Electronic Supplementary Material (ESI) for ChemComm.
This journal is © The Royal Society of Chemistry 2015

VII. 'H and 3C NMR Spectra of Substituted Benzoic Acids
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'"H NMR spectrum of 4-phenyl-2-nitrobenzoic acid (2d) in DMSO-d at 400 MHz.
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3C NMR spectrum of 4-phenyl-2-nitrobenzoic acid (2d) in DMSO-d at 100 MHz.
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trobenzoic acid (2j) in DMSO-dy at 100 MHz.

S20

8b2'62l—
228'621— -

-ni

I3C NMR spectrum of 5-phenyl-2

ppm



VIIL.'H and 3C NMR Spectra of Substituted Benzoxazoles
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'"H NMR spectrum of 5-tert-butylbenzoxazole (1¢) in CDCl; at 400 MHz.
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3C NMR spectrum of 5-tert-butylbenzoxazole (1¢) in CDCl; at 100 MHz.
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"H NMR spectrum of 5-methoxybenzoxazole (1d) in CDCl; at 400 MHz.
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I3C NMR spectrum of 5-methoxybenzoxazole (1d) in CDCl; at 100 MHz.
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"H NMR spectrum of 5-phenylbenzoxazole (1¢) in CDCI; at 400 MHz.
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13C NMR spectrum of 5-phenylbenzoxazole (1e) in CDCl; at 100 MHz.
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'H NMR spectrum of 5-chlorobenzoxazole (1f) in CDCl; at 400 MHz.
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I3C NMR spectrum of 5-chlorobenzoxazole (1f) in CDCl; at 100 MHz.
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"H NMR spectrum of 5-bromobenzoxazole (1g) in CDCIl; at 400 MHz.
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I3C NMR spectrum of 5-bromobenzoxazole (1g) in CDCl; at 100 MHz.
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'"H NMR spectrum of 7-methylbenzoxazole (1h) in CDCl; at 400 MHz.
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13C NMR spectrum of 7-methylbenzoxazole (1h) in CDCI; at 100 MHz.
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'"H NMR spectrum of 4-methylbenzoxazole (1i) in CDCl; at 400 MHz.
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13C NMR spectrum of 4-methylbenzoxazole (1i) in CDCl; at 100 MHz.
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'"H NMR spectrum of 6-methoxybenzoxazole (1j) in CDCl; at 400 MHz.
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13C NMR spectrum of 6-methoxybenzoxazole (1j) in CDCl; at 100 MHz.

ppm



€21'8—

)

219601

59021

b2 0SL
€66°2S 1

[ T
ppm 180

phenylbenzoxazole (1k) in CDCI; at 100 MHz.

13C NMR spectrum of 6-
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'H NMR spectrum of 6-chlorobenzoxazole (11) in CDCl; at 400 MHz.
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13C NMR spectrum of 6-chlorobenzoxazole (11) in CDCl; at 100 MHz.
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'H NMR spectrum of 6-bromobenzoxazole (1m) in CDCl; at 400 MHz.
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I3C NMR spectrum of 6-bromobenzoxazole (1m) in CDCl; at 100 MHz.
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IX. 'H and 3C NMR Spectra of Direct Arylation Products in Table 2 (3aa-3al)
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13C NMR spectrum of 2-(2-nitrophenyl)-benzoxazole (3aa) in CDCl; at 100 MHz.
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'H NMR spectrum of 2-(4-chloro-2-nitrophenyl)-benzoxazole (3ab) in CDCl; at 400 MHz.
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3C NMR spectrum of 2-(4-chloro-2-nitrophenyl)-benzoxazole (3ab) in CDCI; at 100 MHz.
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'H NMR spectrum of 2-(4-bromo-2-nitrophenyl)-benzoxazole (3ac) in CDCl; at 400 MHz.
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13C NMR spectrum of 2-(4-bromo-2-nitrophenyl)-benzoxazole (3ac) in CDCl; at 100 MHz.
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'"H NMR spectrum of 2-(4-phenyl-2-nitrophenyl)-benzoxazole (3ad) in CDCl; at 400 MHz.
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13C NMR spectrum of 2-(4-phenyl-2-nitrophenyl)-benzoxazole (3ad) in CDCl; at 100 MHz.
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'"H NMR spectrum of 2-(4-methyl-2-nitrophenyl)-benzoxazole (3ae) in CDCl; at 400 MHz.

N—0 DHOm nmn  —Nmnmow o
—0WO oo <t T O ST © OO <
20 == aNn O QRO @ NG 3
OSTPS Bm— I BLITOO®D S o mo® «
PYT TET I RN - NNNGG =
p NNNNN o~

e T R

AL 1
T T T T T T T T T T T T T
180 160 140 120 80 60 40 20

I3C NMR spectrum of 2-(4-methyl-2-nitrophenyl)-benzoxazole (3ae) in CDCl; at 100 MHz.
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trophenyl)-benzoxazole (3af) in CDCI; at 400 MHz.
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'H NMR spectrum of 2-(4-methoxy-2

6295

£v8'92
09120 ——=

668°LLL
€61°021L

29892 l———
20052 l——

vr92elL

LEL YL

6€€°0GL———
0605 1—

§20°6S L
980729 1L

|

13C NMR spectrum of 2-(4-methoxy-2

WA o

b

L

T
8

1

ppm

trophenyl)-benzoxazole (3af) in CDCI; at 100 MHz.
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trophenyl)-benzoxazole (3ag) in CDCl; at 400 MHz.
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13C NMR spectrum of 2-(3-chloro-2-nitrophenyl)-benzoxazole (3ag) in CDCl; at 100 MHz.
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'H NMR spectrum of 2-(3-chloro-6- nltrophenyl) -benzoxazole (3ah) in CDCl; at 400 MHz.
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I3C NMR spectrum of 2-(3-chloro-6-nitrophenyl)-benzoxazole (3ah) in CDCI; at 100 MHz.
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trophenyl)-benzoxazole (3ai) in CDCIl; at 400 MHz.
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trophenyl)-benzoxazole (3ai) in CDCI; at 100 MHz.
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trophenyl)-benzoxazole (3aj) in CDCl; at 400 MHz.
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trophenyl)-benzoxazole (3aj) in CDCI; at 100 MHz.
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trophenyl)-benzoxazole (3ak) in CDCl; at 400 MHz.
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"H NMR spectrum of of 2-(6-methyl-2-nitrophenyl)-benzoxazole (3al) in CDCI; at 400 MHz.
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13C NMR spectrum of 2-(6-methyl-2-nitrophenyl)-benzoxazole (3al) in CDCl; at 100 MHz.
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'"H NMR spectrum of 5-tert-butyl-2-(2-nitrophenyl)-benzoxazole (3ca) in CDCl; at 400 MHz.
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13C NMR spectrum of 5-tert-butyl-2-(2-nitrophenyl)-benzoxazole (3ca) in CDCl; at 100 MHz.
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'"H NMR spectrum of 5-phenyl-2(2-nitrophenyl)-benzoxazole (3ea) in CDCl; at 400 MHz.
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13C NMR spectrum of 6-chloro-2-(2-nitrophenyl)-benzoxazole (3fa) in DMSO-d at 100 MHz.
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'"H NMR spectrum of 5-bromo-2-(2-nitrophenyl)-benzoxazole (3ga) in CDCl; at 400 MHz.
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"H NMR spectrum of 4-methyl-2-(2
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13C NMR spectrum of 6-methoxy-2-(2-nitrophenyl)-benzoxazole (3ja) in CDCl; at 100 MHz.

S52



QO—NNOWONTMMANIN ‘ m
SONB e e OON ROO—0On®

ceney .m.w.vqw.w.m.'\.'\.v\.w\h'\.'\.v\.'\.wm@«em’.@@@«ewtttt<r.<r.<r.~af\ew.
q%w %

Sodas NN N N N N N N N N N N N N N N N NN NN NN N NN NNNNNNNNN

/@N\ Y &x\\&\\\ ////% PP
Ph O :
O,N

1
T T T T
8.2 8.0 7.8 7.6 7.4
|
|
AT ‘
il
r T T T T T T T T T T T
ppm il 10 9 8 7 6 5 4 3 2 1
by
10.945 2.62 1.4
e
0.9742.91 2.22

o ~ = A T ©

3 =i DNT  PANO NN OBN < 0o

~ @ @ oRT  TQUCRONmnN 0 seg

@ P =00 NecONNYY—O @ LR

in i < ITIT  OOoNNNINNS 3 NS
\ |/ /

T T T T T T
120 100 80 60 40 20

13C NMR spectrum of 6-phenyl-2-(2-nitrophenyl)-benzoxazole (3ka) in CDCI; at 100 MHz.

S53



o
L
005°Z
052 t
6052
Lo
(G133 —
0Lt J
msz
160" /—
96v i~ Lo
©
e
[
S¥8'4 2
29821 ~
7AN
Ke2—
ST
8167 L
i . ’
¥66'2— Lo
g7 o
566°
amm.h\
901°g
108N\
0Lt°L lerg—
AN = -
291" !
96v°s 2 o
3587
0687 — 1o
006°Z -
€067
8162 = F-40
226/ ¥
66, R clo
5662 ~
6662
801’8
cil'g
%
3%
2908
2lg Lo
pz4
o)
s
2 Lo
Z7 0O =
£
g
Lg

trophenyl)-benzoxazole (31a) in DMSO-d; at 400 MHz.
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'"H NMR spectrum of 6-chloro-2-(2

asLeLt

90€0v L

59681 L
666705 L

965765 L

S0Z'LEL—

2L el —

133

092'€€l—
vegeEEl—

T
8

1

ppm

trophenyl)-benzoxazole (3la) in DMSO-d; at 100 MHz.

-Nn1

I3C NMR spectrum of 6-chloro-2-(2

S54



NNoo—mmrxw B EPNNSSERRoBma— OB
..... NNRRINNNNNNNNNNNNOQQQQInnnN

BE3eB 00N NN NN NN N NN NN NN NN NN NN NN NN N

T\

8.1 8.0 7.9 7.8 7.7 7.6 7.5

'"H NMR spectrum of 6-bromo-2-(2-nitrophenyl)-benzoxazole (3ma) in CDCl; at 400 MHz.
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I3C NMR spectrum of 6-bromo-2-(2-nitrophenyl)-benzoxazole (3ma) in CDCl; at 100 MHz.
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"H NMR spectrum of 5-methyl-2-(4-phenyl-2-nitrophenyl)-benzoxazole (3bj) in CDCl; at 400 MHz.
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3C NMR spectrum of 5-methoxy-2-(4-bromo-2-nitrophenyl)-benzoxazole (3dc) in CDCl; at 100 MHz.
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3C NMR spectrum of 6-methoxy-2-(5-phenyl-2-nitrophenyl)-benzoxazole (3jj) in CDCl; at 125 MHz.
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