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2-Phenylbenzoxazole 3a: White solid, mp 102-103 °C; *H-NMR (400 MHz, CDCls) & 8.20 (dd, 2H, J
=5.6 Hz,J=2.2 Hz), 7.69 (m, 1H), 7.43-7.57 (m, 4H), 7.25-7.33 (m, 2H); **C-NMR (100 MHz, CDCls)
8 163.0, 150.7, 142.1, 131.5, 128.9, 127.6, 127.1, 125.1, 124.6, 120.0, 110.6.
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2-phenyl-1H-benzimidazole 3c: Pale brown solid, mp 290-291 °C; *H-NMR (400 MHz, DMSO-d6): §
7.20 (m, 2H), 7.40-7.62 (m, 5H), 8.20 (d, J = 8.4 Hz, 2H), 12.92 (s, 1H, NH); 3C-NMR (100.6 MHz,
DMSO-d6): 6 115.03, 122.16, 126.50, 128.88, 129.86, 129.97, 139.17, 151.16.

2-(2-methylphenyl)benzoxazole 3d: Pale yellow solid, mp 68-69 °C; *H-NMR (300 MHz, CDCls): &
2.82 (s, 3H), 7.32-7.44 (m, 5H), 7.59 (dd, J = 6.6 Hz, J = 2.4 Hz, 1H), 7.81 (dd, J = 6.6 Hz, J = 2.4 Hz,
1H), 8.17 (dd, J = 7.8 Hz, J = 1.8 Hz, 1H); ®*C-NMR (100.6 MHz, CDCls): & 22.14, 110.44, 120.14,
124.32,124.96 , 126.02, 126.27, 129.93, 130.85, 131.75, 138.84, 142.16, 150.31, 163.39.

2-phenylbenzothiazole 3e: Colorless solid, mp 111-112 °C; *H-NMR (400MHz, CDCls): 6 7.37 (t, J =
8.0 Hz, 1H), 7.39-7.51 (m, 4H), 7.89 (d, J = 8.0 Hz, 1H), 8.06-8.10 (m, 3H); **C-NMR (100.6 MHz,
CDCls): 6 121.59, 123.24, 125.16, 126.29, 127.56, 128.99, 130.93, 133.64, 135.07, 154.16, 168.03.

2-(4-Chlorophenyl)benzoxazole 3g: White solid, mp 152-153 °C; *H-NMR (400 MHz, CDCls) & 8.12
(d, 2H, J=8.6 Hz), 7.67-7.72 (m, 1H), 7.48-7.53 (m, 1H), 7.42 (d, 2H, J = 8.6 Hz), 7.27-7.31 (m, 2H);
13C-NMR (100 MHz, CDCls) § 162.1, 150.7, 142.0, 137.7, 129.3, 128.8, 125.6, 125.3, 124.7, 120.1,
110.6.

2-(4-chlorophenyl)-benzothiazole 3h: Colorless solid, mp 110-112 °C; *H-NMR (400 MHz, CDCls): &
7.38 (t, J = 8.0 Hz, 1H), 7.41-7.51 (m, 3H), 7.88 (d, J = 8.0 Hz, 1H), 8.02 (d, J = 8.8 Hz, 2H), 8.06 (d,
J = 8.0 Hz, 1H); **C-NMR (100.6 MHz, CDCls): § 121.63, 123.32, 125.40, 126.47, 128.71, 129.26,
132.14, 135.07, 137.03, 154.09, 166.58.

2-(4-chlorophenyl)-1H-benzimidazole 3i: Pale brown solid, mp 287-289 °C (lit., [2] 288-290 °C); 'H-
NMR (400 MHz, DMSO-d6): 6 7.21 (br., 2H), 7.53 (d, J = 6.8 Hz, 1H), 7.61 (d, J = 8.8 Hz, 2H), 7.66
(d, J = 6.8 Hz, 1H), 8.18 (d, J = 8.8 Hz, 2H), 12.94 (s, 1H, NH); *C-NMR (100.6 MHz, DMSO-d6): &
111.31, 118.88, 121.73, 122.66, 128.06, 128.96, 129.00, 134.39, 134.95, 143.69, 150.08.

2-(3,4-Dimethoxylphenyl)benzoxazole 31: White solid, mp 108-110 °C; *H-NMR (400 MHz, CDCls) &
7.79 (dd, 1H, J = 8.3 Hz, J = 2.0 Hz), 7.65-7.70 (m, 2H), 7.48-7.51 (m, 1H), 7.24-7.28 (m, 2H), 6.92
(d, 1H, J = 8.5 Hz), 3.95 (s, 3H), 3.90 (s, 3H); *C-NMR (100 MHz, CDCls) & 163.8, 152.7, 151.4,
149.9, 142.9,125.4, 125.1, 121.9, 120.5, 120.3, 111.7, 111.1, 110.7, 56.8, 56.7.
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Entry Y Ar 1 Product 32 Yield (%)° M.P (rep.)
S

1 0] Ph la ©:N 85 1102 (102)t
O
(0]
3a
2 S Ph la ©:N 90 '110 (108)t
\
S C

3b
3 NH Ph la ©:N 79 1291 (289)!
\
N C
H

3c
4 0] 2-tolyl 1b ©:N\ 88 1'67-68 (68-69)!
0
Me
3d
5 S 4-tolyl 1c N 92 1'82 (80)t
Lo
S
3e
6 NH 4-tolyl 1c N 75 1272 (275)t
L @
N

7 0 4-Cl-Ph 1d @: : 70 1150 (152)!
8 s 4-CI-Ph 1d @: : 75 1116 (116)!
9 NH  4Cl-Ph 1d 75 1291 (294)
\
ey
N
H

3i
10 S 4-Me;N-Ph le N 83 172 (a71)t
S
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11 NH  4-Me;N-Ph le N 78 1261 (260)!
N
H
3k
12 O 3,4-di-MeO-Ph  1f N 80 1108 (108)t
N OMe
(0]
OMe
3l
13 S 3,4-di-MeO-Ph  1f N 85 '™131 (130)t
N OMe
S
OMe
3m

aAll products are known and characterized by their melting points compared with authentic samples.
bYields of isolated products.
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