Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2014

Supplementary Information

Facile and convenient sequential homobimetallic
catalytic approach towards pB-methylstyrenes. A
one-pot Stille cross-coupling/ isomerization

strategy

Sebastian O. Simonetti, Enrique L. Larghi and Teodoro S. Kaufman*

Instituto de Quimica Rosario (IQUIR, CONICET-UNR) and Facultad
de Ciencias Bioquimicas y Farmaceéuticas, Universidad Nacional de
Rosario, Suipacha 531, S2002LRK Rosario, Argentina.

S-1



'H NMR spectrum of (E)-1-Methoxy-2-propenyl-benzene (3a)
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13C NMR spectrum of (E)-1-Methoxy-2-propenyl-benzene (3a)
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'H NMR spectrum of (E)-1-Methoxy-3-propenyl-benzene (3b)
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13C NMR spectrum of (E)-1-Methoxy-3-propenyl-benzene (3b)
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'H NMR spectrum of (E)-1-Methoxy-4-propenyl-benzene (3c)
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Zoom of *C NMR of (E)-1-Methoxy-4-propenyl-benzene (3c)
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'H NMR spectrum of (E)-4-propenylbenzonitrile (3d)
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13C NMR spectrum of (E)-4-propenylbenzonitrile (3d)
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'H NMR spectrum of (E)-1-(4-Propenyl-phenyl)-ethanone (3e)
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13C NMR spectrum of (E)-1-(4-Propenyl-phenyl)-ethanone (3e)
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'H NMR spectrum of (E)-1-Methyl-4-propenyl-benzene (3f)
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3C NMR spectrum of (E)-1-Methyl-4-propenyl-benzene (3f)
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'H NMR spectrum of (E)-1-Methyl-2-propenyl-benzene (3g)

13C NMR spectrum of (E)-1-Methyl-2-propenyl-benzene (3g)
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'H NMR spectrum of (E)-4-Methoxy-2-nitro-1-propenyl-benzene (3h)
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13C NMR spectrum of (E)-4-Methoxy-2-nitro-1-propenyl-benzene (3h)
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'H NMR spectrum of (E)-2-Propenyl-benzoic acid ethyl ester (3i)
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13C NMR spectrum of (E)-2-Propenyl-benzoic acid ethyl ester (3i)
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'H NMR spectrum of (E)-2-Propenyl-biphenyl (3j)
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Zoom of 'H NMR spectrum between 7.0 and 8.0 ppm of (E)-2-Propenyl-biphenyl (3j)
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13C NMR spectrum of (E)-2-Propenyl-biphenyl (3j)
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Zoom of *C NMR spectrum between 120.0 and 140.0 ppm of (E)-2-Propenyl-biphenyl (3j)

N N

S8I8Y REg
SRR R
R e

135.77

133.62
— 131.09
= — 128

X

— 127.19
— 123.98
— 123.48

128
.«
™~

T T T T T T
139 138 137 136 135 134 133 132 131 130 129 128 127 126 125 124 123 122 P

S-12



HSQC NMR spectrum of (E)-2-Propenyl-biphenyl (3j)
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HMBC NMR spectrum of (E)-2-Propenyl-biphenyl (3j)
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'H NMR spectrum of (E)-Dimethyl-(4-propenyl-phenyl)-amine (3k)
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13C NMR spectrum of (E)-Dimethyl-(4-propenyl-phenyl)-amine (3k)
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'H NMR spectrum of (E)-1-Propenyl-naphthalene (31)
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Zoom of *H NMR spectrum between 6.5 and 8.0 ppm of (E)-1-Propenyl-naphthalene (3)

202
oLz
|4
ELL
ELs
gLz
GLZ
9LL
9Lz
-4
8cL
622
og’L
0gL
LEL
rEL
9g’L
282

o N
NN
NN

_sSsSNWWoesm—me—m—m—m

6€°L
ors
LyL
[2.44
Srl
¥l
Lyl
602
054
052
652
L9°L
c9L
roL
9L
592

A

6.6 pp

T
6.7




3C NMR spectrum of (E)-1-Propenyl-naphthalene (31)
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Zoom of *C NMR spectrum between 120.0 and 145.0 ppm of (E)-1-Propenyl-naphthalene (3l)

N
IIIERER
NNNOOOY
NNNNNN
LR ENE MR

— 141.28
— 140.17

135.96
— 130.16
— 128.78

w

f T T T T T T T T T T T T T T T T T T T T T T T T

144 143 142 141 140 139 138 137 136 135 134 133 132 131 130 129 128 127 126 125 124 123 122 pp.

S-16



COSY NMR spectrum of (E)-1-Propenyl-naphthalene (3l)
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HMBC NMR spectrum of (E)-1-Propenyl-naphthalene (3I)
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'H NMR spectrum of (E)-9-Propenyl-phenanthrene (3m)
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Zoom of *H NMR spectrum between 7.0 and 9.0 ppm of (E)-9-Propenyl-phenantrene (3m)
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'H NMR spectrum of (E)-9-Propenyl-phenanthrene (3m)
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Zoom of *C NMR spectrum between 120.0 and 140.0 ppm of (E)-9-Propenyl-phenanthrene
(3m)
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