RW-I-167H NN MR N QR MO NNNN—TFAA 400909 ¥ § ? =
-T- NINININININNNNNNNNNSNNNNNNNNDN O o o
i —— | |
Parameter Value
1 Data File Name | D:/ Project-N-CN
Cleavage/ C-CN/
N-CN C(sp2)-CN
data/ data/ RW-
I-167/ RW-
I-167H/20120112
6_01/
_pslabel_01.fjd/
fid
2 Title _pslabel |01
3 Comment RW-I-167H
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse Sequence ' s2pul
9 Experiment 1D
10 Relaxation Delay | 1.0000
11 Spectrometer 399.67
Frequency
12 Nucleus 1H
Me H
CN
NHTs
|
I
|
i | 'l 'I |
|
A Ja L
AR T T T T
NCOMoWMOo n o o o
VRO L S ) @ S 9
— O o o o ™M [s2]
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
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)

~5000

4500

4000

~3500

~3000

2500

—2000

1500

~1000

~500




60

55

~50

35

~30

25

20

~15

10
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Parameter Value
1 Data File Name D:/ Project-N-CN
Cleavage/ C-CN/ N-CN
C(sp2)-CN data/ data/
RW-I-167/ RW-
1-167C_20120126_01/
—pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment RW-I-167C
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature — 24.0
8 Pulse s2pul
Sequence
9 Experiment 1D
10 Relaxation 1.0000
Delay
11 Spectrometer 100.51
Frequency
12 Nucleus 13C
Me H
CN
NHTs
J
| |
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 T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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Thipghsbet] 610 TR Secekoh Chanibn@eld o o o = = R8T @ o
RW-I-167H-D NRNNNNNNNNNNNNNNNNNNNN < < N AN
T ——— o/ NG ~9000
8500
Parameter Value L
1 Data File Name — D:/ Project-N-CN ~8000
Cleavage/ to be L
submitted/ H C NMR/
1/ RW-I-167H- 7500
D_20120126_01/ r
_pslabel_01.fid/ fid 7000
2 Title _pslabel_01 ] |
3 Comment RW-I-167H-D / L6500
4 Origin Varian |
5 Spectrometer vnmrs L
6 Solvent cdcl3 | 6000
7 Temperature 24.0 |
8 Pulse Sequence s2pul 5500
9 Experiment 1D I
10 Relaxation Delay 1.0000 ~>000
11 Spectrometer | 399.67 '
Frequency ~4500
12 Nucleus 1H r
Me H —~4000
N -3500
NDTs 3000
—2500
—2000
—1500
—1000
500
| L
J Ll ,A A J\_ -0
i f f
S 8 8
S o aal 0 ~-500

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 T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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Std proton NNNNNNNNNKNNKKNO « N N
S === 4 '
~650
600
Parameter Value
1 Data File Name C:/ Users/ Falck_JRC/ Desktop/ RW-II-191NOE.fid/ fid 550
2 Title RW-II-191NOE
3 Comment Std proton i
4 Origin Varian 500
5 Spectrometer inova
6 Solvent cdcl3 —450
7 Temperature 30.0
8 Pulse Sequence NOESY1D =400
9 Experiment 1D-NOESY
10 Relaxation Delay 2.0000 350
11 Spectrometer Frequency 499.77
12 Nucleus 1H
—~300
Me H
- 250
CN
NHTs 200
—150
|
—100
|
I 50
I
|
A _0
—-50
—-100
—-150
T T T T T T T T T T T T T T T T T T T T T T T T 1
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

1 (ppm)
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Std proton
Parameter Value (f2, 1)
1 Data File Name X:/ wang/ RW-II-191COSY.fid/ fid
2 Title RW-II-191COSY
3 Comment Std proton
4 Origin Varian
5 Spectrometer inova
6 Solvent cdcl3
7 Temperature 30.0
8 Pulse Seququ_eiglz_?,4 gCosy
9 Experiment K_!.COSY

10 Relaxation Delay

12 Spectral Width

13 Lowest Frequency
14 Nucleus

15 Acquired Size

16 Spectral Size

1.5000

11 Spectrometer Frequency (499.77, 499.77)

(5069.7, 5069.7)
(-493.4, -493.4)
(1H, 1H)

(1024, 160)
(1024, 1024)

{4.94,2. 15)\Jr

Me H

CN
NHTs

i

{4.94,4.93\

{2.15,2.15)\‘
! L

{2. 15,4.93&Jr

~0.0

~0.5

1.0

1.5

2.0

2.5

~3.0

~3.5

~5.0

~5.5

~6.0

~6.5

~7.0

~7.5

~8.0

~8.5

9.0

9.0 8.5 8.0 7.5

7.0 6.5 6.0

5.5

5.0

T T T T T T T T T
4.5 4.0 3.5 3.0 2.5
f2 (ppm)

2.0

1.5

f1 (ppm)
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Parameter Value

o n N

17.654
7.6342
7,592
-7.591
r7-57
-7.570

7.2

7. 1

7.166

7.150

7 1

7 1

6.97

6.97

6.95

1 Data File Name X:/ wang/ RW-
11-60-1H_20120420_01/
_pslabel_01.fid/ fid

Origin Varian
Owner
Solvent cdcl3

Pulse Sequence  s2pul

Acquisition Date  2012-04-20T04:12:26
Temperature 24.0

Number of Scans 128

Spectrometer 399.67
Frequency

10 Spectral Width 6410.3
11 Lowest Frequency -807.1

O 0O NO U A WN

4.764

2.572
2.553
2.405

/
2

2.610
2.591

0.864
0.846

/
{0.

0.827

12 Nucleus 1H
Me H
CN
NHTs
l A L . ﬂ
A, P W ah i\ o T
OO TONN W — o) n o <
VAT O AN a © o S =)
cCcooco-—HOOo o o N o ™
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
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.5
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-
11-60-1H_20120420_01/
_pslabel_02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-04-20T04:20:10
7 Temperature 24.0
8 Number of Scans 5000
9 Spectrometer 100.51
Frequency
10 Spectral Width 25000.0
11 Lowest Frequency -1445.3
12 Nucleus 13C
Me
CN
NHTs
| ! | ! ! | ! | ! | ! | ! | | ! | ! | | | | | | |
170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10

0
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ 201204/ RW-
11-61-2_20120424_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence| s2pul
6 Acquisition Date| 2012-04-24T01:36:25
7 Temperature 24.0
8 Number of 64
Scans
9 Spectrometer | 399.67
Frequency
10 Spectral Width | 6410.3
11 Lowest -807.1
Frequency
12 Nucleus 1H
13 Acquired Size | 1638
14 Spectral Size 16384
Me
Me H
CN
NHTs
“\ A ]m( J\_ A N J
T R is i\ T i\ 2
D NN - O < D D o [N o)
o QoaQQe 9 N a Q Q @
o ™ v o o o o (e0] ™M N
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 T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0



Electronic Supplementary Material (ESI) for Chemical Communications

This joumgl is © The Royal Societ)[nof Chergisl_trgycg%%
™ [ce} o ™M 0

HEVES) (=) ~N

O N MmMAN ™M [o0] ™M N N ™ M M
o) < NN~ < N A~ dp © ™ < — LN
7o) < CHARNDBNT — ) S ™ ¢ O o M N
(o) < MM ANANANANANAN — o N O O i <t —
T TN T T N5 T T 070

Parameter Value
1 Data File Name X:/ wang/ RW-II-59-2_20120424_01/ _pslabel_02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-04-24T18:10:55
7 Temperature 24.0
8 Number of Scans 10000
9 Spectrometer Frequency 100.51
10 Spectral Width 25000.0
11 Lowest Frequency -1445.3
12 Nucleus 13C
13 Acquired Size 32768
14 Spectral Size 32768
Me
Me H
CN
NHTs
_l N A
| ! | ! | ! | ! | ! | ! | ! | | ! | ! | | | | | ! | |
170 160 150 140 130 120 110 100 90 0 70 60 50 40 30 20 10

8
f1 (ppm)
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Parameter

1 Data File Name

Origin

Owner

Solvent

Pulse Sequence
Acqyisition Date
Temperature
Numper of Scans

Spegtrometer
Frequency

10 Spectral Widt
11 Lowest Frequéncy

O 0O NO U A WN

12 Nucleus
T S
O ™M 1N M
()] o O
~ - - o
I T I T
8.0 7.5

0.994
0.99-1

Value

X:/ wang/ RW-
11-59-1H_20120423_01/
_pslabel_01.fid/ fid

Varian

cdcl3

s2pul
2012-04-23T21:18:56
24.0

64

399.67

6410.3
-807.1
1H

CN
NHTs

4.437
3.217

3.199
3.189
3.181
3.172
3.154
3.144
3.126
—2.403

X

DM NO WO O N
DN ORNLM N NO
G G @ W LN LN
R R o B e o B o | i

?
|

LA

N
a
(=}

I ' I ' I ' I ' I
5.5 5.0 45 4.0 3.5
f1 (ppm)

098 =—

1.274
1.256
1.246
1.239
1.222
1.217
1.198
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Parameter Value
1 Data File Name C:/ Documents and Settings/
userl/ My Documents/
aWang/ wang/ wang1/ NMR/
RW-II-59-2/ RW-
11-59-2_20120424_01/
_pslabel_02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-04-24T18:10:55
7 Temperature 24.0
8 Number of Scans 10000
9 Spectrometer 100.51
Frequency
10 Spectral Width 25000.0
H
CN
NHTs
e _L_w W PRTRN ol I - e
| ! | ! | ! | ! | ! | ! | ! | | ! | ! | | | | | ! | |
170 160 150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value I
1 Data File Name Y:/ RUI/ WR-5B-H_20130525_01/ _pslabel_01.fid/ fid ~36000
2 Title _pslabel 01 I
3 Comment ~34000
4 Origin Varian 32000
5 Owner [
6 Site ~30000
7 Spectrometer vn —28000
8 Author L
9 Solvent cddl3 ~26000
10 Temperature 25.0 '
-24000
G 122000
~20000
~18000
i H r
CN -16000
MHTs I
~14000
~12000
~10000
—8000
~6000
| L
I ~4000
' —2000
A ~A— ~0
$ aves o1y 2000
~ MmN - AN o~ N ™ r
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 T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5

f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/
userl/ My Documents/
aWang/ wang/ wang1l/ NMR/
RW-II-62/ RW-
11-62_20120424_01/
_pslabel_02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-04-25T00:39:07
7 Temperature 24.0
8 Number of Scans 10000
9 Spectrometer 100.51
Frequency
10 Spectral Width 25000.0
H
O CN
NHTs
‘ ‘ N, N
| ! | ! | ! | ! | ! | ! | ! | | ! | ! | | | | | | |
170 160 150 140 130 120 110 100 9 70 60 50 40 30 20 10

0 80
f1 (ppm)
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~50000

45000

~40000

~35000

—30000

25000

—20000

15000

10000

~5000

Thipipatier! (31 CTae Reval sagisfyobGhemistry 2013 o) a N
R S NUNUNUNUNUNDSENT= Value s < N
1 Data File Name ér/ %L_ZOBOSZS/ _pslablel_Ol.fid/ fid |
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Owner
6 Site
7 Spectrometer vRmrs
8 Author
9 Solvent cl3
10 Temperat{re 4.0
11 Pulse Sequence 2pul
12 Experiment 1D
13 Number of Scans 128
14 Receiver Gain 4? O
. H
(L4
MHTs
|
|
I | | | |

I i | l A

I WAL A )

T AP T T T T

5 RIFM]D 8 S 8 8

o o = N — — — ™M

T T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 2.5 2.0 1.5 1.0 0.5 0.0
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Parameter Value
1 Data File Name  X:/ wang/ RW-
11-58-1C_20120421_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-04-21T09:32:21
7 Temperature 24.0
8 Number of Scans 10000
9 Spectrometer 100.51
Frequency
10 Spectral Width ~ 25000.0
11 Lowest -1445.3
Frequency
12 Nucleus 13C
13 Acquired Size 32768
14 Spectral Size 32768
).
O CN
NHTs
Mo VAl L T T TR P L P Y W i Vit el ! AT Iu“ A
| ! | ! | ! | ! | ! | ! | ! | ! | ! | ! | ! | ! | ! | ! | ! |
160 150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value
1 Data File Name Y:/ RUI/ WR-7B-H_20130525_01/ _pslabel_01.fid/ fid
2 Title _pslabel 01
3 Cpmment ~35000
4 | Origin Varian
[ Vg / /
6 Site
—30000
7 Spectrometer vnmrs
8 Author
9 Solvent cdcl3
10 Temnerature 25.0 25000
Chde
—20000
o, H
L T
MHTs
—15000
—10000
| —5000
|
|
I I '
| |
I I I I
i | . .
AT T T T T
SRBB & S S 3 8
S — — — ™ o
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 T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)
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Parameter Value

1 Data File Name X:/ wang/ RW-II-107C_20120515_01/ _pslabel_01.fid/ fid

2 Origin Varian

3 Owner

4 Solvent cdcl3

5 Pulse Sequence s2pul

6 Acquisition Date 2012-05-15T18:53:25

7 Temperature 24.0

8 Number of Scans 9000

9 Spectrometer Frequency 100.51

10 Spectral Width 21186.4

11 Lowest Frequency -1046.0

12 Nucleus 13C

13 Acquired Size 32768

14 Spectral Size 32768

MeO
0 .
O CN
NHTs
A 110 ,
I ' I ' I ' I ' I ' I ' I ' I ' I ' I ' I ' I I ' I I ' I I I I I I
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10

f1 (ppm)
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Parameter NNNNNNNNNRERENNRENNNNNNRR 13
e |
1 Data File Name Y:/ RUI/ WR-8B-H_20130525_01/ | pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Owner
6 Site
7 Spectrometer vnmrs
8 Author
9 Solvent cdcl3
10 Temperature 25.0

MHTs

4.89

2.45

32000

~30000

28000

—26000

24000

—22000

20000

~18000

16000

14000

12000

~10000

~8000

~6000

4000

—2000

|
ool
1"
AT T
NONNN MM (o)}
SSaN—oq x
A ANM A o

1.04—= —

—-2000

300 ——mm8M—
. — .
o

10.0 9.5 9.0

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0

f1 (ppm)

4.5

4.0

3.5

&

2.0 1.5 1.0 0.5
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77.019
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Parameter Value

1 Data File Name X:/ wang/ RW-II-108C_20120516_01/ _pslabel_01.fid/ fid
2 Origin Varian

3 Owner

4 Solvent cdcl3

5 Pulse Sequence s2pul

6 Acquisition Date 2012-05-16T01:19:29

7 Temperature 24.0

8 Number of Scans 9000

9 Spectrometer Frequency 100.51

10 Spectral Width 21186.4

11 Lowest Frequency -1046.0

12 Nucleus 13C

13 Acquired Size 32768

14 Spectral Size 32768

F
).
O CN
NHTs
|| J | 1
I ' I ' I ' I ' I ' I ' I ' I ' I '
170 160 150 140 130 120 110 100 90

80
f1 (ppm)
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Parameter

1 Data File Name

Title
Comment

Origin
Owner
Site

Spectrometer
Author

O O N O Uu b~ WN

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Number of Scans
14 Receiver Gain

15 Relaxation Delay
16 Pulse Width

17 Acquisition Time
18 Acquisition Date
19 Modification Date

Value

C:/ Documents and

Settings/ labuser/ Desktop/
RW-II-138H_20120607_01/

—pslabel_01.figd/ fid
_pslabel 01

= i) ]

vnmrs

cdcl3

24.0

s2pul

1D

128

30

1.0000

0.0000

2.5559
2012-06-07T08:31:36
2012-06-07T07:39:16

4.78

—2.46
—2.31

~18000
~17000
16000
15000
~14000
~13000
12000
11000
—10000
9000
~8000
;7000
—6000
;5000
;4000
;3000
;2000

~1000

20 Spectrometer 399.67 H
Frequency _—
21 Spectral Width 6410.3 CN
22 Lowest -807.1
Freanencv NHTs
|
I ‘
] | S
T f 7T
g & S8
— o ™M O
T T T T T T T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)

—-1000
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40000

~35000

~30000

25000

20000

15000

10000

~5000

oo NOOMN— Y ©MNO S gs% 82
R I BINNIFARELLALS ~ NS =
T T TN =1 1 N2 v
Parameter Value
1 Data File Name C:/ Documents and Settings/
labuser/ Desktop/ RW-
11-138C_20120606_01/
_pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Owner
6 Site
7 Spectrometer vnmrs
8 Author
9 Solvent cdcl3
10 Temperature 24.0
11 Pulse Sequence | s2pul
12 Experiment 1D
13 Number of Scans| 8800
14 Receiver Gain 60 I
15 Relaxation Delay 1.0000
16 Pulse Width 0.0000
17 Acquisition Time | 1.5466
18 Acquisition Date  2012-06-06T18:05:09 Me
19 Modification Date 2012-06-06T23:18:46 Me
20 Spectrometer 100.51
Frequency H
21 Spectral Width | 21186.4 —
22 Lowest Frequency -1046.0 O CN
A Rt n anm NHTs
|
|
|
|
| | il” |
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
170 160 150 140 130 120 110 100 90 80 60 50 40 30 20 10

f1 (ppm)
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NN 2 NN NN NI s N o 3 -
%w«—"i | ue | 40000
1 Data File Name Y:/ RUI/ WR-10B-H_20130525_01/ _pslabel_01.fid/ fid L
2 Title _pslabel_01 38000
3 Comment L
4 Origin Varian —36000
5 Owner '
~34000
6 Site L
7 Spectrometer vAmrs —32000
8 Author I
—30000
9 Solven cdcl3 / I L

10 Temperature 25.0 —28000

i C ~26000

%, H -24000
G NHL}"; 22000
20000
18000
16000
14000
12000
10000
8000

~6000

' ' 4000

i 2000

—-2000

0.95—=
0.98—=
3.01=
3.00=

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.0
f1 (ppm)
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| RS ey N 000
Parameter Value
1 DataFile  X:/wang/ 201207/ 30000
Name RW- I
II-151_ 20120711 01/ 128000
_pslabel_02.fid/ fid
2 Title _pslabel_02
3 Comment 26000
4 Origin Varian |
5 Spectrometer vnmrs 24000
6 Solvent cd3cn
7 Temperature 24.0 ~22000
8 Pulse s2pul I
Sequence -20000
9 Experiment 1D
10 Relaxation 1.0000 L
Delay 18000
11 Spectrometer 100.51
Frequency ~16000
12 Nucleus 13C
—14000
O -12
b 000
Me — I
NHTs 8000
—6000
| L
' ~4000
\ \ it A 2000
! J L A ‘ M _0
—-2000
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 T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)
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Parameter Value
1 Data File Name Y]/ RUI/ WR-11B-H_20130525_01/ _pslabel_01.fid/ fid
2 Title _psidbel_01 ~45000
3 Comment
4 Origin rign
5 Owner / / / [ f ~40000
6 Site
7 Spectrometer vnmrs
8 Author 35000
9 Solvent cdcl3 7
10 Temperature 25.0 he
G —30000
= H
G CN —25000
MHTs
—20000
—15000
—10000
|
—5000
| |
|
1 A -0
P e T T U
58338 = S s 3
O MM ~— — o ™M
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
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)
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—60000

~55000

~50000

45000

40000

~35000

—30000

25000

—20000

15000

—10000

~5000

W o TN © T o
=N 3: M EH T OANRNN G NG OO ~ Mo L. 3010
e TR i N T
Parameter Value
1 Data File X:/ wang/ RW-
Name 11-187C_20120712_01/
_pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse s2pul
Sequence
9 Experiment 1D
10 Relaxation  1.0000
Delay
11 Spectrometer 100.51
Frequency
12 Nucleus 13C
R Me
.
NHTs
i
Ly
|
|
I l
l l n 1 e I
T T T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

—-5000
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VoSN SNV N NeE=——" Y % 17000
Parameter Value
1 Data File Name C:/ Documents and Settings/ ~16000
labuser/ Desktop/ RW-
I1-139H_20120607_01/
_pslabel_01.fid/ fid ~15000
2 Title _pslabel_01
3 Comment ~14000
4 Origin Varian
> oy [ 1] |
6 Site 12000
7 Spectrometer vnmrs
8 Author ~11000
9 Solvent cdcl3
10 Temperature 24.0 —10000
11 Pulse Sequence s2pul
12 Experiment 1D 9000
13 Number of Scans 128
14 Receiver Gain 30 8000
15 Relaxation Delay 1.0000 L
17 Acquisition Time 2.5559
18 ACQl?Ii-SitiO-n Date 2012-06-07T08:42:19 Me H 6000
19 Modification Date 2012-06-07T07:49:58
Me (0] — '
20 Spectrometer 399.67
Frequency Y CN —5000
21 Spectral Width 6410.3 Me NHTs
22 Lowest Frequency -807.1 —4000
—3000
|
i 2000
|
M I|I —1000
I
I JL Ll A }UL Lo
JL T T f 1 f T i il T
88 4 38 8 & & I & & 8 ~-1000
T T T T T T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
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03~

™~ ) LN

—50000

45000

40000

~35000

~30000

—25000

—20000

15000

10000

~5000

Y IRR RS 28a 8 nER 8 238
3 R I 88 JJIRYE 287 8 NRS oS N =
TT TN NPT NP T D2 AN
Parameter Value
1 Data File Name C:/ Documents and
Settings/ labuser/
Desktop/ RW-
11-139C_20120607_01/
_pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Owner
6 Site
7 Spectrometer  vnmrs
8 Author
9 Solvent cdcl3
10 Temperature 24.0
11 Pulse Sequence s2pul Me H
12 Experiment 1D
Me (0] —
13 Number of 8800 \r CN
Scans M
14 Receiver Gain 60 © NHTs
15 Relaxation 1.0000
Delay
16 Pulse Width 0.0000
17 Acquisition Time 1.5466
18 Acquisition Date 2012-06-07T00:22:33
19 Modification 2012-06-07T05:36:10
Date
20 Spectrometer 100.51
|
|
|
|
T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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VN A el — 65000
1 Data File Name C:/ Users/ WR-13B-H_20130525_01/ _pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment ~60000
4 Origin Varian
5 Owner 55000
6 Site
7 Spec r07ter/ [ vnmrs f L 50000
8 / Author
~45000
Mg
iy H ~40000
o
Cl
ik 35000
~30000
~25000
—20000
~15000
—10000
| ~5000
7y o T T T T
R& 8BRS 3 3 S 3
=] - oo S S e} ™ ~-5000
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 T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)
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400
Parameter Value
1 Data File Name D:/ Project-N-CN Cleavage/ C-CN/
N-CN C(sp2)-CN data/ RW-II-152/
RW-II-152C_20120626_01/
_pslabel_01.fid/ fid —-350
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Spectrometer vhmrs ~300
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse Sequence s2pul
9 Experiment 1D 250
10 Relaxation Delay 1.0000
11 Spectrometer 100.51
Frequency
12 Nucleus 13C 200
Me H
CN
—150
Cl NHTs
—100
50
|
| l ‘ N '
l | l “ IA Il ‘ l | _0
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 T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)
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—8000
Parameter Value L7500
1 Data File Name J:/ RW-II-148H_20130525/ _pslabel_01.fid/ fid
2 Title _pslabel_01 L7000
3 Comment
4 Origin Varian L6500
5 Owner |
6 Site ] ] ] f -6000
7 Spectrometer vnmrs I
8 Author —5500
9 Solvent cdcl3
10 Temperature 25.0 ~5000
11 Pulse Sequence s2pul
12 Experiment 1D ~4500
Me 4000
hel H I
e 3500
Ch
hel
MHTs 3000
—2500
—2000
1500
—1000
' ~500
I | ' ' | i I
)i_ A I !l Jk A M _0
LA S S 1 I -
— ~N 8 [SXe o S 8 (=)} _'500
o o ~— — O — O ™M o
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 T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)
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Thipitsbes B1© The Boyal Society of Chegnigtyy 8013 5 53 3 o o -
] N < o ANN L [t} S a S ™Mo © Q o m
3 EE§ 3 (o S 1 2 RRR ] NI —80000
| A I NN/ Y N \/
Parameter Value ~75000
1 Data File E:/ RW-
Name 11-148cC_20120611_01/ ~70000
_pslabel_01.fid/ fid L
2 Title _pslabel_01 65000
3 Comment
4 Origin Varian 60000
5 Owner |
7 Spectrometer vhmrs -
8 Author 50000
9 Solvent cdcl3
10 Temperature 24.0 45000
11 Pulse s2pul
Sequence
12 Experiment 1D ~40000
13 Number of 10000 r
Scans 35000
14 Receiver 60
Gain
15 Relaxation  1.0000 ~30000
Delay L
17 Acquisition ~ 1.5466
Time MeO p—
18 Acquisition  2012-06-11T21:29:50 CN —20000
Date
19 Modification 2012-06-12T04:34:24 MeO NHTs
Lo -15000
10000
|
| ~5000
L] } | |
| L 1 . ’
—-5000

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 T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)
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Th_'%ml@@gihmf R%% %Cﬁt%% Chemigry 2013 Q 58S 2 N A% 9 L 12000
N~ NSNS INININ < < S < < (o] o~ =
Voo e SN | N | N
—11000
Parameter Value
1 Data File :/ RW-II-188/ RW-
Name 11-188H_20120712_01/ L
pslabel_01.fid/ fid 10000
2| Title pslabel_01
3| Comment
9000
4 | Origin rian
S/Spec ometer ynmrs / I
6 Solvent cdcl3 8000
7| Temperature 24.0
8 Pulse s2pul
Sequence
9 Experiment 1D ~7000
10 Relaxation 1.0000
Delay
11 Spectrometer 399.67 -6000
Frequency
12 Nucleus 1H
Me H 5000
EtO,C —
CN
NHTs 4000
—~3000
| —2000
! | ! I i ~1000
|
Iift
JL J JM‘ JL.MJ Lo
T T T i T i T
& 2 R & @ k) ¢ R S
o ™ N o o — N ol o ~-1000
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 T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)
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Thipsfatier| (1© The Royal Sgciety of Chegistig 08 gy w sy & B ol o @ sa @
8 B I B8R-S 3RRE 4 = % = et B
i i ~— Ran o B B B e B e B e B T | i i ~ ~ (o) o N i
| | | SIS NP \/ |
~9000
Parameter Value
1 Data File X:/ wang/ RW-
Name 11-188C_20120712_01/
_pslabel_01.fid/ fid 18000
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Spectrometer  vnmrs —7000
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse s2pul
Sequence —6000
9 Experiment 1D
10 Relaxation 1.0000
Delay
11 Spectrometer 100.51 5000
Frequency
12 Nucleus 13C
Mg H L4000
EtO,C —
CN
NHTs
—3000
—2000
| —1000
|
|
umw l WA Y PRI Ay - Mg s o [— ()
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 T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)
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—5.28

—4.99

~3800
;3600
;3400
;3200
;3000
;2800
;2600
;2400
;2200
;2000
;1800
;1600
;1400
;1200
;1000
;800

;600

;400

200

(c2] o
< —
RW-I-224H NN NNNNNSGG6O6 ~ N
Vo NN | |
Paramete Value
1 Data File Na D:/ Published Paper/
Projedt-N-CN Clegvage/
H C|NMR/Data/ HC
NMR/|AZ/ RW- J J
1-224H_20120215_01/
_pslabel_01.fid/ fid
2 Title _pslabel 01
3 Comment RW-1-224H
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature  24.0
8 Pulse Sequence s2pu
9 Experiment 1D
10 Relaxation 1,0000 Me
Delay
11 Spectrometer  399.67
Frequency _CN
12 Nucleus 1H N
Ts
|
| |
| |
h
|
I AL |
TRy T T T T
N T oo (o)) n O (o)) o
o 0SS & S =] S S
~— AN o~ o — ~— ™M ™M
T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)

—-200
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[o0]

650

600

550

~500

~450

400

350

~300

250

—200

150

~100

~50

% | IR agmae 2 nR3 25
RW-I-224C FLE B0nR8R%1% = 3 N KNG o =
PN T T o i
Parameter Value
1 Data File Name D:/ Published Paper/
Project-N-CN Cleavage/
H C NMR Data/ H C NMR/
A2/ RW-
1-224C_20120215_01/
_pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment RW-I-224C
4 Origin Varian
5 Spectrometer — vnmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse Sequence s2pul
9 Experiment 1D Me
10 Relaxation 1.0000
Delay
11 Spectrometer  100.51 N/CN
Frequency |
12 Nucleus 13C Ts
|
Il
T T T T T T T T T T T T T T T T T T T T
.60 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

—-50
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Parameter Value
1 Data File X:/ RW-
Name 11-32_20120410_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse s2pul
Sequence
6 Acquisition 2012-04-10T10:56:43
Date
7 Temperature 24.0
8 Numberof 8 i
Scans
9 Spectrometer 399.67
Frequency
10 Spectral 6410.3
O .CN
N
Ts
J J Il A
LA R T
< —HwOwaoaomao — o o
X = 0Y xR < < <
——-HOoOmn—o — — (e0]

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 T T T T
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Parameter Value
1 Data File X:/ RW-l
Name 11-32_20)20410_01/
_pslabel J02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse s2pul
Sequence
6 Acquisition 2012-04410T710:57:20
Date
7 Temperature 24.0
8 Number of 700
Scans
9 Spectrometer 100.5]
Frequency
10 Spectral 25000j0
' | ' | ' |
140 130 120

108.436

110

100

90

77.344
77.025
76.707

/
\

0
f1 (ppm)

60

50

40

30

21.821

20

10



Electronic Supplementary Material (ESI) for Chemical Communications
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VERY, | | | - 3000
Parameter Value
1 Data File Name C:/ Documents and i
Settings/ labuser/
Desktop/ RW-
11-143H_20120607_01/
_ _pslabel_01.fid/ fid L5500
2 Titl _pslabel_01
3 Comment
4 Origin Varian -
5 Owner
6 Site
—2000
7 Spectrometer vnnmrs
8 Author
9 Solvent cdcl3 L
10 Temperature  24.0
11 Pulse s2pul
Seque.nce 1500
12 Experiment 1D
13 Number of 8
Scans
14 Receiver Gain 18 Me
15 Relaxation 1.0000
Delay MeO
16 Pulse Width 0.0000 —1000
.CN
17 Acquisition 2.5559 MeO N
Time Ts
18 Acquisition 2012-06-07T14:49:43 L
Date
10 Madifiratinn 2017-NA-N7T12-EN-1A
500
| |
|
|
II A I -
. AJ A JL_JL L JL o
T T T T T 7 T 7T T T
[s2) o < ™ o ™~ (Vo) i [0 ~
o) S o o — o o) o o)) [=))
~— o~ — — — — o (32] [a\] o L
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 T T T T T T
3.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

"1 (ppm)
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Parameter Value —26000
1 Data File C:/ Documents and
Name Settings/ labuser/
Desktop/ RW- —24000
11-143C_20120607_01/
_pslabel 01.fid/ fid
2 Title _pslabel 01 —22000
3 Comment
4 Origin Varian ~20000
5 Owner
§ Ste -18000
7 Spectrometer vnmrs
8 Author
—16000
9 Solvent cdcl3
10 Temperature 24.0
11 Pulse s2pul 14000
Sequence
12 Experiment 1D
13 Number of 600 Me —12000
Scan? . MeO
14 Receiver Gain 60
15 Relaxation ~ 1.0000 CN ~10000
Delay MeO l\ll
16 Pulse Width ~ 0.0000 Ts
17 Acquisition  1.5466 ~8000
Time
18 Acquisition 2012-06-07T14:55:56
Date —6000
10 Mandifiratinn 2012-N4-N7T14:-21:2R
—4000
| l L
| |
‘ m —2000
LA J o
—-2000
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 T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
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Parameter Value
1 Data File Name C:/ Documents and Settings/ user1/ Desktop/
RW-1-242_20120218_01/ _pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul .
6 Acquisition Date 2012-02-18T22:23:23
7 Temperature 24.0
8 Number of Scans 32
9 Spectrometer Frequemncy 399.67
10 Spectral Width 6410.3 OH
11 Lowest Frequency -806.0 @(\
12 Nucleus iH N/TS
13 Acquirfd Size 16384 H
14 Spectral Si 16384
[ )
- J | | J
R}y T T
NO = 00N 0] o i
Q X O @ Q Q A
oo m— o ™M o
I T I T I T I T I T I T I T I I I I I I I I I I I I
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5

4.0
f1 (ppm)
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R SHTRICEA RO B0 RO R B 3 N
| N NN
Parameter Value
1 Data File Name C:/ Documents and Settings/ user1/
Desktop/ RW-1-242_20120218_01/
_pslabel_02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-02-18T22:25:27
7 Temperature 24.0
8 Number of Scans 5000
9 Spectrometer Frequency 100.51
10 Spectral Width 25510.2 (j\A OH
11 Lowest Frequency -1699.5 N/TS
12 Nucleus 13C H
13 Acquired Size 32768
o l l‘ j L L . " M v - " ” "
' | ' | ' | ' | ' | ' | ' | ' | ' | ' | ' | ' | ' | ' | ' |
150 140 130 120 110 100 90 60 50 40 30 20 10

0 70
f1 (ppm)
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RW-I-256

—10.7

—9.832
7.78
7.76
7.70

Parameter

1 Data File Name C:/ Documents and Settings/ user1/ Desktop/

RW-I-256_20120222_01/ _pslabel_01.fid/ fid

!
11.5

2.369

2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-02-22T12:15:01
7 Temperature 24.0
8 Number of Scans 64
9 Spectrometer Frequency 399.67
10 Spectral Width 6410.3
11 Lowest Frequency -806.0
12 Nucleus 1H
13 Acquired Size 16384
14 $pectral Size 16384
~o
N s
H
T f —AAR
& & BDADIAARES
o o OO OoOOoOOoOOoOOoOOo

T L
11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0

6.0

5.5
f1 (ppm)

5.0

4.5

4.0

3.5

3.00-]
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RW-I-256

1 Data File Name

Origin

Owner

Solvent

Pulse Sequence
Acquisition Date
Temperature
Number of Scans

O 0 N o u1 Bh w N

10 Spectral Width

11 Lowest Frequency
12 Nucleus

13 Acquired Size

14 Spectral Size

~o
N Ts

H

T I T I T I T I T
210 200 190 180

T
170

OO ONDN T OO -

NMMOAOADT N QT 5
) TOMORNNN®XON
oy TOOVWOMmMANAN—N
(@)) < OO MmOMmOMmANNANAN A
i R R o B o IR o B R I I e B o B |
| NSNS LV

Parameter Value

C:/ Documents and Settings/ user1/ Desktop/
RW-1-256_20120222_01/ _pslabel_02.fid/ fid

Varian

cdcl3

s2pul
2012-02-22T12:18:59
24.0

512

Spectrometer Frequency 100.51

25510.2
-1699.5
13C
32768
32768

" T " T " T " T " T
160 150 140 130 120

T
110

' |
100
f1 (ppm)

90

21.553
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Parameter Value
1 Data File Name  C:/ Documents and
Settings/ user1l/ My
Documents/ aWang/
wang/ Rui/ NMR/ RW-
11-26_20120329_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequende  s2pul
6 Acquisition Dafe 2012-03-29T12:31:44
7 Temperature 24.0
8 Number of Scans 8
9 Spectromgte 399.67
Frequenc Ph
10 Bpectral Width 6410.3
11 Lowest -807.1
Frequen N,CN j
12 Nucleus 1H |
13 Acquired Size 16384 Ts
14 Spectral Size 16384
J‘i/“b j\ l M ’\-AN J L——L A Al A
i\ T T 7 e
LN N o %) o ™M Qoo o
a — a < Q A Q
— ™M N o — — — ™M
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
7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.0
f1 (ppm)
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Parameter Value
1 Data File Name  C:/ Documents and
Settings/ userl/ My
Documents/ aWang/
wang/ Rui/ NMR/ RW-
11-26_20120329_01/
_pslabel_02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence  s2pul
6 Acquisition Date 2012-03-29T12:32:21
7 Temperature 24.0
8 Number of Scans 700
9 Spectrometer 100.51 Ph
Frequency
10 Spectral Width 25000.0
11 Lowest -1445.3 N .CN
Frequency |
12 Nucleus 13C Ts
RRRN A N I |
T I T I T I T I I T I T I I T I I I I I I I
150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-
11-27_20120401_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner (
4 Solvent cdcl3
5 Pulse Seqyence s2pul
6 Acquisition Date 2012-04-01T21:07:55
7 Temperature 24.0
8 Number of{Scans 8
9 Spectromgter 399.67
Frequency
10 $pectral Widt 10.3
11 llowest Frequepcy -807.1
12 [Nucleus H
Me Me )
N,CN
|
Ts
ﬁ\ M\ JL AN ML A ‘ Al A
A ) T i T A
~N O ™M N~ < LN n A ™M INE=}
aQ NOo -~ < Q O. Q M N Q
O oM o~ - — — i — ™ [ea o]
| ' | ' | ' | ' | | ' | ' | ' | ' | | | | | | | |
8.0 7.5 7.0 6.5 6.0 5.5 5.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.0
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-
11-27_20120401_01/
_pslabel_02.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-04-01T721:08:32
7 Temperature 24.0
8 Number of Scans 10000
9 Spectrometer 100.51
Frequency
10 Spectral Width 25000.0
11 Lowest Frequency -144p.3
12 Nucleus 13C
Me Me
N/CN
Ts
T I T I T I T I T I T I I T I T I I I I I I I
150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value

1 Data File Name X:/ wang/ RW-

11-93_20120508_01/
_pslabel_01.fid/ fid

2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-05-08T13:35:4¢
7 Temperature 24.0
8 Number of Scans 8
9 Spectrometer 399.67

Frequency
10 Spectral Width 6410.3
11 Lowest Frequency -807.1
12 Nucleus 1H
13 Acquired Size 16384
14 Spectral Size 16384 F

7 77 7
O NN

|

Ts
Ropih, T
— = AN M WOMN i o
aQ Qoo ® Q <
- - - ~— —

T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5



Electronic Supplementary Material (ESI) for Chemical Communications

This journal iso©°ghe Royal Socit‘a\tyl_gfghemo'bst(gy %O$3oo
o nNLONOVY

QAN NN = O —
S 0N X oLwoan T N o N o O o
Q< NNO NONMONST AN T N < N = o)
™M — O oSS s odd s ) N N 9 ™~
O O < S < MMM ANANANANNH — o NN O i
- v B T o B o B o T o O o R o B e o B o B | i NN (o]
| | LV ssS\=—\ Y | N
Parameter Value
1 Data File Name  X:/ wang/ RW-
11-93_20120508_01/
_pslabel_02.fid/ fid

2 Origin Varian

3 Owner

4 Solvent cdcl3

5 Pulse Sequence  s2pul

6 Acquisition Date 2012-05-08T13:36:21

7 Temperature 24.0

8 Number of Scans 730 F

9 Spectrometer 100.51

Frequency
10 Spectral Width 25000.0
11 Lowest -1445.3
Frequency

12 Nucleus 13C

13 Acquired Size 32768 N .CN

14 Spectral Size 32768 |

Ts
. J " Il 1
I T I T I T I T I T I T I T I I T I T I I I I I I I
170 160 150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value
1 Data File Name X:/ RW-
11-92_20120508_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-05-08T14:52:51
7 Temperature 24.0
8 Number of Scans 8
9 Spectrometer 399.67
Frequency
10 Spectral Width 6410.3
11 Lowest Frequency -807.1
12 Nucleus 1H
OMe
O _CN
N
Ts
R R P T T
o0 MY T (o)) (0]
S R R I ) ] Q
- OM—O o o
. | . | . | . | . | . | . | . | . . |
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0

4.5
f1 (ppm)
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Parameter Value
1 Data File Name D:/ Project-N-CN Cleavage/ C-CN/ N-CN
C(sp2)-CN data/ data/ RW-II-92/ RW-
11-92_20120508_01/ _pslabel_02.fid/ fid
2 Title _pslabel_02
3 Comment
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse Sequence s2pul
9 Experiment 1D
10 Relaxation Delay 1.0000
11 Spectrometer Frequency 100.51
12 Nucleus 13C
OMe
O _CN
N
Ts
|
|
|
i ,
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 T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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Parameter Value

1 Data File Name V:/ wang/ RW-1I-136d_20120531_01/ _pslabel_01.fid/ fid

2 Title _pslabel_01

3 Comment

4 Origin Varian

5 Spectrometer vhmrs

6 Solvent cdcl

7 Temperatur 2 f f

8 Pulse Sequfnc /sjp | j

9 Experiment 1D

10 Relaxation Delay 1.0000

11 Spectrometer Frequency 399.67

12 Nucleus

1H

—2.46
—2.32

400

350

~300

250

200

150

~100

~50

Ts
|
TR A A T T T
®s-8 838 8 = @ 8
o= ™M — - — — N O
T T T T T T T T T T T T T T T T T T T T T
1.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)
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Parameter Value

1 Data File Name V:/ wang/ RW-II-136d_20120531_01/ _pslabel_02.fid/ fid

2 Title _pslabel_02

3 Comment

4 Origin Varian

5 Spectrometer vnmrs

6 Solvent cdcl3

7 Temperature 24.0

8 Pulse Sequence s2pul

9 Experiment 1D

10 Relaxation Delay 1.0000

11 Spectrometer Frequency 100.51

12 Nucleus 13C

Me li Me
O .CN
N
Ts
|
f [
A \‘ MLLMJL | J
T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)

;23000
;22000
;21000
;20000
;19000
;18000
;17000
;16000
;15000
;14000
;13000
;12000
;11000
;10000
;9000
;8000
;7000
;6000
;5000
;4000
;3000
;2000
;1000

—-1000

~-2000
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1600
Parameter Value
1 Data File E:/ RW- ~1500
Name 11-150c_20120611_01/
_pslabel_01.fid/ fid
2 Title _pslabel_01 ~1400
3 Comment I
4 Origin Varian 1300
5 Owner / / I J I
_ -1200
6 Site
7 Spectrometer vnmrs 1100
8 Author
9 Solvent cdcl3 1000
10 Temperature 24.0 L
11 Pulse s2pul 1900
Sequence
12 Experiment 1D
13 Numberof 8 ~800
Scans -
14 Receiver Gain 18 ~700
15 Relaxation 1.0000 L
Delay
16 Pulse Width ~ 0.0000 O 600
17 Acquisiton  2.5559 Me
Time ~500
18 Acquisition 2012-06-11T15:05:16 r
Date _CN 400
19 Modification  2012-06-11T13:05:50 '\Il |
Date Ts
o — e ~300
o 200
—100
N B
7 AT T A T
nERIE 5 g 8 8 8 ~-100
N = = LN i i — [s0] ™M

100 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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1 Data File Name E:/ RW-II-150/ ~14000
RW-
11-150c_20120
611_01/ —13000
_pslabel_02.fi
d/ fid
2 Title _pslabel_02 ~12000
3 Comment
4 Origin Varian ~11000
5 Owner
6 Site ~10000
7 Spectrometer vnmrs
8 Author _9000
9 Solvent cdcl3
10 Temperature | 24.0 8000
11 Pulse s2pul
Sequence
12 Experiment 1D ~7000
13 Number of 512
Scans
14 Receiver Gain 60 O ~6000
15 Relaxation 1.0000 M L
Delay N
16 Pulse Width ~ 0.0000 O 5000
17 Acquisition 1.5466 '
. _CN
Time N 4000
18 Acquisition 2012-06-11T1L .i.
Date 5:06:04 =
~3000
—2000
|
Il
—~1000
L) ~0
—-1000
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 T T
150 140 130 120 110 100 90 70 60 50 40 30 20 10 0
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Parameter Value 400
1 Data File C:/ Documents and
Name Settings/ labuser/
Desktop/ RW- '
11-159_20120614_01/
_pslabel_01.fid/ fid —~350
2 Title pslabel 01
3 Comment
4 Origin / /
5 Owner
300
6 Site
7 Spectrometer vnmrs r
8 Author
9 Solvent cdcl3 ~250
10 Temperature 24.0
11 Pulse s2pul -
Sequence
12 Experiment 1D 500
13 Number of 8
Scans

14 Receiver Gain 12 r
15 Relaxation 1.0000

Delay . —-150
16 Pulse Width = 0.0000 E
17 Acquisition 2.5559
Time Me :
18 Acquisition | 2012-06-14T14:21:45 O
Date 100
19 Modification = 2012-06-14T14:22:16
Date
20 Spectrometer 399i67 CN I
Frequency; N’
-t : . - I
Ts ' >0
N L A "
UL A A T T T T
N e 5 = s 8 8 L
o~ n < — ~— ™M ™M
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 T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
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Parameter Value I
1 Data File Name E:/ RW-II-159-20120614_01/ _pslabel_02.fid/ fid ~9000
2 Title _pslabel_02
3 Comment L
4 Origin Varian 8000
5| Owner
6 | Site r
7  Spectrometer vhmrs 7000
8 | Author
9 | Solvent cdcl3 I
10 Temperature 24.0
11 Pulse Sequence s2pul ~6000
12 Experiment 1D |
13 Number of Scans 650
14 Receiver Gain 60 L5000
15 Relaxation Delay 1.0000
16 Pulse Width 0.0000 L
17 Acquisition Time 1.5466 F
18 Acquisition Date 2012-06-14T14:22:34 Me 4000
19 Modification Date 2012-06-14T14:50:12
20 Spectrometer Frequency 100.51 r
21 Spectral Width 21186.4
22 Lowest Frequency -1046.0 ~3000
23 Nucleus 13C O CN
24 Acquired Size 32768 N’
25 Spectral Size 65536 Ts 5000
| L
by o i | ~1000
Il
L ! I
L WU ,
—-1000

170 160

150 140 130 120 110

100

—
90
f1 (ppm)

80

70

60

50

40

30

20

10
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~4000
Parameter Value

1 Data File Name  D:/ Project-N-CN Cleavage/
C-CN/ N-CN C(sp2)-CN
data/ data/ RW-1I-127-2/
RW- 3500
11-127-2_20120525_01/
_pslabel_01.fid/ fid

2 Title _pslabel 01
3 Jomment / /
4 Origin Varia ) J —~3000
5 Spectrometer vhmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse Sequence  s2pul L2500
9 Experiment 1D
10 Relaxation Delay 1.0000
11 Spectrometer 399.67

Frequency
12 Nucleus iH —2000

Me
1500
Cl ,\II/CN
Ts
—1000
|
k 500

Ji _ L B e .

T T ™ T T T

R & g 2 S & I

— o — ~— [e2] o

T T T T T T T T T T T T T T T T T T T T T T T T 1
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.0
f1 (ppm)
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~40000
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~30000
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—20000
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—10000
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Parameter Value
1 Data File D:/ Project-N-CN
Name Cleavage/ C-CN/ N-CN
C(sp2)-CN data/ data/
RW-II-127-2/ RW-
11-127-2_20120525_01/
_pslabel_02.fid/ fid
2 Title _pslabel 02
3 Comment
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse s2pu
Sequence Me
9 Experiment 1D
10 Relaxation 1.0000
Delay _CN
Cl N
11 Spectrometer 100.51 )
Frequency Ts
12 Nucleus 13C
|
|
T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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Parameter Value
1 Data File Name E:/ RW-II-157cH_20120616_01/
_pslabel_01.fid/ fid
2 Title _pslabel 01
3 Comment
4 Origin Varian
5 Owner
6 Site
7 Spectr er vhmrs
8 Author
9 Solvent cdcl3
10 Temperature 24.0
11 Pulse Sequence s2pul
12 Experiment 1D
13 Number of Scans 8
14 Receiver Gain 18
15 Relaxation Delay 1.0000
16 Pulse Width 0.0000
17 Acquisition Time 2.5559
18 Acquisition Date 2012-06-16T14:16:29
19 Modification Date 2012-06-16T14:17:24 Me
20 Spectrometer 399.67 EtOZC
Frequency
21 Spectral Width 6410.3 N .CN
Fe
1 |
1] | |
k A o
)

e T T T T T f T

838 S 3 g g = & N

o — NN o ~ — i o o o

T T T T T T T T T T T T T T T

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0

—-200
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Parameter Value
1 Data File E:/ RW-
Name 11-157cC_20120616_01/ L
RW-
11-157C_20120616_01.fid/
fid
2 Title RW-II-157C_20120616_01 2000
3 Comment Automated Probe tuning
parameter
4 Origin Varian
5 Owner L
6 Site
7 Spectrometer vnmrs
8 Author —1500
9 Solvent cdci3 Me
10 Temperature 24.0 EtO,C
11 Pulse s2pul L
Sequence N _CN
12 Experiment 1D )
13 Numberof = 4 Ts
Scans ~1000
14 Receiver Gain 60
15 Relaxation 1.0000
Delay
16 Pulse Width | 0.0000 r
17 Acquisition 1.5466
Time
18 Acquisition 2012-06-16T14:22:09
Date ~500
19 Modification| 2012-06-16T14:26:/34
Date
20 Spectrometer 00.|51
| | I
A A M A -0
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 T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)
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Parameter Value
1 Data File Name  X:/ wang/ RW-
11-34_20120411_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequience  s2pul
6 Acquisition Date 2012-04-11T12:39:09
7 Temperature 24.0
8 Number of Scans 8
9 [Spectrometer 399.67
Frequenc
10 [Spectral Width 6410.3
11 /Lowest -807J1
Frequency
12[Nucleus 1H
13| Acquired LSiz 16384 J
14 Spectral Siz 16334
Me
-CN
N
Ts
}L L‘( M A A | LJM\ m L
T YA i\ f f T i
(o)) o wm ™M (e [o0] o T i
«Q oo 9 < a Qe Q
— ANO o o o MmN (e0]
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8.0 7.5 7.0 6.5 6.0 5.5 5.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.0
f1 (ppm)
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Parameter Value
1 Data File X:/ wang/ RW-
Name 11-34C_20120411_01/
_pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse s2pul
Sequence
6 Acquisition 2012-04-11T18:23:50
Date
Temperature 24.0
Number of 10000
Scans
9 Spectrometer 100.51
Frequency
10 Spectral 25000.0

29.624
21.836
12.180
-0.011

Me
Ts
— J“

|
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Parameter Value

1 Data File X:/ wang/ RW-

Name 11-40_20120411_01/
_pslabel_02.fid/ fid

2 Origin Varian

3 Owner

4 Solvent cdcl3

5 Pulse s2pul
Sequence

6 Acquisition 2012-04-11713:10:07
Date

7 Temperature 24.0
Number of 700
Scans

9 Spectrometer 100.51
Frequency

10 Spectral 25000.0

T | T | T | T

150 140 130

Hy 2013

120

—115.211

2 Ni s N %
po S a3 o) o
S ~N i o L ol
T ~ S <+ ™
_CN

h

Ts
I ' I ' I ' I ' I ' I ' I ' I '
110 100 90 70 60 50 40

80
f1 (ppm)

30

—24.606
—21.843

20

10
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Parameter Value
1 Data File Name V:/ wang/ RW-II-135_20120529_01/ _pslabel_01.fid/ fid
2 Title _pslabel 01 ~1000
3 Comment
4 Origin Varian
5 Spectrometer vamrs ~900
6 Solvent cdcl3
7 Tempkrature 24.0 f f /
8 Pulse Sequence s2pul 800
9 Experiment 1D
10 Relaxation Delay 1.0000
11 Spectrometer Frequency 399.67 700
12 Nucleus 1H
Me 600
Me\(o
Me NH, ~500
400
~300
—200
| |
|
i | 100
i
A “—J —0
T T T T T T T
[e)] [e)] < o (o] < o
=} =] — — o (o)) S
™ — — — o o (o] __100

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
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Parameter Value
1 Data File Name V:/ wang/ RW-II-135_20120529_01/ _pslabel 02.fid/ fid 12000
2 Title _pslabel 02
3 Comment
4 Origin Varian ~11000
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0 10000
8 Pulse Sequence s2pul
9 Experiment 1D 19000
10 Relaxation Delay 1.0000
11 Spectrometer Frequency 100.51
12 Nucleus 13C —8000
Me
Me \ro —7000
Me NH
2 ~6000
—~5000
—4000
3000
| —2000
Il
—1000
0
—-1000
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
160 150 140 130 120 110 100 90 70 60 50 40 30 20 10 0

80
f1 (ppm)
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Parameter
1 Data File Name
2 Title _pslabel_01
3 Comment
4 Oridgin Varian
5 Spectromete vnmrs
6 Solvent cdcl3
7 Temperatur / / 24J0
8 Pulse Sequence s2pul
9 Experiment 1D

10 Relaxation Delay 1.0000
11 Spectrometer Frequency 399.67

Value

V:/ wang/ RW-II-127-1_20120530_01/ _pslabel_01.fid/ fid

[l 1/

12 Nucleus 1H
Me
Me\T/O
Me
NHTs

g_

2.32

—1.55

1.041 ——

127
1.26

T T 7T 7 T T T T

3 s 88 & g 3 8 3

o~ i o o — (o) o~ ©
T T T T T T T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.0
f1 (ppm)

—2600

2400

2200

2000

~1800

~1600

~1400

~1200

~1000

~800

600

~400

—200

—-200
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Parameter Value
1 Data File Name V:/ wang/ RW-1I-127-1_20120530_01/ _pslabel_02.fid/ fid
2 Title _pslabel_02
3 Comment
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse Sequence s2pul
9 Experiment 1D
10 Relaxation Delay 1.0000
11 Spectrometer Frequency 100.51
12 Nucleus 13C
Me
IWe\T/O
Me
NHTs
|
m
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
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

23000
;22000
;21000
;20000
;19000
;18000
;17000
;16000
;15000
;14000
;13000
;12000
;11000
;10000
;9000
;8000
;7000
;6000
;5000
;4000
;3000
;2000
;1000

—-1000

—-2000
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Parameter Value
1 Data File Name E:/ RW-
11-127-2_20120601_01/
_pslabel_01.fid/ fid
2 Title —pslabel_01
3 Comment
4 Origin Varian
5 Owner
6 Site ///
7 Spectrometer vnmrs
8 Author
9 Solvent cdcl3
10 Temperature 24.0
11 Pulse Sequence s2pul
12 Experiment 1D
13 Number of Scans ' 8
14 Receiver Gain 18
15 Relaxation Delay 1.0000
16 Pulse Width 0.0000
17 Acquisition Time 2.5559
18 Acquisition Date 2012-06-01T11:22:32 Me
19 Modification Date  2012-06-01T10:23:06
Me O
20 Spectrometer 399.67 Y
Frequency Me CN
21 Spectral Width 6410.3 II\I’
22 Lowest Frequency | -807.1 Ts
23 Nucleus 1H
|
|
|
|
|
It
I
I
T T PR T T
[a2) D ~— ™M o o
o ) oe S o S
~— — — — — o O
T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0

f1 (ppm)

—-100
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Parameter Value

1 Data File Name E:/ RW-II-127-2_20120601_01/ _pslabel_02.fid/ fid

2 Title _pslabel_02

3 Comment

4 Origin Varian

5 Owner

6 Site

7 Spectrometer vnmrs

8 Author

9 Solvent cdcl3

10 Temperature 24.0

11 Pulse Sequence s2pul

12 Experiment 1D

13 Number of Scans 650

14 Receiver Gain 60 Me

15 Relaxation Delay 1.0000 Me o)

16 Pulse Width 0.0000 Y

17 Acquisition Time 1.5466 Me .CN

18 Acquisition Date 2012-06-01T11:2B:1 l|\l

19 Modification Date 2012-06-01T10:5[1:00 Ts

20 Spectrometer Frequency 100.51

21 Spectral Width 21186.4

22 Lowest Frequency -1046.0

23 Nucleus 13C

24 Acquired Size 32768

25 Spectral Size 65536

il
T T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-III-24H_20121009_01/ _pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-10-09T08:51:20
7 Temperature 24.0
8 Number of Scans 64
9 Spectrometer Frequency 399.67
10 Spectral Width 6410.3
11 Lowest Frequency -807.1
12 Nucleus 1H
13 Acquired Size 16384
14 Spectral §ize | | 16384 (

NV . ;
MeMe
S0

NHTs

—2.364
—2.233

| |

TV A N A M

N QA-HLIOL M O n n nwn

o)) e N =Nc e 0 o o o

o —\ =Moo — O o o o o
' I ' I ' I ' I ' I ' I ' I ' I ' I ' I ' I
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4 3.5 3.0

4.0
f1 (ppm)

3.21-x
6.00—I
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Parameter Value
1 Data File Name X:/ wang/ RW-III-24C_20121009_01/ _pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-10-09T04:42:31
7 Temperature 24.0
8 Number of Scans 4000
9 Spectrometer Frequency 100.51
10 Spectral Width 21186.4
11 Lowest Frequency -1046.0
12 Nucleus 13C
13 Acquired Size 32768
14 Spectral Size 32768
Me O Me
NHTs
" W el Wl “ v -
' | ' | ' | ' | ' | ' | ' | | ' | | | | | | |
150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-III-27H_20121009_01/ _pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-10-09T08:58:02
7 Temperature 24.0
8 Number of Scans 64
9 Spectrometer Frequency 399.67
10 Spectral Width 6410.3
11 Lowest Frequency -807.1
12 Nucleus 1H
13 Acquired Size 16384
14 Spectral Size 1 384“ L {

Me O Me
CcD,
.CN
N

1T .

—2.477
—2.274

Ts
Pl o I A A i
DANWOLWON MO LN L0 LN <+ —
VoD — AN S S~ 1S)
—HOoOOoON SO oo oo (%)
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
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5

4,5
f1 (ppm)

6.00—I

2.0

1.5

1.0

0.5

0.0
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Parameter Value
1 Data File Name X:/ wang/ RW-III-27_20121008_01/ _pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-10-08T18:44:54
7 Temperature 24.0
8 Number of Scans 14000
9 Spectrometer Frequency 100.51
10 Spectral Width 21186.4
11 Lowest Frequency -1046.0
12 Nucleus 13C
13 Acquired Size 32768
14 Spectral Size 32768
Me l Me
CD,
.CN
N
Ts
I T I T I T I T I T I T I T I I T I I I I I I I
160 150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-III-29HH_20121013_01/ _pslabel_01.fid/ fid
2 Title _pslabel_01
3 Comment
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0 / / /} [
8 Pulse Sequence s2pul
9 Experiment 1D
10 Relaxation Delay 1.0000
11 Spectrometer Frequency 399.67
12 Nucleus 1H

Me Ii Me
x D
O CN

4.78

—2.46
—2.31

~34000

~32000

~30000

28000

—26000

—24000

22000

20000

~18000

~16000

14000

12000

—10000

~8000

~6000

4000

—2000

—-2000

NH
Ts
|
I |
) | A A o
T T ! TT
o S & =8
— — o ™M O
T T T T T T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.0 4.5 4.0 3.5 3.0 2.5 2.0

5.5
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-III-29C_20121014_01/ _pslabel_01.fid/ fid
2 Title _pslabel 01
3 Comment
4 Origin Varian
5 Spectrometer vnmrs
6 Solvent cdcl3
7 Temperature 24.0
8 Pulse Sequence s2pul
9 Experiment 1D
10 Relaxation Delay 1.0000
11 Spectrometer Frequency 100.51
12 Nucleus 13C
Me li Me
D
O CN
NHTs
|
|
|
il Nt me R st 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 T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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Parameter Value
1 Data File Name E:/ Published Paper/ Project-N-CN Cleavage/
H C NMR Data/ RW-II-197/ RW-
11-197-2H_20120724_02/ _pslabel_01.fid/
fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-07-24T13:44:53
7 Temperature 24.0
8 Number of Scans 64
9 Spectrometer Frequency|399.67
10 Spectral Width 6410.3
11 Lowest Frequency -807.1
12 Nucleus 1H
13 Acquired Size 16384
14 Spectral Size 16384
I B
Me
N CN
N
\
Ts
M m t JULA Lo
A N & #H
o o n won ™M O
o o O O™~ —
— ~ NN [GXG)
T I T I T I T I T I T I T I I T I I I I I I
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 4.0 3.5 3.0 2.5 2.0

45
f1 (ppm)
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Parameter Value
1 Data File Name X:/ wang/ RW-II-197-2C_20120724_01/ _pslabel_01.fid/ fid
2 Origin Varian
3 Owner
4 Solvent cdcl3
5 Pulse Sequence s2pul
6 Acquisition Date 2012-07-24T14:24:41
7 Temperature 24.0
8 Number of Scans 700 Me
9 Spectrometer Frequgncy|100.51 \
10 Spectral Width 21186.4 CN
11 Lowest Frequency -1046.0 N
12 Nucleus 13C Ts
13 Acquired Size 32768
14 Spectral Size 32768
' I ' I ' I ' I ' I ' I '
140 130 120 110 100 90

80
f1 (ppm)

60

50

40

30

21.656

20

10.115

10



	组合 1
	1H
	1C
	1D
	RW-II-191NOE
	RW-II-191COSY
	2H
	2C
	3H
	3C
	4H
	4C
	5H
	5C
	6H
	6C
	7H
	7C
	8H
	8C
	9H
	9C
	10H
	10C
	11H
	11C
	12H
	12C
	13H
	13C
	14H
	14C
	15H
	15C

	组合 2
	1
	1
	2

	2
	RW-II-32H
	RW-II-32C

	3a
	3b
	4
	441
	442

	5
	551
	552

	6a
	6b
	7a
	7b
	8a
	8b
	9
	991
	992

	10
	RW-II-136dH
	RW-II-136dC

	11
	RW-II-150cH
	RW-II-150cC

	12
	RW-II-159H
	RW-II-159C

	13
	13a
	13b

	14
	14a
	14b

	15
	15a
	15b

	16
	RW-II-40H
	RW-II-40C

	17
	17a
	17b

	18
	18a
	18b

	19
	19a
	19b


	组合 3
	1H
	1C
	2H
	2C
	3H
	3C
	5H
	5C


