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1. General Experimental Details:  

The 1H and 13C NMR spectra were recorded in CDCl3 on Bruker spectrometers 300MHz 

NMR spectrometer (300 MHz for 1H NMR and 75 MHz for 13C NMR) respectively with TMS as 

an internal standard. Mass spectra were recorded on Xevo G2S Q-TOF spectrometer. TLC was 

performed on using Merck pre-coated TLC plates (Merck 60 F254) and detected under UV light. 

Column chromatography was carried out with silica gel (100-200 mesh). Reagents and solvents 

were purified as per standard procedures. Electrochemical studies were carried out using a 

Metrohm Autolab model AUT51540 (PGSTAT 204). 
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2. Reaction set-up for synthesis of Isobenzofuran-1-imines: 

 

a) 

 

 

 

 

 

 

 

 

b)                                                                                                           c)     

                                                     

 

 

 

 

 

 

Fig S1: a) Reaction set-up for synthesis of isobenzofuran-1-imines; b) before reaction; c) After 
completion of the reaction. 
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3. Current vs Time (i-t) and Potential vs Time (v-t) curve 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S2: Current vs Time and Potential vs Time during Electrolysis. 0.15 mmol (1c), 0.22 

mmol (2aa), LiClO4 (0.3 M), ACN (8.0 mL), Pt(+)|Pt(-), rt, 5h. 



S5 
 

4. General procedure A for synthesis of o‑alkynylbenzamides: 

o‑Alkynylbenzamides were synthesized using the literature procedure.1 

To a solution of iodo compound (1 equiv.) in DCE, Pd(PPh3)2Cl2 (2 mol%) and CuI (1 mol%) 

was added under nitrogen atmosphere. Triethylamine (4.0 equiv.) was added by a syringe and 

reaction mixture was stirred at rt. After 20 minutes, acetylene (1.2 equiv.) was added dropwise to 

the reaction mixture heated to 70 °C for 4h. The reaction completion was monitored by TLC, 

crude reaction mixture was passed through celite and solvent was evaporated under reduced 

pressure. The crude product was purified by column chromatography using EtOAc/Hexane as 

eluent to furnish the corresponding o‑alkynylbenzamides.  

5. General procedure B for synthesis of isobenzofuran-1-imines: 

A 25 ml four-necked round-bottomed flask was charged with o‑alkynylbenzamide 1 (0.15 

mmol), sodium salt 2 (0.22 mmol), LiClO4 (0.3 M) in MeCN (8 mL). The flask was equipped 

with a platinum disk anode and a platinum wire cathode. Electrolysis was carried out for 5h 

under open atmosphere. After the completion of the reaction solvent was evaporated and crude 

product was purified with basic alumina column chromatography using EtOAc/Hexane as eluent 

to furnish the corresponding isobenzofuran-1-imines. The reaction set-up pictures were shown in 

figure S1. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)methanamine 3aa2 

 

 

 

3aa (43 mg) was obtained from 1a (35 mg) following general procedure B; white solid; 81% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 124-126 oC; 
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1H NMR (300 MHz, CDCl3): δH 3.17 (s, 3H), 7.27-7.32 (m, 1H), 7.38-7.42 (m, 2H), 7.53-7.58 

(m, 1H), 7.63-7.71 (m, 3H), 7.88 (d, J= 7.5Hz, 1H), 8.85 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, 

CDCl3): δC 34.9, 73.2, 123.0, 125.0, 127.9, 128.2, 130.1, 130.5, 131.1, 132.1, 136.1, 140.8, 

147.7, 154.6. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)decan-1-amine 3ab 

 

 

 

 

3ab (58 mg) was obtained from 1b (54 mg) following general procedure B; colorless oily liquid; 

80% yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 0.90 (t, J= 6.9Hz, 3H), 1.28-1.35 (m, 14H), 1.58-1.66 (m, 2H), 

3.44 (t, J= Hz, 2H), 7.27-7.31 (m, 1H), 7.36-7.41 (m, 2H), 7.55 (t, J= 7.5Hz, 1H), 7.61-7.64 (m, 

3H), 7.91 (d, J= 7.5Hz, 1H), 8.84 (d, J= 8.1Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 14.0, 22.7, 

27.5, 29.3, 29.4, 29.6, 29.7, 30.7, 31.9, 48.1, 72.8, 123.2, 125.0, 127.9, 128.2, 130.2, 130.4, 

131.0, 132.1, 136.1, 140.9, 147.6, 153.3; HRMS: (M+H)+ calculated for C25H31INO: 488.1450, 

Found: 488.1474. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)-1-phenylmethanamine 

3ac2 

 

 

 

 

3ac (55 mg) was obtained from 1c (47 mg) following general procedure B; colorless oily liquid; 

84% yield (eluent: EtOAc/Hexanes= 2:98); 
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1H NMR (300 MHz, CDCl3): δH 4.65 (s, 2H), 7.24-7.34 (m, 6H), 7.39-7.44 (m, 2H), 7.54-7.64 

(m, 4H), 7.97 (d, J= 7.75Hz, 1H), 8.85 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 51.8, 

73.3, 123.4, 124.9, 126.6, 128.0, 128.1, 128.3, 130.1, 130.4, 131.2, 132.0, 136.1, 140.0, 140.8, 

147.4, 154.0. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)cyclopentanamine 3ad 

 

 

 

 

3ad (51 mg) was obtained from 1d (43 mg) following general procedure B; yellow liquid; 82% 

yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 1.57-1.62 (m, 2H), 1.79-1.90 (m, 2H), 2.06-2.13 (m, 4H), 4.08-

4.12 (m, 1H), 7.28-7.32 (m, 1H), 7.37-7.42 (m, 2H), 7.47-7.56 (m, 1H), 7.61-7.65 (m, 3H), 7.92 

(d, J= 7.2Hz, 1H), 8.84 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 24.5, 34.5, 58.3, 

72.5, 123.2, 124.9, 127.7, 128.1, 129.0, 130.3, 130.8, 132.3, 135.9, 140.9, 147.6, 152.3; HRMS: 

(M+H)+ calculated for C20H19INO: 416.0511, Found: 416.0492. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)cyclohexanamine 3ae 

 

 

 

 

3ae (51 mg) was obtained from 1e (46 mg) following general procedure B; yellow liquid; 79% 

yield (eluent: EtOAc/Hexanes= 2:98);  
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1H NMR (300 MHz, CDCl3): δH 1.26-1.30 (m, 4H), 1.43-1.50 (m, 2H), 1.77-1.84 (m, 4H), 3.57-

3.64 (m, 1H), 7.27-7.32 (m, 1H), 7.37-7.41 (m, 2H), 7.54 (t, J= 7.5Hz, 1H), 7.61-7.65 (m, 3H), 

7.94 (d, J= 7.5Hz, 1H), 8.84 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 24.9, 25.8, 34.0, 

56.7, 72.5, 123.3, 124.9, 127.7, 128.1, 130.3, 130.9, 132.2, 136.0, 140.7, 147.5, 151.9; HRMS: 

(M+H)+ calculated for C21H21INO: 430.0668, Found: 430.0646. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)aniline 3af2 

 

 

 

 

3af (46 mg) was obtained from 1f (45 mg) following general procedure B; white solid; 72% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 96-98 oC; 

1H NMR (300 MHz, CDCl3): δH 7.11-7.13 (m, 1H), 7.23-7.32 (m, 3H), 7.37-7.38 (m, 4H), 7.60-

7.73 (m, 4H), 8.07 (d, J= 7.5Hz, 1H), 8.88 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 

74.7, 123.9, 124.8, 124.9, 125.1, 127.9, 128.5, 130.2, 130.6, 131.6, 132.7, 135.6, 140.5, 144.9, 

147.7, 151.7. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)-2-methylaniline 3ag 

 

 

 

 

3ag (44 mg) was obtained from 1g (47 mg) following general procedure B; white solid; 68% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 139-141 oC; 
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1H NMR (300 MHz, CDCl3): δH 2.32 (m, 3H), 7.00-7.05 (m, 2H), 7.15-7.32 (m, 5H), 7.56-7.74 

(m, 4H), 8.08 (d, J= 7.5Hz, 1H), 8.89 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 18.1, 

74.8, 122.5, 123.8, 124.6, 125.0, 125.7, 127.7, 128.3, 129.8, 130.1, 130.2, 130.5, 131.6, 132.4, 

135.8, 140.2, 143.8, 147.5, 151.1. 

(Z)-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)-4-methoxyaniline 3ah 

 

 

 

 

3ah (51 mg) was obtained from 1h (50 mg) following general procedure B; white solid; 74% 

yield (eluent: EtOAc/Hexanes= 4:96); mp: 137-139 oC; 

1H NMR (300 MHz, CDCl3): δH 3.81 (s, 3H), 6.77 (d, J= 7.5Hz, 2H), 7.27-7.41 (m, 5H), 7.58-

7.68 (m, 4H), 8.03 (d, J= 7.5Hz, 1H), 8.86 (d, J= 7.5Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 

55.4, 73.7, 113.8, 123.6, 124.8, 126.8, 127.9, 128.4, 130.2, 130.5, 131.3, 133.1, 135.2, 138.0, 

140.8, 148.0, 150.3, 157.5; HRMS: (M+H)+ calculated for C22H17INO2: 454.0304, Found: 

454.0304. 

(Z)-4-chloro-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)aniline 3ai 

 

 

 

 

3ai (49 mg) was obtained from 1i (50 mg) following general procedure B; white solid; 71% yield 

(eluent: EtOAc/Hexanes= 2:98); mp: 138-140 oC; 
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1H NMR (300 MHz, CDCl3): δH 7.17-7.19 (m, 2H), 7.29-7.41 (m, 5H), 7.58-7.74 (m, 4H), 8.05 

(d, J= 6.9Hz, 1H), 8.86 (d, J= 7.5Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 75.1, 123.9, 124.9, 

126.3, 127.9, 128.5, 128.6, 130.0, 130.5, 130.7, 131.8, 132.4, 135.5, 140.5, 143.3, 147.4, 152.2; 

HRMS: (M+H)+ calculated for C21H14ClINO: 457.9809, Found: 457.9830. 

(Z)-3-chloro-4-fluoro-N-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-
ylidene)aniline 3aj 

 

 

 

 

 

3aj (48 mg) was obtained from 1j (53 mg) following general procedure B; white solid; 66% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 142-144 oC; 

1H NMR (300 MHz, CDCl3): δH 6.98-7.01 (m, 1H), 7.19-7.23 (m, 1H), 7.27-7.33 (m, 1H), 7.36-

7.49 (m, 3H), 7.57-7.66 (m, 3H), 7.73 (t, J= 7.5Hz, 1H), 8.02 (d, J= 7.2Hz, 1H), 8.87 (d, J= 

7.5Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 75.5, 115.9, 116.2, 120.4, 120.7, 123.9, 124.9, 

125.2, 125.3, 126.6, 128.2, 128.7, 129.8, 130.7, 132.0, 132.3, 135.5, 140.4, 141.6, 147.5, 152.3, 

154.0, 157.3; HRMS: (M+H)+ calculated for C21H13FClINO: 475.9714, Found: 475.9715. 

4-((Z)-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)amino)benzonitrile 3ak 
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3ak (43 mg) was obtained from 1k (45 mg) following general procedure B; pale yellow solid; 

70% yield (eluent: EtOAc/Hexanes= 2:98); mp: 170-172 oC; 

1H NMR (300 MHz, CDCl3): δH 7.31-7.36 (m, 5H), 7.48-7.54 (m, 4H), 7.66 (t, J= 7.5Hz, 1H), 

7.75 (t, J= 7.5Hz, 1H), 8.04 (d, J= 7.2Hz, 1H), 8.87 (d, J= 8.1Hz, 1H); 13C NMR (75 MHz, 

CDCl3): δC 77.2, 107.9, 119.1, 124.2, 125.0, 127.9, 128.8, 129.9, 130.8, 131.7, 132.4, 132.5, 

135.8, 140.2, 147.2, 149.4, 153.7. 

1-(4-((Z)-((E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-
ylidene)amino)phenyl)ethanone 3al 

 

 

 

 

3al (51 mg) was obtained from 1l (51 mg) following general procedure B; pale yellow solid; 

73% yield (eluent: EtOAc/Hexanes= 4:96); mp: 154-156oC; 

1H NMR (300 MHz, CDCl3): δH 2.57 (s, 3H), 7.27-7.37 (m, 5H), 7.55-7.66 (m, 3H), 7.73 (t, J= 

7.5Hz, 1H), 7.84 (d, J= 8.1Hz, 2H), 8.05 (d, J= 6.6Hz, 1H), 8.87 (d, J= 7.8Hz, 1H); 13C NMR 

(75 MHz, CDCl3): δC 26.3, 76.0, 124.1, 124.4, 124.9, 127.9, 128.7, 129.0, 129.8, 130.0, 130.7, 

132.1, 133.7, 135.8, 140.2, 147.4, 149.6, 153.1, 197.0. 

(Z)-N-((E)-3-(1-iodopentylidene)isobenzofuran-1(3H)-ylidene)aniline 3am 

 

 

 

 



S12 
 

3am (43 mg) was obtained from 1m (42 mg) following general procedure B; colorless oily 

liquid; 71% yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 0.95 (t, J= 7.5Hz, 3H), 1.36-1.45 (m, 2H), 1.58-1.68 (m, 2H), 

2.92 (t, J= 7.8Hz, 2H), 7.15-7.19 (m, 1H), 7.27-7.45 (m, 4H), 7.55-7.66 (m, 2H), 8.04 (d, J= 

7.2Hz, 1H), 8.70 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.7, 21.6, 31.2, 39.5, 82.2, 

123.8, 124.0, 124.7, 128.6, 129.9, 131.6, 132.5, 135.6, 145.7, 147.3, 152.2; HRMS: (M+H)+ 

calculated for C19H19INO: 404.0511, Found: 404.0546. 

(Z)-N-((E)-3-(1-iodoheptylidene)isobenzofuran-1(3H)-ylidene)aniline 3an 

 

 

 

 

3an (45 mg) was obtained from 1n (46 mg) following general procedure B; colorless oily liquid; 

70% yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 0.90 (t, J= 7.5Hz, 3H), 1.29-1.39 (m, 6H), 1.62-1.66 (m, 2H), 

2.92 (t, J= 7.5Hz, 2H), 7.18-7.20 (m, 1H), 7.36-7.47 (m, 4H), 7.57-7.66 (m, 2H), 8.04 (d, J= 

7.2Hz, 1H), 8.71 (d, J= 7.5Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.9, 22.5, 28.1, 29.1, 31.5, 

39.8, 82.3, 122.6, 123.8, 124.1, 124.7, 128.6, 130.0, 131.6, 132.5, 135.6, 145.7, 147.3, 152.3; 

HRMS: (M+H)+ calculated for C21H23INO: 432.0824, Found: 432.0822. 

(Z)-N-((E)-3-(1-iodopentylidene)isobenzofuran-1(3H)-ylidene)methanamine 3ao3 
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3ao (40 mg) was obtained from 1o (32 mg) following general procedure B; colorless liquid; 78% 

yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 0.99 (t, J= 7.2Hz, 3H), 1.39-1.46 (m, 2H), 1.62-1.67 (m, 2H), 

2.98 (t, J= 7.5Hz, 2H), 3.29 (s, 3H), 7.47-7.60 (m, 2H), 7.83 (d, J= 7.5Hz, 1H), 8.67 (d, J= 

7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.8, 21.5, 31.2, 34.6, 39.0, 80.7, 122.9, 124.1, 

129.8, 131.0, 132.0, 135.8, 147.1, 154.8. 

(Z)-N-((E)-3-(1-iodoheptylidene)isobenzofuran-1(3H)-ylidene)methanamine 3ap 

 

 

 

 

3ap (42 mg) was obtained from 1p (37 mg) following general procedure B; colorless liquid; 76% 

yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 0.93 (t, J= 7.2Hz, 3H), 1.28-1.43 (m, 6H), 1.65-1.68 (m, 2H), 

2.97 (t, J= 7.5Hz, 2H), 3.31 (s, 3H), 7.46-7.59 (m, 2H), 7.84 (d, J= 7.2Hz, 1H), 8.66 (d, J= 

7.5Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.9, 22.5, 28.0, 28.9, 31.5, 34.6, 39.3, 80.8, 122.8, 

124.1, 129.8, 130.9, 132.0, 135.8, 147.1, 154.8; HRMS: (M+H)+ calculated for C16H21INO: 

370.0668, Found: 370.0687. 

(Z)-N-((E)-3-((4-(tert-butyl)phenyl)iodomethylene)isobenzofuran-1(3H)-

ylidene)methanamine 3aq 
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3aq (47 mg) was obtained from 1q (44 mg) following general procedure B; yellow liquid; 74% 

yield (eluent: EtOAc/Hexanes= 2:98);  

1H NMR (300 MHz, CDCl3): δH 1.38 (s, 9H), 3.21 (s, 3H), 7.41 (d, J= 8.4HZ, 2H), 7.51-7.66 

(m, 4H), 7.87 (d, J= 7.5Hz, 1H), 8.85 (d, J= 8.1Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 31.2, 

34.6, 35.0, 74.1, 122.9, 124.8, 125.0, 130.0, 130.3, 131.0, 131.9, 136.2, 137.6, 147.1, 151.4, 

154.6. 

(Z)-N-((E)-3-(iodo(4-methoxyphenyl)methylene)isobenzofuran-1(3H)-ylidene)methanamine 
3ar 

 

 

 

 

 

3ar (39 mg) was obtained from 1r (35 mg) following general procedure B; colorless oily liquid; 

72% yield (eluent: EtOAc/Hexanes= 4:96); 

1H NMR (300 MHz, CDCl3): δH 3.20 (s, 3H), 3.87 (s, 3H), 6.93 (d, J= 8.4HZ, 2H), 7.54-7.66 

(m, 4H), 7.88 (d, J= 6.9Hz, 1H), 8.84 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 34.9, 

55.3, 73.9, 113.4, 123.1, 124.9, 130.3, 131.1, 131.6, 131.8, 133.2, 136.2, 146.9, 154.9, 159.5; 

HRMS: (M+H)+ calculated for C17H15INO2: 392.0147, Found: 392.0173. 

(Z)-N-((E)-3-([1,1'-biphenyl]-4-yliodomethylene)isobenzofuran-1(3H)-ylidene)methanamine 

3as 

 

 

 

O

N

I

Me

OMe

O

N

I

Me

Ph
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3as (45 mg) was obtained from 1s (47 mg) following general procedure B; white solid; 68% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 123-125 oC;  

1H NMR (300 MHz, CDCl3): δH 3.21 (s, 3H), 7.38-7.40 (m, 1H), 7.45-7.50 (m, 2H), 7.55-7.75 

(m, 8H), 7.96 (d, J= 7.5Hz, 1H), 8.7 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 34.8, 

77.2, 123.3, 125.1, 126.5, 127.1, 127.6, 12., 130.6, 130.7, 131.3, 131.6, 136.1, 139.5, 140.4, 

141.1, 147.4, 155.1. 

(Z)-N-((E)-6-bromo-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)aniline 3at 

 

 

 

 

3at (51 mg) was obtained from 1t (56 mg) following general procedure B; half white solid; 69% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 182-184 oC; 

1H NMR (300 MHz, CDCl3): δH 7.08-7.13 (m, 1H), 7.21-7.30 (m, 2H), 7.32-7.39 (m, 5H), 7.59 

(d, J= 6.9Hz, 2H), 7.80 (d, J= 7.5Hz, 1H), 8.20 (s, 1H), 8.73 (d, J= 7.8Hz, 1H); 13C NMR (75 

MHz, CDCl3): δC 75.6, 124.9, 125.0, 125.5, 126.1, 126.8, 127.9, 128.5, 128.6, 130.1, 134.3, 

134.5, 134.6, 140.2, 144.4, 147.2, 150.0. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)methanamine 3ba4 

 

 

 

 

3ba (35 mg) was obtained from 1a (35 mg) following general procedure B; white solid; 74% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 86-88 oC; 
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1H NMR (300 MHz, CDCl3): δH 3.25 (s, 3H), 7.32-7.37 (m, 1H), 7.42-7.46 (m, 2H), 7.53-7.58 

(m, 1H), 7.64 (t, J= 7.8Hz, 1H), 7.78-7.80 (m, 2H), 7.89 (d, J= 7.5Hz, 1H), 8.63 (d, J= 7.5Hz, 

1H); 13C NMR (75 MHz, CDCl3): δC 35.0, 102.6, 122.9, 125.2, 128.0, 128.5, 129.7, 130.2, 

131.4, 136.0, 137.3, 145.8, 154.8. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)decan-1-amine 3bb 
 

 

 

 

3bb (48 mg) was obtained from 1b (54 mg) following general procedure B; white solid; 73% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 97-99 oC; 

1H NMR (300 MHz, CDCl3): δH 0.90 (t, J= 6.3Hz, 3H), 1.23-1.41 (m, 14H), 1.65-1.73 (m, 2H), 

3.51-3.55 (m, 2H), 7.34-7.37 (m, 1H), 7.41-7.46 (m, 2H), 7.54 (t, J= 7.5Hz, 1H), 7.63 (t, J= 

7.8Hz, 1H), 7.77-7.80 (m, 2H), 7.93 (d, J= 7.5Hz, 1H), 8.62 (d, J= 7.2Hz, 1H),; 13C NMR (75 

MHz, CDCl3): δC 14.0, 22.6, 27.5, 29.3, 29.4, 29.6, 29.6, 30.7, 31.9, 48.2, 102.5, 123.3, 125.1, 

128.0, 128.5, 129.7, 130.2, 131.4, 131.5, 136.1, 137.4, 145.9, 153.7; HRMS: (M+H)+ calculated 

for C25H31BrNO: 440.1589, Found: 440.1576. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)-1-
phenylmethanamine 3bc4 

 

 

  

 

3bc (45 mg) was obtained from 1c (47 mg) following general procedure B; white solid; 77% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 89-91 oC; 
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1H NMR (300 MHz, CDCl3): δH 4.74 (s, 2H), 7.27-7.47 (m, 8H), 7.56 (t, J= 7.5Hz, 1H), 7.65 (t, 

J= 7.8Hz, 1H),7.68-7.76 (m, 2H), 7.99 (d, J= 7.5Hz, 1H), 8.63 (d, J= 7.5Hz, 1H); 13C NMR (75 

MHz, CDCl3): δC 51.9, 102.9, 123.4, 125.1, 126.7, 127.9, 128.1, 128.3, 128.6, 129.7, 130.2, 

131.4, 131.7, 136.1, 137.4, 140.1, 154.4. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)cyclopentanamine 

3bd 

 

 

 

3bd (39 mg) was obtained from 1d (43 mg) following general procedure B; colorless liquid; 

72% yield (eluent: EtOAc/Hexanes= 2:98);  

1H NMR (300 MHz, CDCl3): δH 1.62-1.68 (m, 4H), 1.77-1.83 (m, 2H), 1.94-2.00 (m, 2H), 4.17-

4.25 (m, 1H), 7.27-7.65 (m, 5H), 7.77-7.84 (m, 2H), 7.93 (d, J= 7.5Hz, 1H), 8.61 (d, J= 7.8Hz, 

1H); 13C NMR (75 MHz, CDCl3): δC 24.6, 34.6, 58.4, 102.2, 123.3, 125.1, 127.9, 128.4, 129.8, 

130.1, 131.4, 131.6, 135.9, 137.4, 146.0, 152.7; HRMS: (M+H)+ calculated for C20H19BrNO: 

368.0650, Found: 368.0646. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)cyclohexanamine 3be 

 

 

 

 

3be (41 mg) was obtained from 1e (46 mg) following general procedure B; colorless liquid; 71% 

yield (eluent: EtOAc/Hexanes= 2:98); 
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1H NMR (300 MHz, CDCl3): δH 1.26-1.44 (m, 4H), 1.47-1.54 (m, 2H), 1.68-1.88 (m, 4H), 3.69-

3.76 (m, 1H), 7.34-7.65 (m, 5H), 7.78-7.81 (m, 2H), 7.95 (d, J= 7.5Hz, 1H), 8.61 (t, J= 8.1Hz, 

1H); 13C NMR (75 MHz, CDCl3): δC 25.0, 25.8, 34.0, 56.9, 102.1, 123.3, 125.1, 127.9, 128.4, 

129.7, 130.1, 131.3, 133.6, 136.0, 137.3, 146.0, 152.2; HRMS: (M+H)+ calculated for 

C21H21BrNO: 382.0806, Found: 382.0805. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)aniline 3bf4 

 

 

 

 

3bf (37 mg) was obtained from 1f (45 mg) following general procedure B; white solid; 65% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 109-111 oC; 

1H NMR (300 MHz, CDCl3): δH 7.45 (d, J= Hz, 1H), 7.27-7.39 (m, 7H), 7.60-7.76 (m, 4H), 

8.09 (d, J= 6.9Hz, 1H), 8.66 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 104.1, 123.9, 

124.4, 125.0, 125.1, 127.9, 128.5, 128.8, 129.8, 130.3, 131.9, 132.1, 135.7, 136.9, 145.1, 146.1, 

152.2. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)-2-methylaniline 3bg 

 

 

 

 

3bg (36 mg) was obtained from 1g (47 mg) following general procedure B; half white solid; 61% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 114-116 oC; 

O

N

Ph
Br

Me
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1H NMR (300 MHz, CDCl3): δH 2.32 (s, 3H), 7.04-7.32 (m, 7H), 7.62-7.72 (m, 4H), 8.10 (d, J= 

6.9Hz, 1H), 8.67 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 18.1, 104.1, 122.2, 123.8, 

124.5, 125.3, 125.8, 127.8, 128.6, 128.9, 129.1, 129.8, 130.3, 132.1, 132.3, 136.0, 136.7, 144.2, 

145.9, 151.8. 

(Z)-N-((E)-3-(1-bromopentylidene)isobenzofuran-1(3H)-ylidene)aniline 3bh 

 

3bh (36 mg) was obtained from 1m (42 mg) following general procedure B; colorless liquid; 

68% yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 0.95 (t, J= 7.5Hz, 3H), 1.37-1.44 (m, 2H), 1.65-1.70 (m, 2H), 

2.84 (t, J= 7.8Hz, 2H), 7.17-7.19 (m, 1H), 7.27-7.41 (m, 4H), 7.52-7.66 (m, 2H), 8.04 (d, J= 

7.5Hz, 1H), 8.47 (d, J= 7.5Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.6, 21.7, 30.1, 35.9, 

109.5, 123.7, 124.0, 124.2, 124.7, 128.6, 129.7, 132.0, 133.9, 135.2, 145.6, 145.9, 152.6; 

HRMS: (M+H)+ calculated for C19H19BrNO: 356.0650, Found: 356.0649. 

(Z)-N-((E)-3-(1-bromopentylidene)isobenzofuran-1(3H)-ylidene)aniline 3bi 

 

 

 

 

3bi (38 mg) was obtained from 1n (46 mg) following general procedure B; colorless liquid; 66% 

yield (eluent: EtOAc/Hexanes= 2:98); 
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1H NMR (300 MHz, CDCl3): δH 0.89 (t, J= 7.8Hz, 3H), 1.27-1.43 (m, 6H), 1.66-1.70 (m, 2H), 

2.83 (t, J= 7.5Hz, 2H), 7.17-7.19 (m, 1H), 7.36-7.41 (m, 4H), 7.54-7.66 (m, 2H), 8.04 (d, J= 

7.5Hz, 1H), 8.47 (d, J= 7.5Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.9, 22.5, 279, 28.2, 31.4, 

36.2, 109.7, 123.8, 124.0, 124.2, 124.7, 125.8, 128.6, 129.8, 132.0, 135.3, 145.6, 146.0, 152.6; 

HRMS: (M+H)+ calculated for C21H23BrNO: 384.0963, Found: 384.0953. 

(Z)-N-((E)-3-(1-bromopentylidene)isobenzofuran-1(3H)-ylidene)methanamine 3bj 

 

 

 

 

3bj (31 mg) was obtained from 1o (32 mg) following general procedure B; colorless liquid; 71% 

yield (eluent: EtOAc/Hexanes= 2:98); 

1H NMR (300 MHz, CDCl3): δH 0.99 (t, J= 7.5Hz, 3H), 1.40-1.47 (m, 2H), 1.67-1.74 (m, 2H), 

2.90 (t, J= 7.2Hz, 2H), 3.31 (s, 3H), 7.48-7.58 (m, 2H), 7.84 (d, J= 7.5Hz, 1H), 8.43 (d, J= 

7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.7, 21.6, 30.0, 34.6, 35.6, 108.0, 122.8, 124.3, 

129.6, 131.3, 131.6, 135.5, 145.7, 155.0; HRMS: (M+H)+ calculated for C14H17BrNO: 294.0493, 

Found: 294.0516. 

 (Z)-N-((E)-3-(1-bromoheptylidene)isobenzofuran-1(3H)-ylidene)methanamine 3bk 

 

 

 

 

3bk (33 mg) was obtained from 1p (37 mg) following general procedure B; colorless liquid; 

69% yield (eluent: EtOAc/Hexanes= 2:98); 
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1H NMR (300 MHz, CDCl3): δH 0.91 (t, J= 7.5Hz, 3H), 1.28-1.44 (m, 6H), 1.65-1.73 (m, 2H), 

2.89 (t, J= 7.5Hz, 2H), 3.31 (s, 3H), 7.46-7.58 (m, 2H), 7.84 (d, J= 7.5Hz, 1H), 8.43 (d, J= 

7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 13.9, 22.5, 27.8, 28.2, 31.5, 34.6, 35.9, 108.2, 

122.9, 124.3, 129.6, 131.4, 131.5, 135.5, 145.7, 155.2; HRMS: (M+H)+ calculated for 

C16H21BrNO: 322.0806, Found: 322.0813. 

(Z)-N-((E)-6-bromo-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-ylidene)aniline 3bl 

 

 

 

 

3bl (44 mg) was obtained from 1t (56 mg) following general procedure B; white solid; 64% 

yield (eluent: EtOAc/Hexanes= 2:98); mp: 163-165 oC; 

1H NMR (300 MHz, CDCl3): δH 7.14-7.17 (m, 1H), 7.27-7.40 (m, 7H), 7.72-7.80 (m, 3H), 8.21 

(s, 1H), 8.50 (d, J= 8.7Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 104.8, 124.6, 124.7, 125.5, 

126.3, 126.9, 128.0, 128.6, 129.0, 129.7, 133.8, 134.4, 135.1, 136.7, 144.6, 145.5, 150.6. 

(Z)-N-((E)-3-(bromo(phenyl)methylene)-5-chloroisobenzofuran-1(3H)-ylidene)aniline 3bm 

 

 

  

 

3bm (40 mg) was obtained from 1w (50 mg) following general procedure B; pale yellow solid; 

65% yield (eluent: EtOAc/Hexanes= 2:98); ); mp: 162-164 oC; 
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1H NMR (300 MHz, CDCl3): δH 7.14-7.16 (m, 1H), 7.27-7.39 (m, 7H), 7.59 (d, J= 8.1Hz, 1H), 

7.74 (d, J= 7.2Hz, 2H), 7.99 (d, J= 6.6Hz, 1H), 8.66 (s, 1H); 13C NMR (75 MHz, CDCl3): δC 

105.5, 124.5, 124.9, 125.1, 125.3, 128.0, 128.6, 129.1, 129.4, 129.8, 130.4, 130.8, 136.6, 137.1, 

138.5, 144.8, 151.1. 

(Z)-N-((E)-3-(chloro(phenyl)methylene)isobenzofuran-1(3H)-ylidene)methanamine 3ca 

O

N

Ph
Cl

Me

 

3ca (16 mg) was obtained from 1a (35 mg) following general procedure B; colorless oily liquid; 

41% yield (eluent: EtOAc/Hexanes= 2:98);  

1H NMR (300 MHz, CDCl3): δH 3.32 (s, 3H), 7.39 (d, J= 8.1Hz, 1H),  7.44-7.56 (m, 3H), 7.63 

(t, J= 7.2Hz, 1H),), 7.89-7.92 (m, 3H), 8.44 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 

35.1, 113.3, 123.0, 125.1, 128.1, 128.6, 128.7, 130.1, 130.2, 131.7, 135.7, 135.9, 145.4, 155.1; 

HRMS: (M+H)+ calculated for C16H13ClNO: 270.0686, Found: 270.0681. 

(Z)-N-((E)-3-(1,3-diphenylprop-2-yn-1-ylidene)isobenzofuran-1(3H)-
ylidene)cyclohexanamine 4 

 
 

 

 

 

4 (54 mg) was obtained from 3ae (65 mg) following literature procedure; pale yellow solid; 89% 

yield (eluent: EtOAc/Hexanes= 5:95); mp: 138-140 oC; 
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1H NMR (300 MHz, CDCl3): δH 1.38-1.97 (m, 10H), 3.90-3.97 (m, 1H), 7.36-7.55 (m, 7H), 

7.59-7.64 (m, 3H), 7.97 (d, J= 7.5Hz, 1H), 8.05 (d, J= 7.5Hz, 2H), 8.65 (d, J= 7.8Hz, 1H); 13C 

NMR (75 MHz, CDCl3): δC 25.0, 26.0, 34.2, 57.3, 88.2, 96.5, 100.1, 123.3, 123.8, 124.1, 127.6, 

128.1, 128.3, 128.5, 128.6, 129.1, 130.0, 131.1, 131.5, 135.9, 136.7, 152.1, 152.5; (M+H)+ 

calculated for C29H26NO: 404.2014, Found: 404.2024.  

(E)-3-(iodo(phenyl)methylene)isobenzofuran-1(3H)-one 53 

 

 

 

 

5 (43 mg) was obtained from 3ae (64 mg) following literature procedure; white solid; 82% yield 

(eluent: EtOAc/Hexanes= 5:95); mp: 164-166 oC; 

1H NMR (300 MHz, CDCl3): δH 7.27-7.43 (m, 3H), 7.57 (d, J= 7.2Hz, 2H), 7.66 (t, J= 7.5Hz, 

1H), 7.83 (t, J= 7.5Hz, 1H), 7.98 (d, J= 7.5Hz, 1H), 8.96 (d, J= 8.1Hz, 1H); 13C NMR (75 MHz, 

CDCl3): δC 79.8, 125.0, 125.8, 126.6, 128.1, 128.9, 130.1, 130.7, 134.0, 138.8, 140.4, 144.7, 

165.0. 

(E)-3-(bromo(phenyl)methylene)isobenzofuran-1(3H)-one 64 

 

 

 

 

6 (36 mg) was obtained from 3be (57 mg) following literature procedure B; white solid; 81% 

yield (eluent: EtOAc/Hexanes= 5:95); mp: 119-121 oC; 
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1H NMR (300 MHz, CDCl3): δH 7.39-7.52 (m, 3H), 7.67 (d, J= 7.2Hz, 1H), 7.73-7.85 (m, 3H), 

7.99 (d, J= 7.2Hz, 1H), 8.71 (d, J= 7.8Hz, 1H); 13C NMR (75 MHz, CDCl3): δC 108.4, 125.3, 

125.7, 125.8, 128.2, 129.4, 130.1, 130.5, 134.5, 136.5, 1385, 142.8, 165.7. 
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7. Spectral data 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

1H & 13C spectra of compound 3aa 
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1H & 13C spectra of compound 3ab 
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HRMS spectrum of compound 3ab 
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1H & 13C spectra of compound 3ac 
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1H & 13C spectra of compound 3ad 
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HRMS spectrum of compound 3ad 
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1H & 13C spectra of compound 3ae 
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HRMS spectrum of compound 3ae 
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1H & 13C spectra of compound 3af 
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1H & 13C spectra of compound 3ag 
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1H & 13C spectra of compound 3ah 
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HRMS spectrum of compound 3ah 
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1H & 13C spectra of compound 3ai 
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HRMS spectrum of compound 3ai 
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1H & 13C spectra of compound 3aj 
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HRMS spectrum of compound 3aj 
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1H & 13C spectra of compound 3ak 
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1H & 13C spectra of compound 3al 
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1H & 13C spectra of compound 3am 
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HRMS spectrum of compound 3am 
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1H & 13C spectra of compound 3an 
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HRMS spectrum of compound 3an 
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1H & 13C spectra of compound 3ao 
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1H & 13C spectra of compound 3ap 
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HRMS spectrum of compound 3ap 

 

 



S50 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

1H & 13C spectra of compound 3aq 
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1H & 13C spectra of compound 3ar 
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HRMS spectrum of compound 3ar 
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1H & 13C spectra of compound 3at 
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1H & 13C spectra of compound 3ba 



S56 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

1H & 13C spectra of compound 3bb 
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HRMS spectrum of compound 3bb 
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1H & 13C spectra of compound 3bc 
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1H & 13C spectra of compound 3bd 
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HRMS spectrum of compound 3bd 
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1H & 13C spectra of compound 3be 
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HRMS spectrum of compound 3be 
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1H & 13C spectra of compound 3bf 
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1H & 13C spectra of compound 3bg 

O

N

Ph
Br

Me



S65 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

1H & 
13C spectra of compound 3bh 
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HRMS spectrum of compound 3bh 
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1H & 13C spectra of compound 3bi 
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HRMS spectrum of compound 3bi 
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1H & 13C spectra of compound 3bj 
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HRMS spectrum of compound 3bj 
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1H & 13C spectra of compound 3bk 
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HRMS spectrum of compound 3bk 
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1H & 13C spectra of compound 3bl 
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1H & 13C spectra of compound 3bm 
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1H & 13C spectra of compound 3ca 
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HRMS spectrum of compound 3ca 
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1H & 13C spectra of compound 4 
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HRMS spectrum of compound 4 
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1H & 13C spectra of compound 5 
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1H & 13C spectra of compound 6 

 


