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General Papers

1. 'H NMR and 3C NMR Spectra

3-(2-ethylbenzofuran-3-yl)isobenzofuran-1(3H)-one (3a). 'H NMR (600 MHz, CDCl3); 3C NMR (151 MHz,

CDCl3)
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3-(2-methylbenzofuran-3-yl)isobenzofuran-1(3H)-one (3b). 'H NMR (600 MHz, CDCls); 3*C NMR (151 MHz,
CDCls)
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3-(2-butylbenzofuran-3-yl)isobenzofuran-1(3H)-one (3c). 'H NMR (600 MHz, CDCls); 3C NMR (151 MHz,

CDCl3)
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3-(2-phenylbenzofuran-3-yl)isobenzofuran-1(3H)-one (3d). *H NMR (600 MHz, CDCls); 3C NMR (151 MHz,

CDCl3)
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4-(3-(3-ox0-1,3-dihydroisobenzofuran-1-yl)benzofuran-2-yl)benzonitrile (3e).

1H NMR (600 MHz, CDCls); 3C NMR (151 MHz, CDCl3)
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6-chloro-3-(2-ethylbenzofuran-3-yl)isobenzofuran-1(3H)-one (3f). *H NMR (600 MHz, CDCl3); 13C NMR (151

MHz, CDCls)
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3-(2-ethylbenzofuran-3-yl)-3-methylisobenzofuran-1(3H)-one (3h). *H NMR (600 MHz, CDCls); 13C NMR (151

MHz, CDCls)
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3-(2-ethylbenzofuran-3-yl)-3-phenylisobenzofuran-1(3H)-one (3i). *H NMR (600 MHz, CDCl3); 3C NMR (151

MHz, CDCls)
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General Papers

3-(2-ethylbenzofuran-3-yl)-6-methyl-3-phenylisobenzofuran-1(3H)-one (3j). *H NMR (600 MHz, CDCls); *3C

NMR (151 MHz, CDCls)
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General Papers

3-(2-ethylbenzofuran-3-yl)-6-hydroxy-3-phenylisobenzofuran-1(3H)-one (3k). 'H NMR (600 MHz, CDCls); $3C

NMR (151 MHz, CDCls)
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6-chloro-3-(2-ethylbenzofuran-3-yl)-3-phenylisobenzofuran-1(3H)-one (31). *H NMR (600 MHz, CDCls); 3C

NMR (151 MHz, CDCls)
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General Papers

3-(3-chloro-4-nitrophenyl)-3-(2-ethylbenzofuran-3-yl)isobenzofuran-1(3H)-one (3m). *H NMR (600 MHz,

CDCls); 3C NMR (151 MHz, CDCl3)
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3-([1,1'-biphenyl]-4-yl)-3-(2-ethylbenzofuran-3-yl)isobenzofuran-1(3H)-one (3n). *H NMR (600 MHz, CDCls);
13C NMR (151 MHz, CDCls)
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General Papers

1(3H)-one (30). 'H NMR (600 MHz, CDCls); 3C NMR (151 MHz,

3-(benzofuran-2-yl)-3-methylisobenzofuran

CDCl3)
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3-(benzofuran-2-yl)-3-phenylisobenzofuran-1(3H)-one (3p). 'H NMR (600 MHz, CDCls); 3C NMR (151 MHz,

CDCl3)
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3-(7-bromobenzofuran-2-yl)-3-phenylisobenzofuran-1(3H)-one(3q). *H NMR (600 MHz, CDCls); *C NMR (151

MHz, CDCls)
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3-(5-bromobenzofuran-2-yl)-3-phenylisobenzofuran-1(3H)-one (3r). *H NMR (600 MHz, CDCl3); 3C NMR (151

MHz, CDCl3)
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3-(6-bromobenzofuran-2-yl)-3-phenylisobenzofuran-1(3H)-one (3s). 'H NMR (600 MHz, CDCls); 3*C NMR (151

MHz, CDCls)
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3-(6-methoxybenzofuran-2-yl)isobenzofuran-1(3H)-one (3t). *H NMR (600 MHz, CDCl3); 3C NMR (151 MHz,

CDCl3)
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3-(5-methoxybenzofuran-2-yl)isobenzofuran-1(3H)-one (3u). *H NMR (600 MHz, CDCl3); 3C NMR (151 MHz,
CDCls)
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methyl 2-(bis(2-ethylbenzofuran-3-yl)methyl)benzoate (3v). *H NMR (600 MHz, CDCls); *3C NMR (151 MHz,

CDCl3)
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2. X-ray crystallographic data for 3e

TableS1. Crystal data and structure refinement for 3e

ARKIVOC 2023, viii, S1-523

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group
a/A

Volume/A3
z
Peaicg/cm?
u/mm?
F(000)
Crystal size/mm3
Radiation
20 range for data collection/°
Index ranges
Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [I>=20 (l)]
Final R indexes [all data]

Largest diff. peak/hole / e A3

091706_auto
C23H13NO3
351.34
293
monoclinic
P2:/c
10.1339(2)
11.0557(2)
15.3882(4)
90
95.565(2)
90
1715.93(6)
4
1.360
0.737
728.0
0.06 x 0.05 x 0.04
CuKa (A =1.54184)
8.768 t0 136.31
-9<h<12,-13<k<12,-18<1<17
13602
3112 [Rint = 0.0571, Rsigma = 0.0466]
3112/0/244
1.071
Ry =0.0536, wR, = 0.1285
R1 =0.0628, wR, = 0.1376
0.21/-0.35
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