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1. 1H , 13C NMR and ESI-HRMS spectra for the compounds 4a-z, 4aa and 5a-d   

 

 



3 
 

 



4 
 

 



5 
 

 

10 9 8 7 6 5 4 3 2 1 ppm

0
.
0
0
8

3
.
6
3
4

3
.
8
4
2

6
.
9
3
4

7
.
1
0
1

7
.
1
0
4

7
.
1
1
9

7
.
1
2
2

7
.
1
3
8

7
.
1
4
1

7
.
1
5
2

7
.
1
5
6

7
.
1
7
2

7
.
1
7
5

7
.
1
9
0

7
.
1
9
3

7
.
2
6
0

7
.
2
8
8

7
.
2
9
0

7
.
3
1
1

7
.
3
1
3

7
.
3
3
3

7
.
4
8
1

7
.
4
8
8

8
.
5
5
1

3
.
0
2

3
.
0
0

0
.
9
6

2
.
1
8

2
.
1
3

1
.
0
0

1
.
0
1

Current Data Parameters

NAME       PVK-IND-DMAD

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20141230

Time              15.05

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  181

DW               60.800 usec

DE                 6.00 usec

TE                297.5 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300051 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME       PVK-IND-DMAD

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20141230

Time              15.09

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  100

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                 28.5

DW               20.800 usec

DE                 6.00 usec

TE                298.2 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127553 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters
NAME     TTR-PVK-5OMe-IND
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20180830
Time              15.03
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  128
DW               60.800 usec
DE                 6.00 usec
TE                294.4 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300045 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Current Data Parameters
NAME     TTR-PVK-5OMe-IND
EXPNO                 2
PROCNO                1

F2 - Acquisition Parameters
Date_          20180831
Time              12.10
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631988 sec
RG                 45.2
DW               20.800 usec
DE                 6.00 usec
TE                296.4 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.95 usec
PL1               -1.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             90.00 usec

PL12              14.95 dB
PL13             120.00 dB
PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127608 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Current Data Parameters
NAME     TTR-PVK-ALY-IND
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20180831
Time              18.23
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  287
DW               60.800 usec
DE                 6.00 usec
TE                295.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300046 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Current Data Parameters
NAME     TTR-PVK-ALY-IND
EXPNO                 3
PROCNO                1

F2 - Acquisition Parameters
Date_          20180831
Time              23.08
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                  534
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631988 sec
RG                  322
DW               20.800 usec
DE                 6.00 usec
TE                292.3 K
D1           1.00000000 sec
d11          0.03000000 sec
DELTA        0.89999998 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.95 usec
PL1               -1.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             90.00 usec

PL12              14.95 dB
PL13             120.00 dB
PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127560 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Current Data Parameters
NAME     PVK-N-ET-DMAD-IND
EXPNO                 3
PROCNO                1

F2 - Acquisition Parameters
Date_          20180902
Time              13.07
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  228
DW               60.800 usec
DE                 6.00 usec
TE                294.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300049 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Current Data Parameters
NAME     PVK-N-ET-DMAD-IND
EXPNO                 5
PROCNO                1

F2 - Acquisition Parameters
Date_          20180902
Time              14.53
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                 1657
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631988 sec
RG                  322
DW               20.800 usec
DE                 6.00 usec
TE                294.5 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.95 usec
PL1               -1.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             90.00 usec

PL12              14.95 dB
PL13             120.00 dB
PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127560 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Current Data Parameters
NAME     PVK-N-ME-IND-DMAD
EXPNO                 3
PROCNO                1

F2 - Acquisition Parameters
Date_          20180831
Time              18.36
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  362
DW               60.800 usec
DE                 6.00 usec
TE                294.9 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300049 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Current Data Parameters
NAME     PVK-N-ME-IND-DMAD
EXPNO                 4
PROCNO                1

F2 - Acquisition Parameters
Date_          20180831
Time              18.41
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                 4262
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631988 sec
RG                  362
DW               20.800 usec
DE                 6.00 usec
TE                294.9 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.95 usec
PL1               -1.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             90.00 usec

PL12              14.95 dB
PL13             120.00 dB
PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127554 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40



28 
 

 



29 
 

 

11 10 9 8 7 6 5 4 3 2 1 ppm

0
.
0
0
6

3
.
5
7
9

3
.
8
4
0

5
.
3
5
2

6
.
8
7
5

7
.
1
2
3

7
.
1
2
5

7
.
1
4
1

7
.
1
4
5

7
.
1
4
9

7
.
1
5
3

7
.
1
5
7

7
.
1
5
8

7
.
1
6
9

7
.
1
7
3

7
.
1
7
5

7
.
1
7
9

7
.
1
8
6

7
.
2
6
0

7
.
2
6
4

7
.
2
6
9

7
.
2
8
2

7
.
2
8
6

7
.
2
9
9

7
.
3
0
2

7
.
3
1
3

7
.
3
1
7

7
.
3
3
2

7
.
3
3
3

7
.
3
3
5

7
.
3
5
3

7
.
3
5
4

7
.
6
0
2

3
.
0
3

2
.
9
7

2
.
0
2

0
.
9
9

4
.
7
3

5
.
2
8

1
.
0
0

Current Data Parameters

NAME      PVK-N-BN-DEAD

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20150312

Time              16.54

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  181

DW               60.800 usec

DE                 6.00 usec

TE                296.7 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300051 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME      PVK-N-BN-DEAD

EXPNO                 3

PROCNO                1

F2 - Acquisition Parameters

Date_          20150313

Time              10.13

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  256

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                   32

DW               20.800 usec

DE                 6.00 usec

TE                294.7 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127554 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters

NAME     PVK-N-BU-IND-DMAD-D

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20170908

Time              16.58

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  203

DW               60.800 usec

DE                 6.00 usec

TE                300.0 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300051 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME     PVK-N-BU-IND-DMAD-D

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20170910

Time              22.23

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  512

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                   64

DW               20.800 usec

DE                 6.00 usec

TE                294.1 K

D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127546 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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8 7 6 5 4 3 2 1 ppm
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Current Data Parameters

NAME     PVK-N-ISP-IND-DMAD-D

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20170908

Time              17.04

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  181

DW               60.800 usec

DE                 6.00 usec

TE                293.6 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300425 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME     PVK-N-ISP-IND-DMAD-D

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20170910

Time              19.15

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  256

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                   64

DW               20.800 usec

DE                 6.00 usec

TE                292.8 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127557 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters
NAME     PVK-ME-N-ME-IND-DMAD
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20180827
Time              10.15
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  256
DW               60.800 usec
DE                 6.00 usec
TE                291.1 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300049 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Current Data Parameters

NAME     PVK-ME-N-ME-IND-DMAD
EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters
Date_          20180827

Time              10.18

INSTRUM           spect
PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                  256

DS                    4
SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec
RG                 90.5

DW               20.800 usec
DE                 6.00 usec

TE                291.4 K
D1           2.00000000 sec

d11          0.03000000 sec
DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C
P1                 9.95 usec

PL1               -1.00 dB
SFO1        100.6228298 MHz

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

NUC2                 1H
PCPD2             90.00 usec

PL12              14.95 dB
PL13             120.00 dB

PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768

SF          100.6127566 MHz
WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0
PC                 1.40
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Current Data Parameters

NAME     PVK-N-ET-DEAD-II

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20150415

Time              14.43

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  228

DW               60.800 usec

DE                 6.00 usec

TE                296.2 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300051 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME     PVK-N-ET-DEAD-III

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20150420

Time              13.54

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                 1024

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                   32

DW               20.800 usec

DE                 6.00 usec

TE                296.0 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127538 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters

NAME      PVK-N-BN-DEAD

EXPNO                 5

PROCNO                1

F2 - Acquisition Parameters

Date_          20150413

Time              16.12

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  228

DW               60.800 usec

DE                 6.00 usec

TE                295.1 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300051 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME      PVK-N-BN-DEAD

EXPNO                 8

PROCNO                1

F2 - Acquisition Parameters

Date_          20150416

Time              13.18

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  512

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                   32

DW               20.800 usec

DE                 6.00 usec

TE                297.0 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127535 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters

NAME     PVK-50ME-N-ALY-DEAD

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20150524

Time              18.46

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  203

DW               60.800 usec

DE                 6.00 usec

TE                297.7 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300036 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME     PVK-50ME-N-ALLYL-DEAD

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20150524

Time              20.05

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                 1024

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                 28.5

DW               20.800 usec

DE                 6.00 usec

TE                299.5 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127526 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters
NAME     TTR-PVK-N-ISP-DEAD
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20180831
Time               1.16
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  203
DW               60.800 usec
DE                 6.00 usec
TE                294.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300048 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Current Data Parameters
NAME     TTR-PVK-N-ISP-DEAD
EXPNO                 2
PROCNO                1

F2 - Acquisition Parameters
Date_          20180831
Time               1.57
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                  512
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631988 sec
RG                 45.2
DW               20.800 usec
DE                 6.00 usec
TE                294.6 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.95 usec
PL1               -1.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             90.00 usec

PL12              14.95 dB
PL13             120.00 dB
PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127569 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Current Data Parameters

NAME     PVK-N-BU-IND-DEAD-D

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20170906

Time              16.19

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  203

DW               60.800 usec

DE                 6.00 usec

TE                292.8 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                11.42 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300051 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME     PVK-N-BU-IND-DEAD-D

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20170906

Time              16.32

INSTRUM           spect

PROBHD   5 mm DUL 13C-1

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  512

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                   36

DW               20.800 usec

DE                 6.00 usec

TE                293.4 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.15 usec

PL1                0.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.90 dB

PL13              14.90 dB

PL2               -3.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127546 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters
NAME     PVK-2-ME-N-ME-IND-DEAD
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20180825
Time              11.55
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  406
DW               60.800 usec
DE                 6.00 usec
TE                299.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300046 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Current Data Parameters
NAME     PVK-2-ME-N-ME-IND-DEAD
EXPNO                 2
PROCNO                1

F2 - Acquisition Parameters
Date_          20180825
Time              12.12
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631988 sec
RG                  645
DW               20.800 usec
DE                 6.00 usec
TE                299.3 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.95 usec
PL1               -1.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             90.00 usec
PL12              14.95 dB
PL13             120.00 dB
PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127532 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Current Data Parameters
NAME     PVK-3-ME-DEAD-IND
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20180902
Time               2.43
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9846387 sec
RG                  287
DW               60.800 usec
DE                 6.00 usec
TE                294.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                14.35 usec
PL1               -1.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300049 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00



81 
 

 

180 160 140 120 100 80 60 40 20 0 ppm

1
0
.
2
2

1
4
.
1
9

1
4
.
2
4

6
1
.
6
0

6
2
.
5
3

7
6
.
8
4

7
7
.
1
6

7
7
.
4
8

1
1
1
.
6
8

1
1
6
.
7
5

1
1
9
.
6
5

1
1
9
.
8
2

1
2
0
.
7
9

1
2
4
.
6
5

1
2
6
.
6
7

1
2
8
.
5
6

1
3
6
.
5
3

1
3
8
.
2
3

1
6
7
.
0
0

1
6
7
.
9
9

Current Data Parameters
NAME     PVK-3-ME-DEAD-IND
EXPNO                 3
PROCNO                1

F2 - Acquisition Parameters
Date_          20180902
Time               9.33
INSTRUM           spect
PROBHD   5 mm BBO BB-1H
PULPROG          zgpg30
TD                65536

SOLVENT           CDCl3
NS                 7000
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631988 sec
RG                 45.2
DW               20.800 usec
DE                 6.00 usec
TE                294.5 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                 9.95 usec
PL1               -1.00 dB
SFO1        100.6228298 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             90.00 usec

PL12              14.95 dB
PL13             120.00 dB
PL2               -1.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          100.6127545 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Current Data Parameters

NAME     PVK-IND-DEAD-D

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20180408

Time              12.26

INSTRUM           spect

PROBHD   5 mm BBO BB-1H

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  256

DW               60.800 usec

DE                 6.00 usec

TE                291.9 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                14.35 usec

PL1               -1.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300049 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1



87 
 

 

20406080100120140160180 ppm

1
4
.
2
0

1
4
.
4
3

6
0
.
6
9

6
1
.
9
6

7
6
.
8
4

7
7
.
1
6

7
7
.
4
8

1
1
1
.
7
1

1
1
2
.
1
5

1
2
0
.
5
9

1
2
1
.
9
1

1
2
3
.
6
2

1
2
4
.
6
6

1
2
7
.
9
7

1
3
7
.
1
9

1
4
4
.
5
0

1
6
6
.
2
5

1
6
8
.
9
9

Current Data Parameters

NAME     PVK-IND-DEAD-D

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20180410

Time              10.44

INSTRUM           spect

PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  256

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                 45.2

DW               20.800 usec

DE                 6.00 usec

TE                293.2 K

D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.95 usec

PL1               -1.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.95 dB

PL13             120.00 dB

PL2               -1.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127560 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters

NAME     PVK-2-Me-IND-DEAD-D

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20180408

Time              22.44

INSTRUM           spect

PROBHD   5 mm BBO BB-1H

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  287

DW               60.800 usec

DE                 6.00 usec

TE                295.0 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                14.35 usec

PL1               -1.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300048 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME     PVK-2-Me-IND-DEAD-D

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20180410

Time              10.31

INSTRUM           spect

PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  243

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                  362

DW               20.800 usec

DE                 6.00 usec

TE                292.8 K

D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.95 usec

PL1               -1.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.95 dB

PL13             120.00 dB

PL2               -1.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127555 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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Current Data Parameters

NAME     PVK-5-Br-IND-DEAD

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20180408

Time              12.30

INSTRUM           spect

PROBHD   5 mm BBO BB-1H

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH            8223.685 Hz

FIDRES         0.125483 Hz

AQ            3.9846387 sec

RG                  362

DW               60.800 usec

DE                 6.00 usec

TE                292.1 K

D1           1.00000000 sec

TD0                   1

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

NUC1                 1H

P1                14.35 usec

PL1               -1.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300048 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

PROTON CDCl3 {D:\MB} KOPAL 1
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Current Data Parameters

NAME     PVK-5-Br-IND-DEAD

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20180408

Time              12.38

INSTRUM           spect

PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  350

DS                    4

SWH           24038.461 Hz

FIDRES         0.366798 Hz

AQ            1.3631988 sec

RG                  322

DW               20.800 usec

DE                 6.00 usec

TE                292.4 K

D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec

TD0                   1

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

NUC1                13C

P1                 9.95 usec

PL1               -1.00 dB

SFO1        100.6228298 MHz

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

CPDPRG2         waltz16

NUC2                 1H

PCPD2             90.00 usec

PL12              14.95 dB

PL13             120.00 dB

PL2               -1.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6127547 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40
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