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1. General experimental details

Chemicals were either purchased or purified by standard techniques without special
instructions. '"H NMR and >C NMR spectra were measured on a 300 or 500 MHz
spectrometer ('H 300 MHz, °C 75 MHz or 'H 500 MHz, °C 125 MHz), using CDCl;
as the solvent with tetramethylsilane (TMS) as the internal standard at room
temperature. Chemical shifts are given in d relative to TMS, the coupling constants J
are given in Hz. All reactions were conducted under air atmosphere. Column
chromatography was performed using EM Silica gel 60 (300-400 mesh).

1.1 General procedure:

Under air, a reaction tube was charged with phthalaldehyde (26.8 mg, 0.2 mmol),
boronic acids (0.3 mmol), PdCl, (1.7 mg, 5 mol %), P(1-nap); (4.2 mg, 5 mol %),
K,COs (82.8 mg, 3 equiv) and dry THF (3 mL). The reaction tube was kept stirring at
65 °C for 12 h. After the completion of the reaction, as monitored by TLC, the solvent
was evaporated under reduced pressure and the residue was purified by flash column
chromatography on a silica gel to give the product.
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2. Experimental characterization data for compounds

3-phenylis0benzofuran—1(3H)-0ne1 (3a)
O

(%
O

'"H NMR (CDCls, 300 MHz): 3 7.97 (d, J = 7.6 Hz, 1H), 7.68-7.63 (m, 1H), 7.58-7.53
(m, 1H), 7.38-7.26 (m, 6H), 6.41 (s, 1H).

3C NMR (CDCls, 125 MHz): 5 170.7, 149.8, 136.6, 134.5, 129.5, 129.4, 129.1 127.1,
125.8, 125.7, 123.0, 82.9.

?’-p-tolylisobenzofuran-l(3H)-0ne2 (3b)
o)

(%
o

'"H NMR (CDCls, 300 MHz): § 7.96 (d, J = 7.4 Hz, 1H), 7.67-7.62 (m, 1H), 7.57-7.52
(m, 1H), 7.32 (d, J = 7.6 Hz, 1H), 7.19 (d, J = 8.4 Hz, 2H), 7.14 (d, J = 8.4 Hz, 2H),
6.38 (s, 1H), 2.35 (s, 3H).

3C NMR (CDCls, 125 MHz): § 170.7, 145.0, 139.5, 134.4, 133.5, 129.8, 129.4, 127.2,
125.9, 125.8, 123.0, 82.9, 21 4.

3-m-tolylisobenzofuran-1(3H)-0ne3 3o)
o]

(%
O

'"H NMR (CDCls, 300 MHz): & 7.97 (d, J = 7.5 Hz, 1H), 7.65-7.60 (m, 1H), 7.58-7.53
(m, 1H), 7.35-7.19 (m, 3H), 7.10-7.07 (m, 2H), 6.37 (s, 1H), 2.33 (s, 3H).

3C NMR (CDCls, 125 MHz): 5 170.8, 145.0, 139.0, 136.5, 134.4, 130.2, 129.5, 129.0,
127.6, 125.8, 125.7, 124.2, 123.0, 83.0, 21.5.

! Nagaki, A.; Kim, H.; Yoshida, J. Angew. Chem., Int. Ed. 2008, 47, 7833.
2Ye, Z.;Lv, G; Wang, W.; Zhang, M.; Cheng, J. Angew. Chem., Int. Ed. 2010, 49, 3671.
3 Fau, M.; Molnar, J.: Heindel, N. Bull. Soc. Chim. Fr. 1983, 164
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3-0-t01ylis0benzofuran-1(3H)-0ne4 (3d)
0]

(%
O

'"H NMR (CDCls, 300 MHz): § 7.89 (d, J = 7.5 Hz, 1H), 7.59-7.54 (m, 1H), 7.51-7.46
(m, 1H), 7.34-7.17 (m, 3H), 7.05-7.03 (m, 1H), 6.83 (d, J = 7.8 Hz, 1H), 6.60 (s, 1H),
2.41 (s, 3H).

13C NMR (CDCl, 125 MHz): § 170.7, 149.4, 137.3, 134.3, 134.2, 131.2, 129.5, 129.4,
127.4, 126.5, 125.8, 125.8, 123.1, 80.7, 19.4.

3-(3,5-dimethylphenyl)isobenzofuran-1(3H)-one’ (3e)
o

1%
(O

'"H NMR (CDCls, 300 MHz): § 7.97 (d, J = 7.6 Hz, 1H), 7.65-7.60 (m, 1H), 7.58-7.54
(m, 1H), 7.34 (d, J = 7.6 Hz, 1H), 7.00 (s, 1H), 6.88 (s, 2H), 6.33 (s, 1H), 2.30 (s, 6H).
13C NMR (CDCls, 125 MHz): § 170.7, 145.0, 138.8, 136.4, 134.4, 131.0, 129.3, 125.7,
125.7, 124.7, 122.9, 83.0, 21.3.

3-(4-methoxyphenyl)isobenzofuran-l(3H)-0ne5 (31)
0

(%
o

OMe
'H NMR (CDCl3, 300 MHz): 6 7.86 (d, J= 7.5 Hz, 1H), 7.56-7.53 (m, 1H), 7.49-7.44
(m, 1H), 7.22 (d, J = 7.7 Hz, 1H), 7.08 (d, J = 8.6 Hz, 2H), 6.79 (d, J = 8.6 Hz, 2H),
6.28 (s, 1H), 3.70 (s, 3H).
BC NMR (CDCl3, 125 MHz): 6 170.7, 160.6, 149.9, 134.4, 129.4, 128.9, 128.4, 126.1,
125.7,123.0, 114.5, 82.9, 55.5.

3-(4-fluorophenyl)isobenzofuran-1(3H)-one (3g)

4 Konosonoks, A.; Wright, P. J.; Tsao, M.; Pika, J.; Novak, K.; Mandel, S. M.; Krause, B.; Jeanette, A.; Bohne, C.;
Gudmundsdottir, A. D. J. Org. Chem. 2005, 70, 2763.
3 Meek, S. T.; Nesterov, E. E.; Swager, T. M. Org. Lett. 2008, 10, 2991.
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o)

1%
o

F
'"H NMR (CDCls, 300 MHz): & 7.88 (d, J = 7.5 Hz, 1H), 7.60-7.55 (m, 1H), 7.50-7.45
(m, 1H), 7.23-7.13 (m, 3H), 7.00-6.94 (m, 2H), 6.30 (s, 1H).
13C NMR (CDCls, 125 MHz): & 170.4, 163.3 (d, J.r = 247.5 Hz), 149.5, 134.6, 132.4,
129.7, 129.2 (d, Je.r = 8.8 Hz), 125.9, 125.8, 123.0, 116.0 (d, Je.r = 21.2 Hz), 82.1.

3-(4-chlorophenyl)isobenzofuran-1(3H)-one® (3h)
o

(%
O

Cl
'H NMR (CDCls, 300 MHz): & 7.88 (d, J = 7.7 Hz, 1H), 7.60-7.55 (m, 1H), 7.50-7.44
(m, 1H), 7.24-7.10 (m, SH), 6.28 (s, 1H).
13C NMR (CDCls, 125 MHz): § 170.3, 149.4, 135.5, 135.1, 134.6, 129.7, 129.4, 128.5,
125.8, 126.0, 122.9, 82.0.

3-(naphthalen-Z-yl)isobenzofuran-1(3H)-0ne2 (3i)

"H NMR (CDCls, 300 MHz): & 7.92 (d, J = 7.4 Hz, 1H), 7.76-7.73 (m, 4H), 7.56-7.41
(m, 4H), 7.29-7.14 (m, 2H), 6.48 (s, 1H).

13C NMR (CDCls, 125 MHz): § 170.8, 149.9, 134.5, 133.8, 133.8, 133.2, 129.6, 129.2,
128.2, 128.0, 127.0, 126.9, 126.8, 125.9, 125.8, 123.9, 123.0, 83.1.

6 Chang, H.; Jeganmohan, M.; Cheng, C. Chem.— Eur. J. 2007, 13, 4356.
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3-(naphthalen-1-yl)isobenzofuran-l(3H)-0ne6 @3j)
o
(e
'H NMR (CDCls, 300 MHz): & 8.16 (d, J = 8.1 Hz, 1H), 7.93 (d, J = 7.2 Hz, 1H),
7.86-7.78 (m, 2H), 7.58-7.50 (m, 4H), 7.36-7.28 (m, 2H), 7.19-7.17 (m, 2H).

*C NMR (CDCls, 125 MHz): 8 170.7, 149.4, 134.3, 134.1, 132.1, 131.5, 130.1, 129.6,
129.2,127.2,126.4, 126.3, 126.2, 125.4, 124.7, 123.4, 123.1, 79.8.

3-(3-(trifluoromethyl)phenyl)isobenzofuran-1(3H)-one’ (3k)
o

(L »
CFs

'"H NMR (CDCls, 300 MHz): § 7.92 (d, J = 7.6 Hz, 1H), 7.62-7.42 (m, 6H), 7.26 (d, J
=7.6 Hz, 1H), 6.39 (s, 1H).

13C NMR (CDCls, 125 MHz): § 170.2, 149.0, 137.8, 134.8, 131.7 (q, Je.r = 33.8 Hz),
130.2, 126.3 (q, Je.r = 3.8 Hz), 125.6, 124.9, 123.9 (q, Je.r = 270.2 Hz), 123.6 (q, Jer
=3.6 Hz), 81.8.

(15')-3-styrylis0benzofuran—l(3H)-0ne6 (&)

"H NMR (CDCls, 300 MHz): & 7.90 (d, J = 7.6 Hz, 1H), 7.65-7.61 (m, 1H), 7.53-7.51
(m, 1H), 7.43-7.29 (m, 6H), 6.86 (d, J = 15.5 Hz, 1H), 6.07 (dd, J; = 15.5 Hz, J,= 7.9
Hz, 1H), 5.97 (d, J; = 7.9 Hz, 1H).

13C NMR (CDCls, 125 MHz): & 170.4, 148.9, 135.6, 135.3, 134.3, 129.6, 128.9, 128.8,
127.0, 126.0, 125.9, 124.0, 122.8, 82.2.

7 Font-Sanchis, E.; Aliaga, C.; Cornejo, R.; Scaiano, J. C. Org. Lett. 2003, 5, 1515.
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3a '"H NMR
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3b Bc NMR
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3¢ BCNMR
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3¢ 13C NMR
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3f 'HNMR
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3f 3C NMR
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3g 'H NMR
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3g ’C NMR
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3h 'H NMR
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3h 13(:' NMR
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3i BC NMR
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3j '"H NMR
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3j IJC NMR
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3k 'H NMR
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3k 3C NMR
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31'HNMR
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31 3C NMR
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