
 

Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2018



 



 123456789 ppm

0
.
8
3
8

0
.
8
9
1

0
.
9
0
1

0
.
9
2
0

0
.
9
3
1

0
.
9
5
7

0
.
9
8
2

1
.
1
1
0

1
.
2
0
1

1
.
2
5
3

1
.
2
8
2

1
.
2
9
5

1
.
3
1
0

1
.
3
3
8

1
.
4
8
2

1
.
5
0
2

1
.
5
3
2

1
.
5
9
1

1
.
6
0
5

1
.
6
8
3

1
.
6
9
6

1
.
7
5
0

1
.
7
5
7

1
.
7
8
2

1
.
8
3
3

1
.
8
6
2

1
.
9
0
7

1
.
9
2
1

1
.
9
3
9

1
.
9
5
0

2
.
3
6
6

2
.
4
6
7

2
.
4
7
2

2
.
4
8
2

2
.
4
8
7

2
.
5
1
4

2
.
5
4
1

3
.
3
0
0

3
.
7
5
3

3
.
7
6
8

3
.
7
8
0

3
.
7
9
5

3
.
9
3
3

3
.
9
4
6

4
.
8
4
3

3
.0

4

2
.3

6

3
.0

1

3
.2

0

1
.1

3

3
.0

2

0
.8

8

3
.1

8

3
.1

4

2
.4

5

2
.4

7

1
.0

6

1
.0

3

1
.0

8

1
.0

3

1
.0

0

Current Data Parameters

NAME          compound8

EXPNO                 1

PROCNO                1

F2 - Acquisition Parameters

Date_          20140123

Time              15.42

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG            zg30

TD                32768

SOLVENT            MeOD

NS                   32

DS                    0

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            2.0447233 sec

RG                161.3

DW               62.400 usec

DE                 6.50 usec

TE                298.5 K

D1           1.50000000 sec

TD0                   1

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

NUC1                 1H

P1                10.80 usec

PL1                3.00 dB

SFO1        400.0332002 MHz

F2 - Processing parameters

SI                16384

SF          400.0300087 MHz

WDW                  EM

SSB      0

LB                 1.00 Hz

GB       0

PC                 1.00

Nusrat / Dr. Iqbal / NH-ST-4

1H



 406080100120140160180200 ppm

3
9
.
2
1

4
2
.
8
8

4
3
.
7
7

4
5
.
5
0

4
6
.
6
3

4
7
.
4
3

4
8
.
3
6

4
8
.
5
7

4
8
.
7
8

4
9
.
0
0

4
9
.
2
1

4
9
.
2
8

4
9
.
4
2

4
9
.
6
3

5
0
.
7
9

6
1
.
7
1

6
8
.
0
6

7
7
.
0
0

7
7
.
0
5

8
1
.
8
8

2
1
1
.
1
7

Current Data Parameters

NAME          compound8

EXPNO                 6

PROCNO                1

F2 - Acquisition Parameters

Date_          20140124

Time              21.55

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG            zgpg

TD                32768

SOLVENT            MeOD

NS                20480

DS                    2

SWH           24154.590 Hz

FIDRES         0.737140 Hz

AQ            0.6782976 sec

RG                32768

DW               20.700 usec

DE                 6.50 usec

TE                298.0 K

D1           1.50000000 sec

D11          0.03000000 sec

TD0                  20

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

NUC1                13C

P1                12.30 usec

PL1               -6.00 dB

SFO1        100.5991916 MHz

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

CPDPRG[2        waltz16

NUC2                 1H

PCPD2             75.00 usec

PL2                3.00 dB

PL12              20.00 dB

PL13              22.00 dB

SFO2        400.0320001 MHz

F2 - Processing parameters

SI                16384

SF          100.5874816 MHz

WDW                  EM

SSB      0

LB                 1.00 Hz

GB       0

PC                 1.00

Nusrat / Dr. Iqbal / NH-ST-4
BB
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Current Data Parameters

NAME          compound8

EXPNO                 7

PROCNO                1

F2 - Acquisition Parameters

Date_          20140125

Time              10.42

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG         dept135

TD                32768

SOLVENT            MeOD

NS                10240

DS                    2

SWH           20080.320 Hz

FIDRES         0.612803 Hz

AQ            0.8159232 sec

RG                16384

DW               24.900 usec

DE                 6.50 usec

TE                298.1 K

CNST2       145.0000000

D1           1.50000000 sec

D2           0.00344828 sec

D12          0.00002000 sec

TD0                  10

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

NUC1                13C

P1                12.30 usec

P2                24.60 usec

PL1               -6.00 dB

SFO1        100.5971798 MHz

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

CPDPRG[2        waltz16

NUC2                 1H

P3                10.50 usec

P4                21.00 usec

PCPD2             75.00 usec

PL2                3.00 dB

PL12              20.00 dB

SFO2        400.0320001 MHz

F2 - Processing parameters

SI                16384

SF          100.5874816 MHz

WDW                  EM

SSB      0

LB                 1.00 Hz

GB       0

PC                 1.20

Nusrat / Dr. Iqbal / NH-ST-4
DEP135#//
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Current Data Parameters

NAME          compound8

EXPNO                 8

PROCNO                1

F2 - Acquisition Parameters

Date_          20140125

Time              17.25

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG          dept90

TD                32768

SOLVENT            MeOD

NS                 5120

DS                    2

SWH           20080.320 Hz

FIDRES         0.612803 Hz

AQ            0.8159232 sec

RG                16384

DW               24.900 usec

DE                 6.50 usec

TE                297.7 K

CNST2       145.0000000

D1           1.50000000 sec

D2           0.00344828 sec

D12          0.00002000 sec

TD0                   5

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

NUC1                13C

P1                12.30 usec

P2                24.60 usec

PL1               -6.00 dB

SFO1        100.5971798 MHz

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

CPDPRG[2        waltz16

NUC2                 1H

P3                10.50 usec

P4                21.00 usec

PCPD2             75.00 usec

PL2                3.00 dB

PL12              20.00 dB

SFO2        400.0320001 MHz

F2 - Processing parameters

SI                16384

SF          100.5874816 MHz

WDW                  EM

SSB      0

LB                 1.00 Hz

GB       0

PC                 1.20

Nusrat / Dr. Iqbal / NH-ST-4

DEPT90#
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Current Data Parameters

NAME          compound8

EXPNO                 4

PROCNO                1

F2 - Acquisition Parameters

Date_          20140124

Time               3.01

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG      hsqcetgpsi

TD                 1024

SOLVENT            MeOD

NS                   64
DS                    2

SWH            3591.954 Hz

FIDRES         3.507768 Hz

AQ            0.1425408 sec

RG              14596.5

DW              139.200 usec

DE                 6.50 usec

TE                298.0 K

CNST2       145.0000000

D0           0.00000300 sec

D1           1.50000000 sec

D4           0.00172414 sec

D11          0.03000000 sec

D13          0.00000400 sec

D16          0.00010000 sec

D24          0.00110000 sec

IN0          0.00002615 sec

ZGOPTNS

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

NUC1                 1H

P1                10.80 usec

P2                21.60 usec

P28             2000.00 usec

PL1                3.00 dB

SFO1        400.0318001 MHz

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

CPDPRG[2           garp

NUC2                13C

P3                11.40 usec

P4                22.80 usec

PCPD2             80.00 usec
PL2               -6.00 dB

PL12              17.00 dB

SFO2        100.5971798 MHz

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

GPNAM[1]       SINE.100

GPNAM[2]       SINE.100

GPZ1              80.00 %

GPZ2              20.10 %

P16             1000.00 usec

F1 - Acquisition parameters

TD                  256

SFO1           100.5972 MHz

FIDRES       149.323944 Hz

SW              190.000 ppm

FnMODE    Echo-Antiecho

F2 - Processing parameters

SI                 1024

SF          400.0300087 MHz

WDW                SINE

SSB                   2

LB       0 Hz

GB       0

PC                 4.00

F1 - Processing parameters

SI                 1024

MC2       echo-antiecho

SF          100.5874816 MHz

WDW                SINE

SSB                   2

LB       0 Hz

GB       0

Nusrat / Dr. Iqbal / NH-ST-4

HSQC//
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Current Data Parameters

NAME          compound8

EXPNO                 5

PROCNO                1

F2 - Acquisition Parameters

Date_          20140124

Time              10.37

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG    hmbcgplpndqf

TD                 2048
SOLVENT            MeOD

NS                   64

DS                    2

SWH            3591.954 Hz

FIDRES         1.753884 Hz

AQ            0.2850816 sec

RG              14596.5

DW              139.200 usec

DE                 6.50 usec

TE                298.1 K

CNST2       145.0000000

CNST13       10.0000000

D0           0.00000300 sec
D1           2.00000000 sec

D2           0.00344828 sec

D6           0.05000000 sec

D16          0.00010000 sec

IN0          0.00002160 sec

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

NUC1                 1H

P1                10.80 usec

P2                21.60 usec

PL1                3.00 dB

SFO1        400.0318001 MHz

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

NUC2                13C

P3                11.40 usec

PL2               -6.00 dB

SFO2        100.5991916 MHz

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

GPNAM[1]       SINE.100

GPNAM[2]       SINE.100

GPNAM[3]       SINE.100
GPZ1              50.00 %

GPZ2              30.00 %

GPZ3              40.10 %

P16             1000.00 usec

F1 - Acquisition parameters

TD                  256

SFO1           100.5992 MHz

FIDRES       180.764175 Hz

SW              230.000 ppm

FnMODE               QF

F2 - Processing parameters

SI                 1024

SF          400.0300087 MHz

WDW               QSINE

SSB      0

LB       0 Hz

GB       0

PC                 4.00

F1 - Processing parameters

SI                 1024

MC2                  QF

SF          100.5874816 MHz

WDW               QSINE

SSB      0

LB       0 Hz

GB       0

Nusrat / Dr. Iqbal / NH-ST-4

HMBC/
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Current Data Parameters

NAME          compound8

EXPNO                 2

PROCNO                1

F2 - Acquisition Parameters

Date_          20140123

Time              15.46

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG        cosygpqf

TD                 2048

SOLVENT            MeOD

NS                   32

DS                    8

SWH            3591.954 Hz

FIDRES         1.753884 Hz

AQ            0.2850816 sec

RG                  128

DW              139.200 usec

DE                 6.50 usec

TE                298.5 K

D0           0.00000300 sec

D1           1.50000000 sec

D13          0.00000400 sec

D16          0.00010000 sec

IN0          0.00027840 sec

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

NUC1                 1H

P0                10.80 usec

P1                10.80 usec

PL1                3.00 dB

SFO1        400.0318001 MHz

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

GPNAM[1]       SINE.100

GPZ1              10.00 %

P16             1000.00 usec

F1 - Acquisition parameters

TD                  256

SFO1           400.0318 MHz

FIDRES        28.062141 Hz

SW                8.979 ppm

FnMODE               QF

F2 - Processing parameters

SI                 1024

SF          400.0300087 MHz

WDW               QSINE

SSB      0

LB       0 Hz

GB       0

PC                 4.00

F1 - Processing parameters

SI                 1024

MC2                  QF

SF          400.0300087 MHz

WDW               QSINE

SSB      0

LB       0 Hz

GB       0

Nusrat / Dr. Iqbal / NH-ST-4

COSY
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Current Data Parameters

NAME          compound8

EXPNO                 3

PROCNO                1

F2 - Acquisition Parameters

Date_          20140123

Time              19.57

INSTRUM           spect

PROBHD   5 mm SEI 1H-13

PULPROG       noesygpph

TD                 2048

SOLVENT            MeOD

NS                   32

DS                    8

SWH            3591.954 Hz

FIDRES         1.753884 Hz

AQ            0.2850816 sec

RG                  181

DW              139.200 usec

DE                 6.50 usec

TE                298.5 K

D0           0.00012545 sec

D1           2.00000000 sec

D8           0.80000001 sec

D16          0.00010000 sec

IN0          0.00027840 sec

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

NUC1                 1H

P1                10.80 usec

P2                21.60 usec

PL1                3.00 dB

SFO1        400.0318001 MHz

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

GPNAM[1]       SINE.100

GPNAM[2]       SINE.100

GPZ1              40.00 %

GPZ2             -40.00 %

P16             1000.00 usec

F1 - Acquisition parameters

TD                  256

SFO1           400.0318 MHz

FIDRES        28.062141 Hz

SW                8.979 ppm

FnMODE      States-TPPI

F2 - Processing parameters

SI                 1024

SF          400.0300087 MHz

WDW                SINE

SSB                   2

LB       0 Hz

GB       0

PC                 4.00

F1 - Processing parameters

SI                 1024

MC2         States-TPPI

SF          400.0300087 MHz

WDW                SINE

SSB                   2

LB       0 Hz

GB       0

Nusrat / Dr. Iqbal / NH-ST-4

NOESY/


