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1. Spectral details of the compounds listed in Table 2

Compound 2a, 4-acetylbiphenyl. 1H NMR (400 MHz, CDCI3): 6 8.06 (d, J = 8.4 Hz,
2H, ArH), 7.71 (d, J = 8.4 Hz, 2H, ArH), 7.65 (d, J = 7.2 Hz, 2H, ArH), 7.51 (t, J = 7.4 Hz,
2H, ArH), 7.45 (t, J = 7.3 Hz, 1H, ArH), 2.66 (s, 3H, COCH3); 13C NMR (100 MHz,
CDCI3): 6 197.817, 145.835, 139.86, 135.84, 128.97, 128.951, 128.273, 127.507, 26.63.

Compound 2¢, biphenyl. |H NMR (400 MHz, CDCI3): 6 7.65 (d, J = 7.6 Hz, 4H, ArH),
747 (t, J = 7.6 Hz, 4H, ArH), 7.36 (t, ] = 7.3 Hz, 2H, ArH); 13C NMR (100 MHz,
CDCIl3): 6 140.41, 128.91, 128.33, 127.29.

Compound 2f, 4-phenylbenzonitrile. IH NMR (400 MHz, CDCI13): 6 7.82 (d, Hz, 2H,
ArH), 7.76 (d, Hz, 2H, ArH), 7.64 (d, Hz, 2H, ArH), 7.45 (t, Hz, 2H, ArH), 7.37 (t, Hz, H,
ArH); 13C NMR (100 MHz, CDCI3): 6 144.83, 140.41, 133.78, 131.23, 128.91, 128.33,
127.29, 119.12, 115.67.

Compound 2h, 4-phenylphenol. 1H NMR (400 MHz, CDCI3): & 7.58 (d, J] = 7.2 Hz,
2H, ArH), 7.52 (d, ] = 8.6 Hz, 2H, ArH), 7.44 (t, J = 7.6 Hz, 2H, ArH), 7.36 (t, ] = 7.3 Hz,
1H, ArH), 6.94 (d, J = 8.6 Hz, 2H, ArH), 5.08 (s, 1H, OH); 13C NMR (100 MHz, CDCI3):
0 155.27, 140.90, 133.96, 132.70, 128.74, 128.404, 126.72, 115.82.

Compound 2i, 4-(phenyl) aniline. 1H NMR (400 MHz, CDCI3): § 7.62 (d, 2H, ArH),

7.44 (q, 4H, ArH), 7.35 (t, 1H, ArH), 6.75 (d, 2H, ArH), 3.99 (s, 2H, NH,); 13C NMR
(100 MHz, CDCI3): § 144.38, 140.41, 130.40, 128.91, 128.33, 128.07, 127.29, 116.04.
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2. Spectral details of the compounds listed in Table 4

Compound 4a, aniline. IH NMR (400 MHz, CDCI3): § 7.06 (t, J = 6.9 Hz, 2H, ArH),
6.70 (t, ] = 7.9 Hz, 1H, ArH), 6.56 (d, J = 8.4 Hz, 2H, ArH), 3.79 (s, 2H, NH2); 13C NMR
(100 MHz, CDCI3): & 148.38, 129.45, 117.44, 115.19

Compound 4b, 2-aminophenol. 1H NMR (400 MHz, CDCI3): § 6.62 (m, 2H, ArH),
6.54 (d, 1H, ArH), 6.53 (t, 1H, ArH), 3.66 (s, 1H, OH), 3.61 (s, 2H, NH,); 13C NMR (100
MHz, CDCI3): 6 115.56, 115.50, 118.42, 121.29, 136.73, 144.13.

Compound 4c¢, o-phenylenediammine. 1H NMR (400 MHz, CDCI3): 6 6.49 (t, 2H,
ArH), 6.32 (d, 2H, ArH), 3.48 (s, 4H, 2NH;); 13C NMR (100 MHz, CDCI3): ¢ 136.11,
119.63, 116.79.

Compound 4d, 4-aminophenol. |H NMR (400 MHz, CDCI3): § 6.55 (d, 2H, ArH), 6.40
(d, 2H, ArH), 3.39 (s, 2H, NH2), 3.16 (s, 1H, OH); 13C NMR (100 MHz, CDCI3): 6
148.71, 141.78, 117.27, 116.92.

Compound 4e, p-phenylenediammine. 1H NMR (400 MHz, DMSO): 6 = 5.06 (s, 4H),
2.87 (s, 4H) ppm. 13C NMR (126 MHz, DMSO): 6 = 139.31, 116.09 ppm
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3. THNMR and 13C NMR spectra of compounds listed in Table 2
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Figure S1. '"H NMR spectrum of 4-acetylbiphenyl
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Figure S2. 13C spectra of 4-acetylbiphenyl
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Figure S3. '"H NMR spectrum of biphenyl
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Figure S4. 3C NMR spectrum of biphenyl

4. 1TH NMR and 13C NMR spectra of compounds listed in Table 4

RURBEIAT 2 F 11000
AR e - Parameter Valug
e |
1 DataFile Name  Dif paper 2 reaction 1
545 283 8% isten 2R 202 | | abada
o wws es 10000
N1 NIaRY) |2 Title 27.02.2022
| 8000 |3 Comment R18h
4 Origin Bruker BioSpin GmbH 0000
: 6000 i | 5 Qwner nmrsu
| 1 I 6 Site
4000
it |7 Spectiometer  spect [ 8000
2000 | 8 Author
I LN |9 solvent o3
= 23 10 Temperature 0.0 [7000
7'.4 7{3 7‘,2 7‘.1 7'.0 ﬁ‘.B 6‘.8 |1t Pulee Baquence,. 2580
f1 (ppm) | 12 Number of Seans 16
| 13 Receiver Gain 3 6000
14 Relaxation Delay 1,000
| 15 pulse Width 15,0000
16 Acquisition Time  4.0894 k5000
| 17 Acquisition Date  2022-07-21T14:1%:56
18 Modification Date  2022-07-21T14:18:55
|19 ir:qﬂ“r:"l::ter 400.13 Ea000
| 20 Spectral Width  8012.8
| 21 Lowest Frequency -1535.6
| 22 Nudleus 1H 3000
23 Acquired Size 32768
| 24 Spectral Size 65536
2000
[ 1000
) \ . Lo
1g1 L
T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 6 3 2 1 0 -1 -2 3
f1 (ppm)

Figure S5. 'H NMR spectrum of aniline
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Figure S6. 3C NMR spectrum of aniline
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Figure S7. '"H NMR spectrum of 4-aminophenol
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Figure S8. 3C NMR spectrum of 4-aminophenol
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