Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2016

Supporting Information

Copper-Catalyzed Synthesis of Benzoxazoles via Tandem Cyclization of 2-
halophenols with Amidines

Abhishek R. Tiwari® and Bhalchandra M. Bhanage®*

2 Department of Chemistry, Institute of Chemical Technology (ICT), Mumbai, India.
bm.bhanage@gmail.com, bm.bhanage@ictmumbai.edu.in.
Fax: +91 2233611020; Tel : +91 2233612601

Table of Contents

Copies of "H and BC NMR SpPectras..........o.oveririririniiiiiiiiiieieieieeieee e, S2-S18

S1



S2

(o]
/
N
3aa
3

€€t @ 5

EEL
EEL
YL =
se'td
et
0541
1571
2514
[=¥s 5

5527 Hn
) e

95°¢
‘2 e ||H|"LJ S8'1 184zt
(St * s

(5t e
85/ = e a7 05'7€T
set R it k mo: r ores—
9L 00z

9Lt SL0sT—
9L
9L
L Soe9T—
wi
L
8L
W
bZ8
'8 =
g
4

L8'01T—

f1 (ppm)

8

TR

'H NMR and 3C NMR spectra of 2-phenylbenzo[d]oxazole (3aa)
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'H NMR and 3C NMR spectra of 5-methyl-2-phenylbenzo[d]oxazole (3ca)
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TH NMR and 3C NMR spectra of 5-bromo-2-phenylbenzo[d]oxazole (3da)
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!H NMR and 3C NMR spectra of 5-fluoro-2-phenylbenzo[d]oxazole (3ea)

-

3ea
1
uL i 1
powow
R R 3
Nooowo
r ‘ - . . y r Y ; r ‘ ‘ y . ,
14 13 12 1 10 9 B8 7 6 S 4 3 2 1 0 ~1
f1 (ppm)
292 ZRRBERGSURRERRR
338 SESSH8RNOHS38% o
N7 9P N RS /@[@
F N
3ea
i
Li—_ll\‘ :
112 l;l liﬂ 1I;|9 ll;ﬂ ll:l7 106
f1 (ppm)
A
!
LAY for
230 220 210 200 190 180 l;ﬂ 160 150 1"0 130 120 110 100 20 ﬂ'ﬂ 7rﬂ 60 5’0 40 30 20 10 0 10
1 (ppm)

S5



TH NMR and 3C NMR spectra of 2-phenylbenzo[d]oxazole-5-carbonitrile (3fa)
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IH NMR and 3C NMR spectra of 2-p-tolylbenzo[d]oxazole (3ab)
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'"H NMR and *C NMR spectra of 2-(4-bromophenyl)benzo[d]oxazole (3ac)

H [lift)

i Reg

o A o
2 aoe g
T T T t T T T G ikt 3 ded
(R R T IERE O T |
f1 (ppm)
|
|
e e e
I,
28938
S
r : - ' . : : r : T - ! ' s -
14 13 12 11 10 9 8 6 S 4 3 2 2 0 1 £
f1 (ppm)
o = & NERNSRR=
g 8§ 3 HESR4ER
| | I SIS |

CLCOr=

3ac

S8



'H NMR and 3C NMR spectra of 2-(4-fluorophenyl)benzo[d]oxazole (3ad)
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'H NMR and 3C NMR spectra of 2-methylbenzo[d]oxazole (3af).
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'H NMR and * CNMR spectra of 2-cyclopropylbenzo[d]oxazole (3ag)
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'H NMR and BC NMR spectra of S-methyl-2-p-tolylbenzo[d]oxazole (3cb)
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TH NMR and 3C NMR spectra of 2-(4-bromophenyl)-5-methylbenzo[d]oxazole (3cc)
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TH NMR and 3C NMR spectra of 2-(4-fluorophenyl)-5-methylbenzo[d]oxazole (3cd)

we—

2
~

&
L

&

FITE

612
Tk

660
HS z

Fooz

6
1 (ppm)

10

12

13

0572~

68°601
0Tt
0zert
54T
sa'rt
et
SE'0ZT
€291,
69621
ezt
89°061
¥OPET
e
006,
SETTI~
[0'29T
€2z
e,
1891

Q

3cd

T
140

150

160

120 110 100
1 (ppm)

130

1% 180 170

200

210

230 220

S14



'H NMR and 3C NMR spectra of 5-bromo-2-(p-tolyl)benzo[d]oxazole (3db)
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TH NMR and 3C NMR spectra of 5-bromo-2-(4-bromophenyl)benzo[d]oxazole (3dc)
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'H NMR and 3C NMR spectra of 5-chloro-2-p-tolylbenzo[d]oxazole (3hb)
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'H NMR and 3C NMR spectra of 5-Fluoro-2-p-tolylbenzo[d]oxazole (3eb)
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