Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Information

Spectral data for new compounds

Palladium catalyzed direct and regioselective arylations of
indoles, benzofuran and benzothiophene with
aryldiazonium salts

André F.P. Biajoli, Eduardo T. da Penha and Carlos R. D. Correia

Instituto de Quimica, Universidade Estadual de Campinas, Unicamp, Campinas, Sdo Paulo,
Brazil.. C.P. 6154, CEP 13084-971

roque@igm.unicamp.br



OMe

MeO

N
Me

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

Fo
Fo
S
Lo
=]
20Te— 3
Lo
=]
_ fo
«
Lo €095—
o
Fo
@
%}
L0e3f
\W/
W L &
L= =3
— af o=
F26
<2
g
E
F s
[
10'66—
Lo
< 8LT0T—
[ ) STS0T—
M 08'60T—
Lo
5
O 205TT—
L SL6TT
| S50 |
Fu 25TeT—
]
E Y98T— ——
Lo 67geT—
S
90'8eT— ——
£ O ez6eT/
6E9-\ 1607
099 Yo [<B)
X <
99— 1023 M o
. o 2=
80 »Mwﬂwﬂ o3k~ zz65T——%
6TL~ 013
Ly =1 92297 — ——
6L % 013
€L L
L 0TI~
151 \
85'L £
Lo
@

9%
Chemical Shift (ppm)




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

3.45

—7.56

—7.58

Boc

CF4

OMe

N
o
@
______,/‘Q,MJ J
0.67 2.00 1.991.00 1.42 0.96 3.05 11.24
[ oo Y [ [ [
\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\
8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0

Chemical Shift (ppm)



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

Oy O'Bu
N

(O

ppm




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

[

H,0

A\ ppm

0.5

H,«—Hy
<

1.0

1.5

2.0

2.5

A —>H] | 3.0

H<—H.

w— 3.5

4.0

8.0

7.5

7.0

6.5

6.0

5.5

5.0

4.5 ppm



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

o

5
«
2
o
el =
<[
B
R
o ol
I~
el
g=
Al L
8 8 3 5 o
g8 8 3 5 g
& 838 3 B
=l = I
an 78 7 " an 2R 2an 25
3
B
S8
b
89858
§388% g ]
Egegg || S & 7
$<58s 8
TTE
[ ’/ J J |
72 64 56 48 40

Chemical Shift (ppm)



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

()

Chemical Shift (ppm)

—55.93

o
q =
se Baad %
5889 89 b=}
‘T@\M
o
) -
"o A
2 g8
5 ! 4
b g8
[0
TP e e
160 152 144 136 128 120 112 104 96 88 80
Chenical Shift (ppm)



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

:
o— g
Al A - .
— =l —l H
80 75 70 65 6.0 55 50 45 4.0 35 30 25 20 15 10 05
o
‘methylene chioride
; :
5 ;
O : :
3
e
i}
2z
3
58S 3 8
SEER ¢
—
3
g
§
K1
o3
:
lire
g 8 )
g J88 7
88
&
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
168 160 152 144 136 128 120 112 104 9% 88 80 72 64 56 48 40 32 24 16

Chemical Shift (ppm)



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

CABO078
ANDRE_AM3_160212 4548 (18.225) Cm (4548-(4511+4635)) TOF MS El+
- 267.1250 423
100
266.1154
m 2
149.0604
144.0734 180.0792 252.0953 2681268
181.0880 209.0677
] 154.0661 167.0701 192.0724 236.1046
e T O T O o Y
O~ e e e e T T T T e e
ANDRE_AM3_160212 (3.062) Is (1.00,1.00) C17H17NO2 TOF MS El+
) 267.1259 8.20e12
100
[T
et
| '\ f H"x i
—~ M _
!
he
2
268.1292
269.1320
O T T T T T T T T T T T T T T T T T T T T I e e e e MYZ
120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

CABO078
05_03_12_AF_OME2 3595 (15.041) Cm (3595-(3583+3614)) TOF MS El+
100~ 197.0419 960
240.0610
LIS 165.0694
152.0618 225.0349
134.0191 239.0528
195.0251
224.0317 .
63.0237 147.0230 171.0237 198.0460 241.0648
, 51-0227 77.0385  98.0187 1(08-0571 1 ( ' 223.0536T 226.0396 || 2420603
05_03_12_AF_OME2 (3.062) Is (1.00,1.00) C15H120S TOF MS El+
240.0609 8.02e12
100~
m—
F \" b4
= | Ohe
o
2
241.0641
242.0595
O e T T T T T Mz

T T T T S N R A R L A R R R A A R RS S RSN NSRS A AR
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

CABO078
ANDRE_AM1_080212 (3.062) Is (1.00,1.00) C15H120S TOF MS El+
100- 240.0609 8.02e12
DI e
——
% 7N R &
5
241.0641
242.0595
S SESESEESSSESUIS SN SESSNRUS SIS SUNESSSESESSUSERSE SIS SUUESESS SRS SH S SSEEESH USSR S SUNSSEUUSH 1| ST -
ANDRE_AM1_080212 2666 (11.942) Cm (2666-(2630+2696)) TOF MS El+
100 2250362 240.0601 770
e 197.0340
153.0502  165.0611 226.0347) 544 0670
152.0614 195.0286 198.0381 242.0608
74.0137 127.0538 1500436} 199.0276 |
0 \\\\‘\\\\\\\\\\\‘\\\ etk et ‘m”w‘”‘w”w”w””‘ U A A A R A IS LA IR AR AR 11174
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290




Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

100+

%

110.5188

ANDRE_AM2_080212_2 4143 (16.868) Cm (4143-(4091+4174))

152.0759
N

CABO078

178.0687

165.0712

223.0540

221.0392

208.0292

238.0816

224.0626

239.0816
240.0670

TOF MS El+
428

ANDRE_AM2_080212_2 (16.868) Is (1.00,1.00) C16H14S
100+

O frrrrprrrrprrrr e e

O IR R R Rl R R RN RN R

238.0816

239.0848

240.0803

TOF MS El+
7.94e12

S R L R A L ) A L Nl A A R A R R A A S R R R A A A R RN R A AR A AR SRR SRS AAAM AR
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290

e mM/fz




Electronic Supglementary Material (ESI) for RSC Advances

This journal is

100 H

transmittance (%)

O
o
|

80

The Royal Society of Chemistry 20

ke

s M —

he

3500

|
3000

| |
2500 2000
-1
wavenumber (cm )

|
1500

|
1000




Electronic Supplementary Material (ESI) for RSC Advances
This journal is ©qrhe Royal Society of Chemistry 2012

100 -
— Et
s . M
8 =( |
C =
O
ﬁg 90 -
(V)]
(-
©

80 -

| ' | ' | ' | ' |
3000 2500 2000 1500 1000

wavenumber (cm™)



Electronic Suppléjnentary Material (ESI) for RSC Advances
This journal is © Tjhe Royal Society of Chemis

100 - | ﬂ W\ m
? T e Ohde
< R
Q /7
C 90 - 5
S
=
) i
c
£
80 -
70 I || I 1 I 1 I | I
3000 2500 2000 1500 1000

wavenumber (cm'1)



Electronic Supplementary Material (ESI) for RSC Advances

This journal is ©jThe Royal Society of Chemistry 2012
100 -
llll.‘“h-h
o 7o &
595 _ = - Il OMe
b
O
C
_9 -
5
C 90 -
©
=
85 —
| ' | ' | ' | ' |
3000 2500 2000 1500 1000

-1
wavenumber (cm )



