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Pyruvonitrile / Me,CuLi-Lil z-Complex

'H NMR (-100 °C)
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Pyruvonitrile / Me,CuLi-Lil n-Complex

3C NMR (-100 °C)
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Pyruvonitrile / Me,CuLi-Lil 7-Complex

HMQC (-100 °C)
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Pyruvonitrile / Me,CuLi-Lil n-Complex

HMBC (100 °C)
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Pyruvonitrile / Me,CuLi-Lil 7-Complex

HMBC (~100 °C)
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Pyruvonitrile / Me,CuLi-Lil n-Complex

1-D NOE (irradiation offset = 1.40 ppm) (-100 °C)
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Benzoyl cyanide / Me,CuLi-Lil n-Complex

'H NMR (-100 °C)
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Benzoyl cyanide / Me,CuLi-Lil n-Complex

3C NMR (-100 °C)

01
i

0.09
it

0.08
i

007
1

0.06
!

0.04
i

0.2
i

001
1

T T T T T T T T T T T T T T T T T TTRTT T T T T T
2000 1900 1800 1700 1600 1500 1400 1300 1200 1100 1000 900 $00 700 600 500 400 300 200 100 0 100 -200 -300

X : parts per Million : 13C




Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2013

Benzoyl cyanide / Me,CuLi-Lil n-Complex

HMQC (-100 °C)
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Benzoyl cyanide / Me,CuLi-Lil n-Complex

HMBC (100 °C)
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Benzoyl cyanide / Me,CuLi-Lil n-Complex

HMBC (~100 °C)
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Study of the benzoyl cyanide / Me,CuL.i-Lil m-complex using isotopic labelling.
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Note that in the titles below the number of stars (*) refers to the number of labeled atoms.
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***Benzoyl cyanide (Substrate Only)

13C (carbonyl carbon) (-100 °C)

0

50.0
i

400
i

200
i

100
n

T T T T T T T
1692 169.1 169.0 1689 1688 168.7 1686

X : parts per Million : 13C

O
73.41 Hz
N\
—N

-~

2.50 Hz



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2013

***Benzoyl cyanide (Substrate Only)

3C (cyano carbon) (-100 °C)
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***Benzoyl cyanide (Substrate Only)

N (cyano nitrogen) (=100 °C)
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***Benzoyl cyanide / **Me,CuLi-Lil z-Complex

13C (carbonyl carbon) (-100 °C)

12.71 Hz

12



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2013

***Benzoyl cyanide / **Me,CuLi-Lil z-Complex

3C (cyano carbon) (-100 °C)

N \81.21 Hz O\C /
u
T

\\4 In,,

15.03 Hz

3.18 Hz

13



Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2013

***Benzoyl cyanide / **Me,CuLi-Lil z-Complex

>N (cyano nitrogen) (=100 °C)
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***Benzoyl cyanide / **Me,CuLi-Lil z-Complex

3C (CuMe cis to carbonyl C) (-100 °C)
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***Benzoyl cyanide / **Me,CuLi-Lil z-Complex

13C (CuMe trans to carbonyl C) (—100 °C)
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