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Section II.  NMR Spectra of 10, 11and 12 
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NAME            xwy-576
EXPNO                41

PROCNO                1
Date_          20120428

Time              21.50

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                    4
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                322.5

DW               55.600 usec
DE                 8.00 usec

TE                298.1 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299718 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00

405060708090100110120130140150160170180 ppm
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NAME            xwy-576
EXPNO                12

PROCNO                1
Date_          20120423

Time              17.14

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT             D2O

NS                   60
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                13004

DW               27.800 usec
DE                 6.50 usec

TE                295.4 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.33 dB
PL13              23.00 dB

SFO2        300.1312005 MHz

SI                32768
SF           75.4677490 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME            xwy-635
EXPNO                10

PROCNO                1
Date_          20120607

Time              22.57

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                    9
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                  181

DW               55.600 usec
DE                 8.00 usec

TE                299.3 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299687 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0
PC                 1.00

2030405060708090100110120130140150160170180 ppm
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NAME            xwy-635
EXPNO                20
PROCNO                1
Date_          20120608
Time              22.52
INSTRUM           spect
PROBHD   5 mm DUL 13C-1
PULPROG          zgpg30
TD                65536
SOLVENT             D2O
NS                  188
DS                    4
SWH           17985.611 Hz
FIDRES         0.274439 Hz
AQ            1.8219508 sec
RG               5160.6
DW               27.800 usec
DE                 6.50 usec
TE                299.7 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                12.50 usec
PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2            100.00 usec
PL2                3.00 dB
PL12              22.74 dB
PL13              23.00 dB
SFO2        300.1312005 MHz
SI                32768
SF           75.4677490 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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NAME            xwy-582
EXPNO                10

PROCNO                1
Date_          20120426

Time              15.04

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                   13

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                  128

DW               55.600 usec
DE                 8.00 usec

TE                295.4 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.80 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299703 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00
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NAME            xwy-603
EXPNO                30

PROCNO                1
Date_          20120713

Time              22.55

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30
TD                65536

SOLVENT             D2O

NS                 8487
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                 1024
DW               27.800 usec

DE                 6.50 usec

TE                300.7 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C

P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H
PCPD2            100.00 usec

PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz

SI                32768
SF           75.4677490 MHz

WDW                  EM
SSB                   0

LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME       xwy-619-0723
EXPNO                10

PROCNO                1
Date_          20120723

Time              18.57

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                    8

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                322.5

DW               55.600 usec
DE                 8.00 usec

TE                301.8 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299724 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00
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NAME       xwy-619-0724
EXPNO                10

PROCNO                1
Date_          20120724

Time               9.03

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30
TD                65536

SOLVENT             D2O

NS                  491
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                812.7
DW               27.800 usec

DE                 6.50 usec

TE                300.9 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C

P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H
PCPD2            100.00 usec

PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz
SI                32768

SF           75.4677490 MHz

WDW                  EM
SSB                   0

LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME            xwy-608
EXPNO                30

PROCNO                1
Date_          20120528

Time               9.03

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                   12
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                322.5

DW               55.600 usec
DE                 8.00 usec

TE                298.9 K
D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz
SI                32768

SF          300.1299720 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00
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NAME            xwy-580
EXPNO                20

PROCNO                1
Date_          20120425

Time              17.54

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                   16
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                228.1

DW               55.600 usec
DE                 8.00 usec

TE                295.6 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.80 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299722 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00

2030405060708090100110120130140150160170180 ppm
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2.53.03.54.04.55.05.56.06.57.07.5 ppm
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NAME                nOE
EXPNO                68

PROCNO                1

Date_          20120427

Time              16.13

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG       noesygpph

TD                 2048

SOLVENT             D2O

NS                    4

DS                   16

SWH            6009.615 Hz

FIDRES         2.934382 Hz

AQ            0.1704436 sec

RG                 90.5

DW               83.200 usec

DE                 6.50 usec

TE                298.1 K

D0           0.00006818 sec

D1           1.50000000 sec
D8           0.80000001 sec

D16          0.00020000 sec

IN0          0.00016640 sec

======== CHANNEL f1 ========

NUC1                 1H

P1                11.80 usec

P2                23.60 usec

PL1                2.00 dB

PL1W        15.84893227 W

SFO1        600.1328788 MHz

====== GRADIENT CHANNEL =====

GPNAM1         SINE.100

GPNAM2         SINE.100

GPZ1              40.00 %

GPZ2             -40.00 %

P16             1000.00 usec

ND0                   1

TD                  256

SFO1           600.1329 MHz
FIDRES        23.475042 Hz

SW               10.014 ppm

FnMODE      States-TPPI

SI                 1024

SF          600.1300000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.00

SI                 1024

MC2         States-TPPI

SF          600.1300000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013



S15 
 

 

 

 

 
 

  

6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

0
.8

7
7

0
.9

0
0

0
.9

2
3

1
.2

6
5

1
.2

9
4

1
.3

2
3

1
.3

6
2

1
.3

9
6

1
.4

2
5

1
.4

5
3

1
.4

8
2

1
.5

0
5

1
.5

2
4

1
.5

3
3

1
.5

5
2

2
.2

3
5

2
.2

9
2

2
.4

8
1

2
.5

0
1

2
.8

1
3

2
.8

3
8

2
.8

6
9

2
.8

9
4

3
.7

2
0

3
.7

4
2

3
.7

5
1

3
.7

8
3

3
.7

9
2

3
.8

2
6

3
.8

3
7

3
.8

5
5

3
.8

7
8

3
.8

9
9

3
.9

0
9

3
.9

3
1

4
.0

7
3

4
.1

0
1

4
.1

3
3

4
.1

3
7

4
.1

4
8

4
.3

5
3

4
.3

8
1

4
.4

0
9

4
.7

8
4

3
.3

8

2
.1

1

2
.5

6

0
.9

6

1
.0

3

0
.9

9

1
.0

1
1

.1
4

1
.1

2

2
.1

2

1
.0

0

2030405060708090100110120130140150160170180 ppm

1
3

.2
5

1
9

.6
1

3
0

.7
8

3
3

.9
0

3
9

.9
1

5
6

.2
4

5
6

.5
6

6
5

.5
7

7
1

.4
5

7
8

.1
0

1
7

5
.7

1

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013



S16 
 

 

 

 

 

 

 

 

  

3.03.54.04.55.05.56.06.57.07.5 ppm
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NAME            xwy-642
EXPNO                20

PROCNO                1
Date_          20120615

Time              23.33

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                    8

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz

AQ            3.6438515 sec
RG                322.5

DW               55.600 usec
DE                 8.00 usec

TE                299.7 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec

PL1                3.00 dB
SFO1        300.1324010 MHz

SI                32768

SF          300.1299700 MHz
WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

405060708090100110120130140150160170180 ppm
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NAME            xwy-642
EXPNO                22

PROCNO                1
Date_          20120615

Time              23.40

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30
TD                65536

SOLVENT             D2O

NS                 7890
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                812.7
DW               27.800 usec

DE                 6.50 usec

TE                299.9 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C

P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H
PCPD2            100.00 usec

PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz
SI                32768

SF           75.4677490 MHz

WDW                  EM
SSB                   0

LB                 1.00 Hz

GB                    0
PC                 1.40
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2.53.03.54.04.55.05.56.06.57.0 ppm
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NAME            xwy-641
EXPNO                30

PROCNO                1
Date_          20120616

Time              15.01

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                   12
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                322.5

DW               55.600 usec
DE                 8.00 usec

TE                300.1 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299728 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00

405060708090100110120130140150160170180 ppm
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NAME            xwy-641
EXPNO                23

PROCNO                1
Date_          20120615

Time              22.50

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT             D2O

NS                  400
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                812.7

DW               27.800 usec
DE                 6.50 usec

TE                300.0 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz

SI                32768
SF           75.4677490 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME       xwy-604-0711
EXPNO                20

PROCNO                1
Date_          20120713

Time              21.46

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT             D2O

NS                  564
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                 1024

DW               27.800 usec
DE                 6.50 usec

TE                300.8 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz

SI                32768
SF           75.4677490 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME           xwy-598b
EXPNO                22

PROCNO                1
Date_          20120511

Time              19.49

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                    1

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                 71.8

DW               55.600 usec

DE                 8.00 usec

TE                298.6 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec

PL1                3.00 dB
SFO1        300.1324010 MHz

SI                32768
SF          300.1300153 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

2030405060708090100110120130140150160 ppm
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NAME           xwy-598b

EXPNO                20

PROCNO                1
Date_          20120511

Time              19.40

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3

NS                  114
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz

AQ            1.8219508 sec

RG               1625.5
DW               27.800 usec

DE                 6.50 usec

TE                298.6 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C

P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2            100.00 usec

PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz
SI                32768

SF           75.4677437 MHz

WDW                  EM
SSB                   0

LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME            xwy-633
EXPNO                10

PROCNO                1
Date_          20120607

Time              15.04

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   12
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                  114

DW               55.600 usec

DE                 8.00 usec

TE                299.4 K
D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz
SI                32768

SF          300.1300081 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00

2030405060708090100110120130140150160 ppm
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NAME          xwy-610p1
EXPNO                10

PROCNO                1
Date_          20120521

Time               9.41

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                   16
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                   57

DW               55.600 usec
DE                 8.00 usec

TE                299.3 K
D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz
SI                32768

SF          300.1300212 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00

2030405060708090100110120130140150 ppm
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NAME          xwy-610p1
EXPNO                11

PROCNO                1
Date_          20120521

Time               9.45

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3

NS                   76
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                 2048
DW               27.800 usec

DE                 6.50 usec

TE                299.6 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C

P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H
PCPD2            100.00 usec

PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz
SI                32768

SF           75.4677468 MHz

WDW                  EM
SSB                   0

LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME           xwy-630e
EXPNO                10

PROCNO                1
Date_          20120628

Time              21.50

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                    9
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                 71.8

DW               55.600 usec
DE                 8.00 usec

TE                300.5 K
D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768

SF          300.1300159 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

2030405060708090100110120130140150 ppm
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NAME           xwy-630e
EXPNO                12

PROCNO                1
Date_          20120628

Time              21.59

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3

NS                  132
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                645.1
DW               27.800 usec

DE                 6.50 usec

TE                300.7 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C

P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H
PCPD2            100.00 usec

PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz
SI                32768

SF           75.4677428 MHz

WDW                  EM
SSB                   0

LB                 1.00 Hz

GB                    0
PC                 1.40
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NAME            xwy-609
EXPNO                10

PROCNO                1
Date_          20120518

Time              21.39

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                    7

DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                 71.8

DW               55.600 usec
DE                 8.00 usec

TE                299.6 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1300130 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00

30405060708090100110120130140150160170 ppm
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NAME            xwy-609
EXPNO                20

PROCNO                1
Date_          20120519

Time              15.21

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                  283
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                 4096

DW               27.800 usec
DE                 6.50 usec

TE                300.1 K

D1           2.00000000 sec
D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB

SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.74 dB

PL13              23.00 dB
SFO2        300.1312005 MHz

SI                32768

SF           75.4677431 MHz
WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0

PC                 1.40
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1.52.02.53.03.54.04.55.05.56.06.57.07.5 ppm
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NAME            xwy-607
EXPNO                10

PROCNO                1
Date_          20120518

Time              21.31

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                    8

DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                  128

DW               55.600 usec
DE                 8.00 usec

TE                299.6 K
D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz
SI                32768

SF          300.1300100 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz

GB                    0
PC                 1.00

2030405060708090100110120130140150160 ppm
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NAME          xwy-612p1
EXPNO                10

PROCNO                1
Date_          20120522

Time              11.23

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                   10

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                   57

DW               55.600 usec

DE                 8.00 usec

TE                299.6 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec

PL1                3.00 dB
SFO1        300.1324010 MHz

SI                32768
SF          300.1300209 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

30405060708090100110120130140150160170 ppm
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NAME            xwy-601
EXPNO                10
PROCNO                1
Date_          20120508

Time              17.08
INSTRUM           spect
PROBHD   5 mm DUL 13C-1
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   10

DS                    0
SWH            8992.806 Hz
FIDRES         0.137219 Hz

AQ            3.6438515 sec
RG                 45.3
DW               55.600 usec
DE                 8.00 usec

TE                298.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.30 usec

PL1                3.00 dB
SFO1        300.1324010 MHz
SI                32768

SF          300.1300178 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz

GB                    0
PC                 1.00
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NAME           xwy-601b
EXPNO                21

PROCNO                1
Date_          20120514

Time              22.42

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                   97
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG                  512

DW               27.800 usec
DE                 6.50 usec

TE                299.8 K

D1           2.00000000 sec
D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB

SFO1         75.4752953 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.74 dB

PL13              23.00 dB
SFO2        300.1312005 MHz

SI                32768

SF           75.4677470 MHz
WDW                  EM

SSB                   0

LB                 1.00 Hz
GB                    0

PC                 1.40
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NAME            xwy-616
EXPNO                30

PROCNO                1
Date_          20120525

Time              22.39

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                   16

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                 71.8

DW               55.600 usec
DE                 8.00 usec

TE                298.6 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1300121 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

2030405060708090100110120130140150 ppm
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NAME            xwy-616
EXPNO                31

PROCNO                1
Date_          20120525

Time              22.41

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                   79
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG               2580.3

DW               27.800 usec
DE                 6.50 usec

TE                299.0 K

D1           2.00000000 sec
D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB

SFO1         75.4752953 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.74 dB

PL13              23.00 dB
SFO2        300.1312005 MHz

SI                32768

SF           75.4677427 MHz
WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0

PC                 1.40
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NAME            xwy-623
EXPNO                10

PROCNO                1
Date_          20120529

Time              15.46

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                    6

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                   64

DW               55.600 usec
DE                 8.00 usec

TE                299.3 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec

PL1                3.00 dB
SFO1        300.1324010 MHz

SI                32768
SF          300.1299737 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

30405060708090100110120130140150160170 ppm
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NAME            xwy-634
EXPNO                10

PROCNO                1
Date_          20120607

Time              22.35

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                   15

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz

AQ            3.6438515 sec
RG                 71.8

DW               55.600 usec
DE                 8.00 usec

TE                299.5 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec

PL1                3.00 dB
SFO1        300.1324010 MHz

SI                32768

SF          300.1299722 MHz
WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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NAME            xwy-613
EXPNO                10

PROCNO                1
Date_          20120524

Time              10.32

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                   10

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                  181

DW               55.600 usec
DE                 8.00 usec

TE                299.5 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299720 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

2030405060708090100110120130140150160 ppm
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NAME            xwy-631
EXPNO                10

PROCNO                1
Date_          20120607

Time              15.23

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                    8
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                322.5

DW               55.600 usec
DE                 8.00 usec

TE                299.6 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299705 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0
PC                 1.00
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NAME            xwy-621
EXPNO                10

PROCNO                1
Date_          20120528

Time              17.19

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT             D2O

NS                    8
DS                    0

SWH            8992.806 Hz

FIDRES         0.137219 Hz
AQ            3.6438515 sec

RG                  114

DW               55.600 usec
DE                 8.00 usec

TE                299.1 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.30 usec
PL1                3.00 dB

SFO1        300.1324010 MHz

SI                32768
SF          300.1299724 MHz

WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0
PC                 1.00

30405060708090100110120130140 ppm
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NAME            xwy-621
EXPNO                12

PROCNO                1
Date_          20120528

Time              17.25

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT             D2O

NS                  118
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG               1149.4

DW               27.800 usec
DE                 6.50 usec

TE                299.4 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz

SI                32768
SF           75.4677490 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0
PC                 1.40
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1.01.52.02.53.03.54.04.55.05.56.06.57.07.5 ppm
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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 ppm
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1.01.52.02.53.03.54.04.55.05.56.0 ppm
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NAME            xwy-626
EXPNO                10
PROCNO                1
Date_          20120602
Time              15.07
INSTRUM           spect
PROBHD   5 mm DUL 13C-1
PULPROG            zg30
TD                65536
SOLVENT             D2O
NS                    7
DS                    0
SWH            8992.806 Hz
FIDRES         0.137219 Hz
AQ            3.6438515 sec
RG                 90.5
DW               55.600 usec
DE                 8.00 usec
TE                299.1 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.30 usec
PL1                3.00 dB
SFO1        300.1324010 MHz
SI                32768
SF          300.1299729 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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NAME            xwy-615
EXPNO                10

PROCNO                1
Date_          20120524

Time              22.24

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536
SOLVENT           CDCl3

NS                   16

DS                    0
SWH            8992.806 Hz

FIDRES         0.137219 Hz

AQ            3.6438515 sec
RG                322.5

DW               55.600 usec
DE                 8.00 usec

TE                299.5 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H

P1                10.30 usec

PL1                3.00 dB
SFO1        300.1324010 MHz

SI                32768

SF          300.1307368 MHz
WDW                  EM

SSB                   0
LB                 0.30 Hz

GB                    0

PC                 1.00

30405060708090100110120130140150160 ppm
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NAME            xwy-615
EXPNO                11

PROCNO                1
Date_          20120524

Time              22.26

INSTRUM           spect
PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                  111
DS                    4

SWH           17985.611 Hz

FIDRES         0.274439 Hz
AQ            1.8219508 sec

RG               1149.4

DW               27.800 usec
DE                 6.50 usec

TE                299.6 K
D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C
P1                12.50 usec

PL1                2.00 dB
SFO1         75.4752953 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16

NUC2                 1H

PCPD2            100.00 usec
PL2                3.00 dB

PL12              22.74 dB
PL13              23.00 dB

SFO2        300.1312005 MHz

SI                32768
SF           75.4677490 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0
PC                 1.40
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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 ppm

2
.1

0
6

2
.1

1
5

2
.1

3
4

2
.1

4
8

2
.1

5
5

2
.2

3
8

2
.2

7
7

2
.3

0
9

2
.9

6
8

2
.9

9
1

3
.0

0
5

3
.0

2
8

3
.0

3
8

3
.0

6
1

3
.3

2
9

3
.3

3
7

3
.3

5
9

3
.3

6
6

3
.3

7
4

3
.3

9
6

3
.4

0
4

3
.4

8
9

3
.5

0
4

3
.5

1
2

3
.5

2
7

3
.5

3
5

3
.5

5
0

3
.5

9
8

3
.6

1
2

3
.6

2
2

3
.6

3
7

3
.6

4
9

3
.6

7
2

3
.6

8
5

3
.6

8
8

3
.6

9
9

3
.7

0
2

3
.8

3
3

3
.9

4
8

3
.9

6
1

3
.9

7
3

3
.9

8
3

4
.0

7
9

4
.0

8
2

4
.0

9
3

4
.0

9
6

4
.7

9
0

7
.0

0
0

7
.0

2
9

7
.3

2
0

7
.3

4
9

2
.1

4

1
.0

5

1
.3

4

1
.0

8
3

.1
1

2
.9

6
1

.9
5

1
.0

0

2
.0

1

1
.9

4

30405060708090100110120130140150160170 ppm

2
7

.6
5

4
3

.8
1

4
6

.2
2

5
5

.3
5

5
7

.1
7

6
5

.8
4

7
6

.0
5

7
8

.9
2

7
9

.0
8

1
1

4
.0

2

1
2

9
.2

6
1

3
1

.2
5

1
5

7
.5

8

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013



S43 
 

   

   

 

 

 

 

  

6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm
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