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

Supporting Information

Nickel-Catalyzed Decyanation of Inert Carbon-Cyano Bonds

Tuhin Patra, Soumitra Agasti, Akanksha and Debabrata Maiti*

Department of Chemistry, Indian Institute of Technology Bombay,

Powai, Mumbai 400076
E—mail: dmaiti@chem.iitb.ac.in



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

2-(3-Phenyl-1H-pyrazol-1-yl)benzonitrile
(Table 2, entry 2b-SM) *H-NMR

S S —

85 80 7.5 7.0 6.5 6.0 55 50 45 40 35 3.0 25 2.0 15 1.0 0.5 ppm

2-(3-Phenyl-1H-pyrazol-1-yl)benzonitrile
(Table 2, entry 2b-SM) *C-NMR

N, 2
N

CN

L]

T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

S2-1



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

2-(1H-Pyrrol-1-ylbenzonitrile
[/ \5 (Table 2, entry 2d-SM) *H-NMR
~ V2
|
i i
||||
6.50 6.45 640 635 630 f J JNL
Hj RS SRR NE RN RS EE RN AR RN B
7.70 7.30 730 720 7.10
J
I I I I 1T T I I I I
10 9 g 7 6 5 4 3 2 1
g 2
2-(1H-Pyrrol-1-yl)benzonitrile
!\ (Table 2, entry 2d-SM) *C-NMR
CN g
|
|
[ |
|
i
L L L I L L L L L L L L
200 175 150 125 100 75 50 25

S2-2



CN

N
Z

7.2

7.4

7.5

f1 (ppm)

S2-3

2-(1H-Indol-1-yl)benzonitrile
(Table 2, entry 2e-SM) '"H-NMR
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CN 1-Benzyl-1H-indole-3-carbonitrile
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1-Benzyl-1H-indole-4-carbonitrile
(Table 2, entry 2h-SM) *H-NMR
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2-(4-Ethyl-4,5-dihydrooxazol-2-yl)benzonitrile
(Table 2, entry 2i-SM) *H-NMR
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4-(4-Ethyl-4,5-dihydrooxazol-2-yl)benzonitrile
(Table 2, entry 2j-SM) *H-NMR
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2-(naphthalen-1-yl)propanenitrile
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1,4-Dibutoxy-2-naphthonitrile
(Table 1, entry 1a) *C-NMR
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1,4-Dibutoxy-2-naphthonitrile
(Table 1, entry 1a) ‘H-NMR
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2-Methoxynaphthalene
(Table 1, entry 1b) *H-NMR
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Naphthalene
(Table 1, entry 1d and 1e) *H-NMR
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Biphenyl
(Table 1, entry 1f) *H-NMR
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4-Cyanobiphenyl
(Table 1, entry 1g) *H-NMR
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Benzophenone
(Table 1, entry 1i) "H-NMR
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H
1-Methoxynaphthalene
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4-Methylbiphenyl
(Table 1, entry 1k) *H-NMR
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1-Phenyl-1H-indzole
(Table 2, entry 2a) *H-NMR
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1,3-Diphenyl-1H-pyrazole
(Table 2, entry 2b) 'H-NMR
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1-Phenyl-1H-pyrrole
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\ 1-Phenyl-1H-indole
N ’ (Table 2, entry 2e) *H-NMR
BE $03@ SEBEEREEANAAS g

\

)rf j J- ‘ T T T T | T T T T | T T T T ‘ T T T T | T T T T | T T
7.80 7.60 740 720 7.00 6.80
.
10 9 8 7 [ 5 4 3 2 1
piie 2
N\ 1-Phenyl-1H-indole
N (Table 2, entry 2e) *C-NMR
H 22 33 :m;.‘i °°: P
|
|
|
| |
N |
L .
I T T T 15 l T T T T I-l T T T l T T T T ]-I T T T I T T T T l T T T T l T T T T l T T T T
225 200 175 150 125 100 5 50 25

S2-24



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

5-Methoxy-1-phenyl-1H-indole
(Table 2, entry 2f) *H-NMR
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4-Ethyl-2-phenyl-4,5-dihydrooxazole
(Table 2, entry 2i and 2j) *H-NMR
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4-Methylphenol
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Nonylbenzene
(Table 3, entry 3c) ‘H-NMR

Me

10

Nonylbenzene
(Table 3, entry 3c) *C-NMR
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1-Ethylnaphthalene
(Table 3, entry 3e) ‘H-NMR
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(Table 3, entry 3e) *C-NMR
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Undecane
(Table 3, entry 3f) '"H-NMR

Me\/\/\/\/\/\H

0.75

Undecane
(Table 3, entry 3f) *C-NMR
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