, J= 4Hz, 2H, CHy), 3.34 (t, J= 4Hz, 2H, CHy),
7.22-7.61 (m, 7H, ArH), 7.99 (d, J= 4Hz,2H, ArH); 3C NMR (100 MHz, CDCl3): &
30.14, 40.47, 126.15, 128.05, 128.44, 128.54, 128.62, 133.08, 136.86, 141.30, 199.21.

1-(4-Methylphenyl)-3-phenylpropan-1-one (6d)



H,C
IH NMR (400 MHz, CDCls): § 2.44 (s, 3H, CHs), 3.10(t, J= 7.7 Hz, 2H, CH>),3.32 (t,
J= 8 Hz, 2H, CHy),7.23-7.36(m, 7H, ArH), 7.90 (d, J= 8.1 Hz, 2H, ArH); ¥C NMR
(100 MHz, CDCl3): & 21.68, 30.32, 40.39, 126.14, 128.21, 128.47, 128.55, 129.32,
134.38, 141.47, 143.89, 198.98.

1,3-Diphenylpropan-1-one (6e)

O

IH NMR (400 MHz, CDCls): § 3.10 (t, J= 7.7 Hz, 2H, CH), 3.34 (t, J= 7.7 Hz, 2H,
CHy), 7.22-7.35 (m, 5H, ArH),7.48 (t, J= 7.6 Hz, 2H, ArH), 7.59 (t, J=7.4 Hz,
1H,ArH), 7.99 (d, J= 7.4 Hz, 2H, ArH); 3C NMR (100 MHz, CDCls): & 30.13,
40.48,126.15, 128.06, 128.45, 128.55, 128.64, 128.63,133.10,136.84,141.30, 199.29.

3-(4-Chlorophenyl)-1-phenylpropan-1-one (6f)

0O

Cl | |

IH NMR (400 MHz, CDCl3): & 3.06 (t, J= 8Hz,2H, CHy), 3.20 (t, J= 8Hz, 2H,CHy),
7.20-7.61 (m, 7H, ArH), 7.97 (d, J= 8Hz,2H, ArH); 13C NMR (100 MHz, CDCl3): 3
29.39, 40.13, 128.02, 128.61, 128.65, 129.83, 131.89, 133.16, 136.79, 139.75, 198.84.



S3. 'H NMR and **C NMR spectra of compounds listed in Table 4

RESZEREE :
RSP
NH,
2a
Parameter Value
:E_ B ZEERS 1 Data File Name D:f v storef V¥ STORE] aniline hnmr{ fid
NF [SERYi 2 Toe vstore
3 Comment AL
4 Origin Bruker BioSpin GmbH
| ! I 5 Owner Vrinda Sharma
& Site
i I 7 Specirometer spect
m} 8 Author
9 Solvent Ccpcl3
_—e Tl 10 Temperaturs 289.2
; , F . . ; F , = ; . 11 Pulse Sequence 2030
7.4 72 7.0 6.8 6.6 12 Number of Scans 16
f1 (nnm) 0 13 Receiver Gain 31
14 Relaxation Delay 1.0000
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16 Acquisition Time 4.08%4
| 17 Acquisition Date 2021-01-28T15:05:03
l k 18 Modification Date 2021-01-28T15:05:04
19 Spectrometer Frequency 400.13
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Figure 1. 'H NMR spectra of Aniline.
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Figure 2. 3C NMR spectra of Aniline.
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Figure 3.'H NMR spectra of 4-Methylaniline.
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Figure 4.3C NMR spectra of 4-Methylaniline.
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Figure 5.'H NMR spectra of 4-Fluoroaniline.
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Parameter Value
1 Data File Name D:f v storef V STORE{ aniline hnmr f fid
2 Title V STORE
3 Comment Al
4 Origin Bruker BioSpin GmbH
5 Owner Vrinda Sharma
6 Site
7 Spectrometer spect
8 Author
9 Solvent cocls
10 Temperature 289.2
11 Pulse Sequence 2g30
12 Number of Scans 16
13 Receiver Gain 31
14 Relaxation Delay 1.0000
15 Pulse Width 15.0000
16 Acquisition Time 4.0894
17 Acquisition Date 2021-01-21T15:05:03

18 Modification Date 2021-01-20115:05:04
19 Spectrometer Frequency 400.13

20 Spectral Width 8012.8
21 Lowest Frequency -1535.6
22 Nucleus 13C

23 Acquired Size 32768
24 Spectral Size 65536

Figure 6. 3C NMR spectra of 4-Fluoroaniline.
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Figure 7.'H NMR spectra of 4-Chloroaniline.
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Figure 8. 3C NMR spectra of 4-Chloroaniline.
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Figure 9. 'H NMR spectra of 4-Bromoaniline.
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Figure 10. 13C NMR spectra of 4-Bromoaniline.
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Figure 11. 'H NMR spectra of 1,2-Diaminobenzene.
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Figure 12. *C NMR spectra of 1,2-Diaminobenzene.
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Figure 13. *H NMR spectra of 1,3-Diaminobenzene.
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Figure 14. 13C NMR spectra of 1,3-Diaminobenzene.
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Figure 15. 'H NMR spectra of 1,4-Diaminobenzene.
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Figure 16. 1*C NMR spectra of 1,4-Diaminobenzene.
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Figure 17. 'H NMR spectra of 2-Aminobenzylalcohol.

Parameter Value
1 Data File Name C:/ Users/ best buy/ Desktop/
VRINDA/ 10/ fid
2 Title VRINDA
3 Comment AmBnA1l
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent DMSO
10 Temperature 293.3
11 Pulse Sequence 2030
12 Number of Scans 16
13 Receiver Gain 199
14 Relaxation Delay 1.0000
15 Pulse Width 15.0000
16 Acquisition Time 4.0894
17 Acquisition Date 2021-02-20T14:52:23

18 Modification Date 2021-02-20T14:52:23
19 Spectrometer Frequency 400.13

20 Spectral Width 8012.8
21 Lowest Frequency -1535.6
22 Nudleus 1H

23 Acquired Size 32768
24 Spectral Size 65536
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Figure 18. *3C NMR spectra of 2-Aminobenzylalcohol.
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C:/ Users/ best buy/ Desktop/
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Figure 19.

'H NMR spectra of Quinoline.
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Figure 20. *3C NMR spectra of Quinoline.
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S4. 'H NMR and C NMR spectra of compounds listed in Table 5

25 3RRRLLRER ZMRE33S
e e B S mmmmm o
RS RSP
(o)
OCH,
6a
HR8 238
momom momm
VY V1Y
| v O [ .
= 2
T s T | T
3.4 3.3 3.2 3.1 3.0 2.9
f1 (ppm)
b ALk IR ¢ | il
2gzad g =3
Bt S ] RIS
T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 8 % 5 3

6
f1 (ppm)

Parameter
Data File Name

-

Title
Comment
Origin

Owner

Site
Spectrometer
Author
Solvent

10 Temperature

WM N ! bW

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest Frequency
22 Nudleus

23 Acquired Size

24 Spectral Size

Figure 21. 'H NMR spectra of 3-(4-Methoxylphenyl)-1-phenylpropan-1-one.
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Figure 22. *C NMR spectra of 3-(4-Methoxylphenyl)-1-phenylpropan-1-one.
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Figure 23. 'H NMR spectra of 3-(4-Methoxyphenyl)-1-(4-methylphenyl)propan-1-one.

28



& 8 s 29¢RIR a e = v om
g 8 g ABRRR 9 P s 2 3
I SN [
(0}
Parameter Value
1 Data File Name C:/ Users/ best buy/ Desktop/
VRINDA/ 13 cnmr/ fid
2 Title VRINDA
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6 Site
7 Spectrometer spect
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10 Temperature 291.7
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12 Number of Scans 977
13 Receiver Gain 199
14 Relaxation Delay 2.0000
15 Pulse Width 9.8000
16 Acquisition Time 1.3631
17 Acquisition Date 2020-11-10T15:07:02
18 Modification Date 2020-11-10T15:59:45
19 Spectrometer Frequency 100.61
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Figure 24. 13C NMR spectra of 3-(4-Methoxyphenyl)-1-(4-methylphenyl)propan-1-one.
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Figure 25. *H NMR spectra of 1-(4-Bromophenyl)-3-phenylpropan-1-one.
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6(: 1 Data File Name D:f v store/ V STORE( aniline hnmr [ fid

2 Title WV STORE

3 Comment Al

4 Origin Bruker BioSpin GmbH

5 Owner Vrinda

& Site

7 Spectrometer spect

8 Author

9 Solvent Ccocls

10 Temperature 239.2

11 Pulse Sequence 2g30

12 Mumber of Scans 16

13 Receiver Gain 3

14 Relaxation Delay 1.0000

15 Pulse Width 15.0000

16 Acquisition Time 4.08%4

17 Acquisition Date 2021-02-1T12:12:10

18 Modification Date 2021-02-1T12:12:30

19 Spectrometer Frequency 400.13

20 Spectral Width 8012.8

21 Lowest Frequency -1535.6

22 Mudleus 13C

23 Acquired Size 32788

24 Spectral Size 65536
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Figure 26. 13C NMR spectra of 1-(4-Bromophenyl)-3-phenylpropan-1-one.
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Figure 27. *H NMR spectra of 1-(4-Methylphenyl)-3-phenylpropan-1-one.
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1 Data File Name
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3 Comment
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5 Owner

6 Site

7 Spectrometer

& Author

9 Solvent

10 Temperature

11 Pulse Sequence
12 Mumber of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date
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Figure 28. 13C NMR spectra of 1-(4-Methylphenyl)-3-phenylpropan-1-one.
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Wl ow ot b R
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14 Relaxation Delay
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Figure 29. *H NMR spectra of 1,3-Diphenylpropan-1-one.
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Parameter Value
1 Data File Name D:f v storey V STORE/ aniline hnmr/ fid
2 Title V STORE
3 Comment Al
4 Origin Bruker BioSpin GmbH
5 Owner vrinda
6 Site
7 Spectrometer spect
8 Author
9 Solvent cpal3
10 Temperature 289.2
11 Pulse Sequence 2g30
12 Number of Scans 16
13 Receiver Gain 31
14 Relaxation Delay 1.0000
15 Pulse Width 15.0000
16 Acquisition Time 4.0894

17 Acquisition Date 2021-02-9T15:05:03
18 Modification Date 2021-02-9T15:05:04
19 Spectrometer Frequency 400.13

20 Spectral Width 8012.8
21 Lowest Frequency -1535.6
22 Nudeus iH

23 Acquired Size 32768
24 Spectral Size 65536
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Parameter Value

1 Data File Name D:/ v storef V STORE/ aniline hnmr/ fid
2 Title V STORE

66 3 Comment Al
4 Origin Bruker BioSpin GmbH
5 Owner vrinda
5 Site
7 Spectrometer spect
8 Author
9 Solvent cocl3
10 Temperature 289.2
11 Pulse Sequence zg30
12 Mumber of Scans 16
13 Receiver Gain 31
14 Relaxation Delay 1.0000
15 Pulse Width 15.0000
16 Acquisition Time 4.0894
17 Acquisition Date 2021-02-9715:05:13
18 Modification Date 2021-02-9715:05:40
19 Spectrometer Freguency 400,13
20 Spectral Width 8012.8
21 Lowest Frequency -1535.6
22 Nudeus 13C
23 Acquired Size 32758
24 Spectral Size 65536
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Figure 30. **C NMR spectra of 1,3-Diphenylpropan-1-one.
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24 Spectral Size

Figure 31. 'H NMR spectra of 3-(4-Chlorophenyl)-1-phenylpropan-1-one.
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Data File Name
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Origin
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Spectrometer
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Solvent

10 Temperature
11 Pulse Sequence
12 Number of Scans

13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer Frequency

20 Spectral Width

21 Lowest Frequency

22 Nucleus
23 Acquired Size
24 Spectral Size

Figure 32. 1*C NMR spectra of 3-(4-Chlorophenyl)-1-phenylpropan-1-one
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