
Supplementary Information 

Terretonin, ophiobolin, and drimane terpenes with absolute configurations from 

an algicolous Aspergillus ustus†

Xiang-Hong Liu,a Feng-Ping Miao,a Ming-Feng Qiao,a Robert H. Cichewiczb and Nai-Yun Ji*a

aYantai Institute of Coastal Zone Research, Chinese Academy of Sciences, Yantai 264003, China
bUniversity of Oklahoma, Norman, Oklahoma 73019, United States

Contents

S3, 1H NMR spectrum of compound 1;

S4, 13C NMR and DEPT spectra of compound 1;

S5, HSQC spectrum of compound 1;

S6, HMBC spectrum of compound 1;

S7, 1H-1H COSY spectrum of compound 1;

S8, NOESY spectrum of compound 1;

S9, 1H NMR spectrum of compound 2;

S10, 13C NMR and DEPT spectra of compound 2;

S11, HSQC spectrum of compound 2;

S12, HMBC spectrum of compound 2;

S13, Expanded HMBC spectrum of compound 2;

S14, 1H-1H COSY spectrum of compound 2;

S15, NOESY spectrum of compound 2;

S16, HREIMS spectrum of compound 2;

S17, 1H NMR spectrum of compound 3;

S18, 13C NMR and DEPT spectra of compound 3;

S19, HSQC spectrum of compound 3;

S20, HMBC spectrum of compound 3;

S21, 1H-1H COSY spectrum of compound 3;

S22, NOESY spectrum of compound 3;

S23, HREIMS spectrum of compound 3;

S24, 1H NMR spectrum of compound 4;

S25, 13C NMR and DEPT spectra of compound 4;

S26, HSQC spectrum of compound 4;

S27, HMBC spectrum of compound 4;

1

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012



S28, 1H-1H COSY spectrum of compound 4; 

S29, NOESY spectrum of compound 4; 

S30, HREIMS spectrum of compound 4; 

S31, 1H NMR spectrum of compound 5; 

S32, 13C NMR and DEPT spectra of compound 5; 

S33, HSQC spectrum of compound 5; 

S34, HMBC spectrum of compound 5; 

S35, 1H-1H COSY spectrum of compound 5; 

S36, NOESY spectrum of compound 5; 

S37, HRESIMS spectrum of compound 5; 

S38, 1H NMR spectrum of compound 6; 

S39, 13C NMR and DEPT spectra of compound 6; 

S40, HSQC spectrum of compound 6; 

S41, HMBC spectrum of compound 6; 

S42, 1H-1H COSY spectrum of compound 6; 

S43, NOESY spectrum of compound 6; 

S44, HREIMS spectrum of compound 6; 

S45, 1H NMR spectrum of compound 7; 

S46, 13C NMR and DEPT spectra of compound 7; 

S47, HSQC spectrum of compound 7; 

S48, HMBC spectrum of compound 7; 

S49, 1H-1H COSY spectrum of compound 7; 

S50, NOESY spectrum of compound 7; 

S51, HREIMS spectrum of compound 7; 

S52, 1H NMR spectrum of compound 13/14; 

S53, 13C NMR and DEPT spectra of compound 13/14; 

S54, HSQC spectrum of compound 13/14; 

S55, HMBC spectrum of compound 13/14; 

S56, 1H-1H COSY spectrum of compound 13/14; 

S57, NOESY spectrum of compound 13/14; 

S58, HRESIMS spectrum of compound 13/14; 

S59, Cartesian coordinates for energy-minimized conformer of 2 optimized at the B3LYP/6-31G(d) 

level in methanol; 

S60, Cartesian coordinates for energy-minimized conformer of 3 optimized at the B3LYP/6-31G(d) 

level in methanol; 

S61, Cartesian coordinates for energy-minimized conformer of 12 optimized at the B3LYP/6-31G(d) 

level in methanol. 

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012



8 7 6 5 4 3 2 1 0 ppm

-
0
.
0
0
0
2

1
.
2
3
0
3

1
.
2
4
4
4

1
.
2
5
8
4

1
.
2
7
0
7

1
.
5
3
9
0

1
.
5
6
3
5

1
.
5
7
6
9

1
.
5
8
4
2

1
.
8
1
5
3

1
.
8
6
9
5

2
.
1
7
0
7

2
.
1
7
6
3

2
.
1
9
8
0

2
.
2
0
3
7

2
.
4
4
1
4

2
.
4
4
7
0

2
.
4
7
0
2

2
.
4
7
5
8

2
.
6
3
3
8

2
.
6
6
1
8

2
.
6
8
9
9

3
.
7
0
1
8

3
.
7
1
5
8

3
.
7
2
3
2

3
.
7
2
9
9

3
.
7
4
3
9

3
.
8
2
0
5

3
.
8
3
1
6

3
.
8
3
8
5

3
.
8
4
8
4

4
.
7
5
6
3

4
.
7
6
9
7

4
.
7
8
3
1

4
.
7
9
6
5

4
.
9
2
9
9

4
.
9
3
1
7

4
.
9
3
9
8

5
.
1
0
1
3

5
.
1
0
4
7

6
.
1
0
0
2

6
.
1
2
0
2

6
.
6
8
4
2

6
.
7
9
2
6

6
.
8
1
2
7

7
.
2
6
2
0

6.
24

11
.9

4
3.

21
3.

58

1.
03

1.
24

1.
14

1.
60

3.
53

1.
15

1.
18

1.
14

1.
00

1.
04

1.
02

NAME             110221
EXPNO                 1
PROCNO                1
Date_          20110221
Time               9.39
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  144
DW               48.400 usec
DE                 6.50 usec
TE                298.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300125 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

cf42-7
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NAME             110223
EXPNO                 3
PROCNO                1
Date_          20110223
Time              15.23
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                  512
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT135
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NAME             110223
EXPNO                 4
PROCNO                1
Date_          20110223
Time              15.50
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                  512
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT90
200 180 160 140 120 100 80 60 40 20 0 ppm
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NAME             110223
EXPNO                 2
PROCNO                1
Date_          20110223
Time              14.35
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                 1864
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

cf42-7
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NAME             110307
EXPNO                 8
PROCNO                1
Date_          20110307
Time              11.44
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002340 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321005 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7678496 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7678 MHz
FIDRES        83.517715 Hz
SW              170.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-7
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NAME             110307
EXPNO                 9
PROCNO                1
Date_          20110307
Time              14.19
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                   32
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981119
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00001730 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321005 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7716224 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7716 MHz
FIDRES       112.997940 Hz
SW              230.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

hmbc_cf42-7
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NAME             110307
EXPNO                 7
PROCNO                1
Date_          20110307
Time              11.03
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    4
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1321 MHz
FIDRES        17.582769 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300122 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300122 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

cosy_cf42-7
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NAME             110307
EXPNO                10
PROCNO                1
Date_          20110307
Time              18.58
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                    8
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.89999998 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1321 MHz
FIDRES        17.582769 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

noesy_cf42-7
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NAME             110119
EXPNO                 5
PROCNO                1
Date_          20110119
Time              12.35
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  144
DW               48.400 usec
DE                 6.50 usec
TE                298.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300128 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

cf42-10
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NAME             110119
EXPNO                 7
PROCNO                1
Date_          20110119
Time              13.44
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT135

200 180 160 140 120 100 80 60 40 20 0 ppm

NAME             110119
EXPNO                 8
PROCNO                1
Date_          20110119
Time              13.57
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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NAME             110119
EXPNO                 6
PROCNO                1
Date_          20110119
Time              13.30
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                 1024
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

cf42-10
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NAME             110221
EXPNO                 4
PROCNO                1
Date_          20110221
Time              10.50
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002840 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7655860 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7656 MHz
FIDRES        68.778053 Hz
SW              140.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-10

11

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012



ppm

1.01.52.02.53.03.54.04.55.05.56.06.5 ppm

20

40

60

80

100

120

140

160

180

200

220

NAME             110221
EXPNO                 5
PROCNO                1
Date_          20110221
Time              13.25
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                   32
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981086
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00001590 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7728799 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL ====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7729 MHz
FIDRES       122.825081 Hz
SW              250.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

hmbc_cf42-10
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NAME             110221
EXPNO                 3
PROCNO                1
Date_          20110221
Time              10.09
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    4
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300122 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300122 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

cosy_cf42-10
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NAME             110221
EXPNO                 6
PROCNO                1
Date_          20110221
Time              18.04
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                    8
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.69999999 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

noesy_cf42-10
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NAME             110524
EXPNO                 3
PROCNO                1
Date_          20110524
Time              10.15
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  144
DW               48.400 usec
DE                 6.50 usec
TE                298.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300133 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

cf42-46
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NAME             110526
EXPNO                12
PROCNO                1
Date_          20110531
Time              11.16
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                  128
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT135

200 180 160 140 120 100 80 60 40 20 0 ppm

NAME             110526
EXPNO                13
PROCNO                1
Date_          20110531
Time              11.23
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                  128
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT90
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NAME             110526
EXPNO                11
PROCNO                1
Date_          20110531
Time              10.51
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  512
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

cf42-46
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NAME             110601
EXPNO                22
PROCNO                1
Date_          20110602
Time              23.00
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002485 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7672208 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7672 MHz
FIDRES        78.604515 Hz
SW              160.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-46
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NAME             110601
EXPNO                23
PROCNO                1
Date_          20110603
Time               1.35
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                   32
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981119
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00001730 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7716224 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7716 MHz
FIDRES       112.997940 Hz
SW              230.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
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NAME             110601
EXPNO                21
PROCNO                1
Date_          20110602
Time              22.20
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    4
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
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NAME             110601
EXPNO                24
PROCNO                1
Date_          20110603
Time               6.14
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                    8
DS                    8
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.85000002 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
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NAME             110531
EXPNO                 7
PROCNO                1
Date_          20110531
Time               9.57
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  203
DW               48.400 usec
DE                 6.50 usec
TE                298.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300133 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

cf42-49

24

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012



200 180 160 140 120 100 80 60 40 20 0 ppm

NAME             110601
EXPNO                12
PROCNO                1
Date_          20110602
Time              16.13
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT135

200 180 160 140 120 100 80 60 40 20 0 ppm

NAME             110601
EXPNO                13
PROCNO                1
Date_          20110602
Time              16.27
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT90
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NAME             110601
EXPNO                11
PROCNO                1
Date_          20110602
Time              15.14
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                 1024
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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NAME             110614
EXPNO                12
PROCNO                1
Date_          20110616
Time              17.48
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.2 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002485 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7672208 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7672 MHz
FIDRES        78.604515 Hz
SW              160.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-49
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NAME             110614
EXPNO                13
PROCNO                1
Date_          20110616
Time              20.22
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                   32
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981119
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00001730 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7716224 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7716 MHz
FIDRES       112.997940 Hz
SW              230.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

hmbc_cf42-49
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NAME             110614
EXPNO                11
PROCNO                1
Date_          20110616
Time              17.07
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    4
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

cosy_cf42-49
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NAME             110614
EXPNO                14
PROCNO                1
Date_          20110617
Time               1.01
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                    8
DS                    8
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.69999999 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

noesy_cf42-49
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NAME             110330
EXPNO                 4
PROCNO                1
Date_          20110330
Time              15.07
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   40
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  181
DW               48.400 usec
DE                 6.50 usec
TE                298.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300134 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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NAME             110401
EXPNO                19
PROCNO                1
Date_          20110406
Time              13.22
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                 1024
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

dept135
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NAME             110401
EXPNO                20
PROCNO                1
Date_          20110406
Time              13.42
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                  880
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

dept90
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NAME             110401
EXPNO                18
PROCNO                1
Date_          20110406
Time               8.56
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                 4096
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.1 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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NAME             110411
EXPNO                14
PROCNO                1
Date_          20110412
Time              18.08
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002340 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321506 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7678496 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7678 MHz
FIDRES        83.517715 Hz
SW              170.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-23
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NAME             110411
EXPNO                15
PROCNO                1
Date_          20110412
Time              20.42
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                   32
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981113
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00001730 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321506 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7718739 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7719 MHz
FIDRES       112.998169 Hz
SW              230.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

hmbc_cf42-23
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NAME             110411
EXPNO                13
PROCNO                1
Date_          20110412
Time              16.49
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    8
DS                    8
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321506 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1322 MHz
FIDRES        17.582771 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

cosy_cf42-23
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NAME             110411
EXPNO                16
PROCNO                1
Date_          20110413
Time               1.22
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.80000001 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1321506 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1322 MHz
FIDRES        17.582771 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

noesy_cf42-23
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NAME             101222
EXPNO                 6
PROCNO                1
Date_          20101222
Time              11.00
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  144
DW               48.400 usec
DE                 6.50 usec
TE                298.1 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300126 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

cf42-2
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NAME             101222
EXPNO                 8
PROCNO                1
Date_          20101222
Time              12.14
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

dept135
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NAME             101222
EXPNO                 9
PROCNO                1
Date_          20101222
Time              12.27
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

dept90
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NAME             101222
EXPNO                 7
PROCNO                1
Date_          20101222
Time              11.08
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                 1024
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.1 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

cf42-2
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NAME             101227
EXPNO                 8
PROCNO                1
Date_          20101227
Time              17.57
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   32
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002400 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7678496 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7678 MHz
FIDRES        81.380646 Hz
SW              165.650 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300100 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7578045 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-2
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NAME             101227
EXPNO                 9
PROCNO                1
Date_          20101227
Time              20.31
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                   32
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981151
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00001805 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7703648 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7704 MHz
FIDRES       108.083908 Hz
SW              220.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300100 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7578045 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

hmbc_cf42-2
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NAME             101227
EXPNO                 7
PROCNO                1
Date_          20101227
Time              17.16
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    4
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1319005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1319 MHz
FIDRES        17.582762 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300137 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300137 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

cosy_cf42-2
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NAME             101227
EXPNO                10
PROCNO                1
Date_          20101228
Time               1.11
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.69999999 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1319005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1319 MHz
FIDRES        17.582762 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300137 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300137 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

noesy_cf42-2
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NAME             110601
EXPNO                25
PROCNO                1
Date_          20110603
Time               8.47
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  203
DW               48.400 usec
DE                 6.50 usec
TE                298.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300135 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

cf42-50
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2030405060708090100110120130140150 ppm

NAME             110614
EXPNO                 6
PROCNO                1
Date_          20110615
Time              12.31
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                 1024
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT135

2030405060708090100110120130140150 ppm

NAME             110614
EXPNO                 7
PROCNO                1
Date_          20110615
Time              13.25
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                 1024
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT90
2030405060708090100110120130140150 ppm
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NAME             110614
EXPNO                 5
PROCNO                1
Date_          20110615
Time              10.00
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                 4096
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

cf42-50
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NAME             110620
EXPNO                 2
PROCNO                1
Date_          20110620
Time              10.21
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002650 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1319005 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7665920 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7666 MHz
FIDRES        73.691360 Hz
SW              150.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-50
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NAME             110620
EXPNO                 3
PROCNO                1
Date_          20110620
Time              12.55
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                   32
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981198
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00002210 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1319005 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7684784 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7685 MHz
FIDRES        88.430962 Hz
SW              180.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0

hmbc_cf42-50
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NAME             110620
EXPNO                 1
PROCNO                1
Date_          20110620
Time               9.40
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    4
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1319005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1319 MHz
FIDRES        17.582762 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300129 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
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NAME             110620
EXPNO                 4
PROCNO                1
Date_          20110620
Time              17.34
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                    8
DS                    8
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.72000003 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1319005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1           500.1319 MHz
FIDRES        17.582762 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
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NAME             110323
EXPNO                12
PROCNO                1
Date_          20110323
Time              14.40
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   40
DS                    0
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719923 sec
RG                  203
DW               48.400 usec
DE                 6.50 usec
TE                298.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1330885 MHz
SI                32768
SF          500.1300134 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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30405060708090100110120130140150160170 ppm

NAME             110328
EXPNO                 7
PROCNO                1
Date_          20110330
Time               7.09
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG         dept135
TD                65536
SOLVENT           CDCl3
NS                 4096
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT135

30405060708090100110120130140150160170 ppm

NAME             110328
EXPNO                 8
PROCNO                1
Date_          20110330
Time              10.44
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          dept90
TD                65536
SOLVENT           CDCl3
NS                 4096
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
CNST2       145.0000000
D1           2.00000000 sec
D2           0.00344828 sec
D12          0.00002000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
P2                20.08 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
P3                13.00 usec
P4                26.00 usec
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

DEPT90 30405060708090100110120130140150160170 ppm
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NAME             110328
EXPNO                 6
PROCNO                1
Date_          20110330
Time               3.34
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                16040
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010548 sec
RG                  203
DW               16.800 usec
DE                 6.50 usec
TE                298.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.04 usec
PL1               -1.00 dB
PL1W       106.25253296 W
SFO1        125.7703643 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2                0.35 dB
PL12              16.90 dB
PL13              17.00 dB
PL2W        19.76737595 W
PL12W        0.43747079 W
PL13W        0.42751271 W
SFO2        500.1320005 MHz
SI                32768
SF          125.7577890 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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NAME             110406
EXPNO                 3
PROCNO                1
Date_          20110406
Time              20.48
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG   hsqcetgpsisp2
TD                 2048
SOLVENT           CDCl3
NS                   64
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.1 K
CNST2       145.0000000
D0           0.00000300 sec
D1           2.00000000 sec
D4           0.00172414 sec
D11          0.03000000 sec
D16          0.00020000 sec
D24          0.00086207 sec
IN0          0.00002090 sec
ZGOPTNS

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
P28                0.00 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
CPDPRG2            garp
NUC2                13C
P3                11.90 usec
P4                23.80 usec
P14              500.00 usec
PCPD2             70.00 usec
PL0              120.00 dB
PL2                1.00 dB
PL12              16.39 dB
PL0W         0.00000000 W
PL2W        67.04081726 W
PL12W        1.93793559 W
SFO2        125.7678496 MHz
SP3                7.65 dB
SPNAM3   Crp60,0.5,20.1
SPOAL3            0.500
SPOFFS3            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPZ1              80.00 %
GPZ2              20.10 %
GPZ3              11.00 %
GPZ4              -5.00 %
P16             1000.00 usec
P19              600.00 usec
ND0                   2
TD                  256
SFO1           125.7678 MHz
FIDRES        93.343323 Hz
SW              190.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

hsqc_cf42-20
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NAME             110406
EXPNO                 4
PROCNO                1
Date_          20110407
Time              13.19
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG    hmbcetgpl2nd
TD                 4096
SOLVENT           CDCl3
NS                  128
DS                   16
SWH            4504.504 Hz
FIDRES         1.099733 Hz
AQ            0.4547060 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
CNST6       120.0000000
CNST7       180.0000000
CNST13        7.0000000
CNST30        0.5981183
D0           0.00000300 sec
D1           1.50000000 sec
D6           0.07142857 sec
D16          0.00020000 sec
IN0          0.00001990 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

======== CHANNEL f2 ========
NUC2                13C
P3                11.90 usec
P24             2000.00 usec
PL2                1.00 dB
PL2W        67.04081726 W
SFO2        125.7691072 MHz
SP7                7.65 dB
SPNAM7      Crp60comp.4
SPOAL7            0.500
SPOFFS7            0.00 Hz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM3         SINE.100
GPNAM4         SINE.100
GPNAM5         SINE.100
GPZ1              80.00 %
GPZ3              15.00 %
GPZ4             -10.00 %
GPZ5              -5.00 %
P16             1000.00 usec
ND0                   2
TD                  256
SFO1           125.7691 MHz
FIDRES        98.257118 Hz
SW              200.000 ppm
FnMODE    Echo-Antiecho
SI                 1024
SF          500.1300120 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2       echo-antiecho
SF          125.7577790 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
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NAME             110406
EXPNO                 2
PROCNO                1
Date_          20110406
Time              19.27
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG      cosygpmfqf
TD                 2048
SOLVENT           CDCl3
NS                    8
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00000300 sec
D1           2.00000000 sec
D13          0.00000400 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPNAM3         SINE.100
GPZ1              16.00 %
GPZ2              12.00 %
GPZ3              40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE               QF
SI                 1024
SF          500.1300122 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
PC                 1.40
SI                 1024
MC2                  QF
SF          500.1300122 MHz
WDW                SINE
SSB                   0
LB                 0.00 Hz
GB                    0
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NAME             110406
EXPNO                 5
PROCNO                1
Date_          20110407
Time               9.46
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG       noesygpph
TD                 2048
SOLVENT           CDCl3
NS                   16
DS                   16
SWH            4504.504 Hz
FIDRES         2.199465 Hz
AQ            0.2273780 sec
RG                  203
DW              111.000 usec
DE                 6.50 usec
TE                298.0 K
D0           0.00009593 sec
D1           2.00000000 sec
D8           0.80000001 sec
D16          0.00020000 sec
IN0          0.00022215 sec

======== CHANNEL f1 ========
NUC1                 1H
P1                11.90 usec
P2                23.80 usec
PL1                0.35 dB
PL1W        19.76737595 W
SFO1        500.1320005 MHz

====== GRADIENT CHANNEL =====
GPNAM1         SINE.100
GPNAM2         SINE.100
GPZ1              40.00 %
GPZ2             -40.00 %
P16             1000.00 usec
ND0                   1
TD                  256
SFO1            500.132 MHz
FIDRES        17.582766 Hz
SW                9.000 ppm
FnMODE      States-TPPI
SI                 1024
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0
PC                 1.00
SI                 1024
MC2         States-TPPI
SF          500.1300120 MHz
WDW               QSINE
SSB                   2
LB                 0.00 Hz
GB                    0

noesy_cf42-20
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Cartesian coordinates for energy-minimized conformer of 2 optimized at the B3LYP/6-31G(d) level in methanol 
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Cartesian coordinates for energy-minimized conformer of 3 optimized at the B3LYP/6-31G(d) level in methanol 
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Cartesian coordinates for energy-minimized conformer of 12 optimized at the B3LYP/6-31G(d) level in methanol 
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