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1H NMR spectrum of (±)-5 in CDCl3 

13C NMR spectrum of (±)-5 in CDCl3 
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4−Hydorxy−5nitro[2.2]Metaparacyclophane

PC 1.00
GB 0
LB 0.30 Hz
SSB      0
WDW EM
SF 500.1300133 MHz
SI 32768
F2 − Processing parameters

SFO1 500.1330885 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 298.2 K
DE 6.50 usec
DW 48.400 usec
RG 181
AQ 3.1719425 sec
FIDRES 0.157632 Hz
SWH 10330.578 Hz
DS 2
NS                   16
SOLVENT CDCl3
TD                65536
PULPROG zg30
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 16.50
Date_ 20201015
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 125.7577890 MHz
SI 32768
F2 − Processing parameters

SFO2 500.1320005 MHz
PL13W 0.09611372 W
PL12W 0.17052394 W
PL2W 12.10000038 W
PL13 25.00 dB
PL12 22.51 dB
PL2 4.00 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 125.7703643 MHz
PL1W 172.88230896 W
PL1 −4.00 dB
P1 12.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 8
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.2 K
DE 6.50 usec
DW 16.650 usec
RG 32768
AQ 1.0911744 sec
FIDRES 0.458222 Hz
SWH 30030.029 Hz
DS 4
NS 8192
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 18.00
Date_ 20201015
F2 − Acquisition Parameters

PROCNO 1
EXPNO 2
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters

4−Hydorxy−5nitro[2.2]Metaparacyclophane

S1



DEPT NMR spectrum of (±)-5 in CDCl3 

NOESY spectrum of (±)-5 in CDCl3 
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 125.7577890 MHz
SI 32768
F2 − Processing parameters

SFO2 500.1320005 MHz
PL12W 0.17052394 W
PL2W 12.10000038 W
PL12 22.51 dB
PL2 4.00 dB
PCPD2 80.00 usec
P4 19.00 usec
P3 9.50 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 125.7703643 MHz
PL1W 172.88230896 W
PL1 −4.00 dB
P2 24.00 usec
P1 12.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 2
D12 0.00002000 sec
D2 0.00344828 sec
D1 2.00000000 sec
CNST2 145.0000000
TE 298.2 K
DE 6.50 usec
DW 16.650 usec
RG 16384
AQ 1.0911744 sec
FIDRES 0.458222 Hz
SWH 30030.029 Hz
DS 4
NS 2048
SOLVENT CDCl3
TD 65536
PULPROG dept135
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 1.11
Date_ 20201016
F2 − Acquisition Parameters

PROCNO 1
EXPNO 3
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters

4−Hydorxy−5nitro[2.2]Metaparacyclophane dept
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0

GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300110 MHz
MC2 echo−antiecho
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300126 MHz
SI 1024
F2 − Processing parameters

FnMODE    Echo−Antiecho
SW 12.000 ppm
FIDRES 23.443739 Hz
SFO1 500.1328 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 30.00 %
GPZ2 50.00 %
GPZ1 30.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00016660 sec
D16 0.00010000 sec
D11 0.03000000 sec
D8 0.50000000 sec
D1 1.48689198 sec
D0 0.00000300 sec
TE 296.7 K
DE 6.00 usec
DW 83.200 usec
RG 574.7
AQ 0.1703936 sec
FIDRES 2.934382 Hz
SWH 6009.615 Hz
DS 8
NS 8
SOLVENT CDCl3
TD 2048
PULPROG noesyetgp
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 15.18
Date_ 20201112
F2 − Acquisition Parameters

PROCNO 1
EXPNO 10
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters

22mpc nosey
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COSY NMR spectrum of (±)-5 in CDCl3 

Long range COSY NMR spectrum of (±)-5 in CDCl3 
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
MC2 States−TPPI
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE      States−TPPI
SW 13.000 ppm
FIDRES 16.254314 Hz
SFO1 500.1328 MHz
TD 400
F1 − Acquisition parameters

P16 1000.00 usec
GPZ2 20.00 %
GPZ1 10.00 %
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00015380 sec
D16 0.00010000 sec
D13 0.00000400 sec
D1 2.00000000 sec
D0 0.00006481 sec
TE 298.2 K
DE 6.50 usec
DW 76.800 usec
RG 256
AQ 0.1572864 sec
FIDRES 3.178914 Hz
SWH 6510.417 Hz
DS 4
NS 8
SOLVENT CDCl3
TD 2048
PULPROG      cosygpmfph
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 2.05
Date_ 20201016
F2 − Acquisition Parameters

PROCNO 1
EXPNO 4
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters

4−Hydorxy−5nitro[2.2]Metaparacyclophane cosy
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 13.000 ppm
FIDRES 16.254297 Hz
SFO1 500.1323 MHz
TD 400
F1 − Acquisition parameters

SFO1 500.1322506 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00015380 sec
D6 0.20000000 sec
D1 2.00000000 sec
D0 0.00000300 sec
TE 298.2 K
DE 5.50 usec
DW 76.800 usec
RG 1024
AQ 0.1572864 sec
FIDRES 3.178914 Hz
SWH 6510.417 Hz
DS 4
NS 8
SOLVENT CDCl3
TD 2048
PULPROG cosylrqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 4.01
Date_ 20201016
F2 − Acquisition Parameters

PROCNO 1
EXPNO 5
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters

4−Hydorxy−5nitro[2.2]Metaparacyclophane lr cosy
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HMQC NMR spectrum of (±)-5 in CDCl3 

HMBC spectrum of (±)-5 in CDCl3 
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 125.7577890 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW QSINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 165.639 ppm
FIDRES 81.374924 Hz
SFO1 125.7672 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.10 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO2 125.7672198 MHz
PL12W 5.07867718 W
PL2W 172.88230896 W
PL12 11.32 dB
PL2 −4.00 dB
PCPD2 70.00 usec
P3 12.00 usec
NUC2 13C
CPDPRG[2 garp
======== CHANNEL f2 ========

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00002400 sec
D16 0.00010000 sec
D13 0.00000400 sec
D12 0.00002000 sec
D2 0.00344828 sec
D1 1.50000000 sec
D0 0.00000300 sec
CNST2 145.0000000
TE 298.2 K
DE 6.50 usec
DW 76.800 usec
RG 4096
AQ 0.0786432 sec
FIDRES 6.357829 Hz
SWH 6510.417 Hz
DS 16
NS 8
SOLVENT CDCl3
TD 1024
PULPROG hmqcgpqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 6.20
Date_ 20201016
F2 − Acquisition Parameters

PROCNO 1
EXPNO 6
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters

22 mpc HMQC
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 125.7577890 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 222.095 ppm
FIDRES 109.113174 Hz
SFO1 125.7703 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.10 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO2 125.7703443 MHz
PL2W 172.88230896 W
PL2 −4.00 dB
P3 12.00 usec
NUC2 13C
======== CHANNEL f2 ========

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00001790 sec
D16 0.00010000 sec
D6 0.06250000 sec
D1 1.50000000 sec
D0 0.00000300 sec
CNST13 8.0000000
TE 298.2 K
DE 6.50 usec
DW 75.000 usec
RG 4096
AQ 0.3072000 sec
FIDRES 1.627604 Hz
SWH 6666.667 Hz
DS 16
NS 8
SOLVENT CDCl3
TD 4096
PULPROG      hmbcgpndqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 7.16
Date_ 20201016
F2 − Acquisition Parameters

PROCNO 1
EXPNO 7
NAME     4−Hydorxy−5nitro[2.2]Metaparacyclophane
Current Data Parameters

22mpc hmbc
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1H NMR spectrum of 6 in DMSO-d6

13C NMR spectrum of 6 in DMSO-d6 
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PC 1.00
GB 0
LB 0.30 Hz
SSB      0
WDW EM
SF 500.1300052 MHz
SI 32768
F2 − Processing parameters

SFO1 500.1330885 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 298.2 K
DE 6.50 usec
DW 48.400 usec
RG 256
AQ 3.1719425 sec
FIDRES 0.157632 Hz
SWH 10330.578 Hz
DS 2
NS                   16
SOLVENT DMSO
TD                65536
PULPROG zg30
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 17.18
Date_ 20201028
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME FREAK
Current Data Parameters

FREAK

405060708090100110120130140150160170180 ppm

3
0
.
2
1

3
2
.
2
4

3
3
.
4
3

4
3
.
4
2

6
8
.
2
4

1
2
9
.
2
3

1
2
9
.
2
9

1
3
0
.
1
2

1
3
0
.
1
4

1
3
0
.
5
6

1
3
7
.
7
1

1
4
1
.
0
7

1
4
2
.
7
4

1
4
7
.
3
5

1
4
7
.
8
5

1
7
7
.
2
5

PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 125.7578490 MHz
SI 32768
F2 − Processing parameters

SFO2 500.1320005 MHz
PL13W 0.09611372 W
PL12W 0.17052394 W
PL2W 12.10000038 W
PL13 25.00 dB
PL12 22.51 dB
PL2 4.00 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 125.7703643 MHz
PL1W 172.88230896 W
PL1               −4.00 dB
P1 12.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 9
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.2 K
DE 6.50 usec
DW 16.650 usec
RG 32768
AQ 1.0911744 sec
FIDRES 0.458222 Hz
SWH 30030.029 Hz
DS 4
NS 9216
SOLVENT DMSO
TD 65536
PULPROG zgpg30
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 18.20
Date_ 20201028
F2 − Acquisition Parameters

PROCNO 1
EXPNO 2
NAME FREAK
Current Data Parameters

FREAK
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DEPT NMR spectrum of 6 in DMSO-d6

NOESY spectrum of 6 in DMSO-d6  
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 125.7578814 MHz
SI 32768
F2 − Processing parameters

SFO2 500.1320005 MHz
PL12W 0.17052394 W
PL2W 12.10000038 W
PL12 22.51 dB
PL2 4.00 dB
PCPD2 80.00 usec
P4 19.00 usec
P3 9.50 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 125.7703643 MHz
PL1W 172.88230896 W
PL1               −4.00 dB
P2 24.00 usec
P1 12.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D12 0.00002000 sec
D2 0.00344828 sec
D1 2.00000000 sec
CNST2 145.0000000
TE 298.2 K
DE 6.50 usec
DW 16.650 usec
RG 16384
AQ 1.0911744 sec
FIDRES 0.458222 Hz
SWH 30030.029 Hz
DS 4
NS                 1024
SOLVENT DMSO
TD                65536
PULPROG dept135
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 2.24
Date_ 20201029
F2 − Acquisition Parameters

PROCNO 1
EXPNO 3
NAME FREAK
Current Data Parameters

FREAK
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11
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1

0

GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
MC2 echo−antiecho
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE    Echo−Antiecho
SW 12.000 ppm
FIDRES 23.443739 Hz
SFO1 500.1328 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 30.00 %
GPZ2 50.00 %
GPZ1 30.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00016660 sec
D16 0.00010000 sec
D11 0.03000000 sec
D8 0.50000000 sec
D1 1.48689198 sec
D0 0.00000300 sec
TE 298.2 K
DE 6.00 usec
DW 83.200 usec
RG 574.7
AQ 0.1703936 sec
FIDRES 2.934382 Hz
SWH 6009.615 Hz
DS 8
NS 16
SOLVENT DMSO
TD 2048
PULPROG noesyetgp
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 2.25
Date_ 20201029
F2 − Acquisition Parameters

PROCNO 1
EXPNO 4
NAME FREAK
Current Data Parameters
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COSY NMR spectrum of 6 in DMSO-d6  

Long range COSY NMR spectrum of 6 in DMSO-d6  
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
MC2 States−TPPI
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE      States−TPPI
SW 7.000 ppm
FIDRES 13.675491 Hz
SFO1 500.1323 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ2 20.00 %
GPZ1 10.00 %
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO1 500.1322506 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00028565 sec
D16 0.00010000 sec
D13 0.00000400 sec
D1 2.00000000 sec
D0 0.00013072 sec
TE 298.2 K
DE 6.50 usec
DW 142.800 usec
RG 256
AQ 0.2924544 sec
FIDRES 1.709668 Hz
SWH 3501.401 Hz
DS 4
NS 8
SOLVENT DMSO
TD 2048
PULPROG      cosygpmfph
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 2.27
Date_ 20200925
F2 − Acquisition Parameters

PROCNO 1
EXPNO 4
NAME IVSP21
Current Data Parameters

IVSP21
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 7.000 ppm
FIDRES 13.675491 Hz
SFO1 500.1323 MHz
TD 256
F1 − Acquisition parameters

SFO1 500.1322506 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00028565 sec
D6 0.20000000 sec
D1 2.00000000 sec
D0 0.00000300 sec
TE 298.2 K
DE 6.00 usec
DW 142.800 usec
RG 512
AQ 0.2924544 sec
FIDRES 1.709668 Hz
SWH 3501.401 Hz
DS 4
NS                   16
SOLVENT DMSO
TD                 2048
PULPROG cosylrqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 3.47
Date_ 20200925
F2 − Acquisition Parameters

PROCNO 1
EXPNO 5
NAME IVSP21
Current Data Parameters

IVSP21
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HMQC NMR spectrum of 6 in DMSO-d6  

HMBC NMR spectrum of 6 in DMSO-d6  
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 125.7577890 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW QSINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 165.639 ppm
FIDRES 81.374924 Hz
SFO1 125.7672 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.10 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO2 125.7672198 MHz
PL12W 5.07867718 W
PL2W 172.88230896 W
PL12 11.32 dB
PL2 −4.00 dB
PCPD2 70.00 usec
P3 12.00 usec
NUC2 13C
CPDPRG[2 garp
======== CHANNEL f2 ========

SFO1 500.1322661 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00002400 sec
D16 0.00010000 sec
D13 0.00000400 sec
D12 0.00002000 sec
D2 0.00344828 sec
D1 1.50000000 sec
D0 0.00000300 sec
CNST2 145.0000000
TE 298.2 K
DE 6.50 usec
DW 99.200 usec
RG 4096
AQ 0.1015808 sec
FIDRES 4.922190 Hz
SWH 5040.323 Hz
DS 16
NS 8
SOLVENT DMSO
TD 1024
PULPROG hmqcgpqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 6.53
Date_ 20200925
F2 − Acquisition Parameters

PROCNO 1
EXPNO 6
NAME IVSP21
Current Data Parameters

IVSP21
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 125.7577890 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 222.095 ppm
FIDRES 109.113174 Hz
SFO1 125.7703 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.10 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO2 125.7703443 MHz
PL2W 172.88230896 W
PL2 −4.00 dB
P3 12.00 usec
NUC2 13C
======== CHANNEL f2 ========

SFO1 500.1330069 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00001790 sec
D16 0.00010000 sec
D6 0.06250000 sec
D1 1.50000000 sec
D0 0.00000300 sec
CNST13 8.0000000
TE 298.2 K
DE 6.50 usec
DW 75.000 usec
RG 4096
AQ 0.3072000 sec
FIDRES 1.627604 Hz
SWH 6666.667 Hz
DS 16
NS 8
SOLVENT DMSO
TD 4096
PULPROG      hmbcgpndqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 7.49
Date_ 20200925
F2 − Acquisition Parameters

PROCNO 1
EXPNO 7
NAME IVSP21
Current Data Parameters

IVSP21
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1H NMR spectrum of 14 in CDCl3 

13C NMR spectrum of 14 in CDCl3 
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PC 1.00
GB 0
LB 0.30 Hz
SSB      0
WDW EM
SF 500.1300138 MHz
SI 32768
F2 − Processing parameters

SFO1 500.1330885 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 298.0 K
DE 6.50 usec
DW 48.400 usec
RG 456.1
AQ 3.1719425 sec
FIDRES 0.157632 Hz
SWH 10330.578 Hz
DS 2
NS                   16
SOLVENT CDCl3
TD                65536
PULPROG zg30
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 16.45
Date_ 20210114
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME IVSP106
Current Data Parameters

IVSP106methyl ester 22mpc over night proton
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 125.7577890 MHz
SI 32768
F2 − Processing parameters

SFO2 500.1320005 MHz
PL13W 0.09611372 W
PL12W 0.17052394 W
PL2W 12.10000038 W
PL13 25.00 dB
PL12 22.51 dB
PL2 4.00 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 125.7703643 MHz
PL1W 172.88230896 W
PL1               −4.00 dB
P1 12.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 6
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.0 K
DE 6.50 usec
DW 16.650 usec
RG 32768
AQ 1.0911744 sec
FIDRES 0.458222 Hz
SWH 30030.029 Hz
DS 4
NS                 6144
SOLVENT CDCl3
TD                65536
PULPROG zgpg30
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 17.49
Date_ 20210114
F2 − Acquisition Parameters

PROCNO 1
EXPNO 2
NAME IVSP106
Current Data Parameters

IVSP106methyl ester 22mpc over night proton

NO2
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OHO
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DEPT spectrum of 14 in CDCl3 

NOESY spectrum of 14 in CDCl3 
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 125.7577890 MHz
SI 32768
F2 − Processing parameters

SFO2 500.1320005 MHz
PL12W 0.17052394 W
PL2W 12.10000038 W
PL12 22.51 dB
PL2 4.00 dB
PCPD2 80.00 usec
P4 19.00 usec
P3 9.50 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 125.7703643 MHz
PL1W 172.88230896 W
PL1               −4.00 dB
P2 24.00 usec
P1 12.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 2
D12 0.00002000 sec
D2 0.00344828 sec
D1 2.00000000 sec
CNST2 145.0000000
TE 298.0 K
DE 6.50 usec
DW 16.650 usec
RG 16384
AQ 1.0911744 sec
FIDRES 0.458222 Hz
SWH 30030.029 Hz
DS 4
NS                 2048
SOLVENT CDCl3
TD                65536
PULPROG dept135
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 23.12
Date_ 20210114
F2 − Acquisition Parameters

PROCNO 1
EXPNO 3
NAME IVSP106
Current Data Parameters
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8
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1

GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300110 MHz
MC2 echo−antiecho
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300126 MHz
SI 1024
F2 − Processing parameters

FnMODE    Echo−Antiecho
SW 12.000 ppm
FIDRES 23.443739 Hz
SFO1 500.1328 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 30.00 %
GPZ2 50.00 %
GPZ1 30.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00016660 sec
D16 0.00010000 sec
D11 0.03000000 sec
D8 0.50000000 sec
D1 1.48689198 sec
D0 0.00000300 sec
TE 298.1 K
DE 6.00 usec
DW 83.200 usec
RG 4096
AQ 0.1703936 sec
FIDRES 2.934382 Hz
SWH 6009.615 Hz
DS 8
NS 8
SOLVENT CDCl3
TD 2048
PULPROG noesyetgp
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 6.22
Date_ 20210115
F2 − Acquisition Parameters

PROCNO 1
EXPNO 8
NAME IVSP106
Current Data Parameters

nosey methoxy
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COSY spectrum of 14 in CDCl3 

Long range COSY spectrum of 14 in CDCl3 
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
MC2 States−TPPI
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE      States−TPPI
SW 13.000 ppm
FIDRES 16.254314 Hz
SFO1 500.1328 MHz
TD 400
F1 − Acquisition parameters

P16 1000.00 usec
GPZ2 20.00 %
GPZ1 10.00 %
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00015380 sec
D16 0.00010000 sec
D13 0.00000400 sec
D1 2.00000000 sec
D0 0.00006481 sec
TE 298.0 K
DE 6.50 usec
DW 76.800 usec
RG 1024
AQ 0.1572864 sec
FIDRES 3.178914 Hz
SWH 6510.417 Hz
DS 4
NS 8
SOLVENT CDCl3
TD 2048
PULPROG      cosygpmfph
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 0.06
Date_ 20210115
F2 − Acquisition Parameters

PROCNO 1
EXPNO 4
NAME IVSP106
Current Data Parameters
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC                 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 13.000 ppm
FIDRES 16.254297 Hz
SFO1 500.1323 MHz
TD 400
F1 − Acquisition parameters

SFO1 500.1322506 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00015380 sec
D6 0.20000000 sec
D1 2.00000000 sec
D0 0.00000300 sec
TE 298.0 K
DE 5.50 usec
DW 76.800 usec
RG 1024
AQ 0.1572864 sec
FIDRES 3.178914 Hz
SWH 6510.417 Hz
DS 4
NS                    8
SOLVENT CDCl3
TD                 2048
PULPROG cosylrqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 2.03
Date_ 20210115
F2 − Acquisition Parameters

PROCNO 1
EXPNO 5
NAME IVSP106
Current Data Parameters

Long range cosy of methoxyfreak
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HMQC spectrum of 14 in CDCl3 

HMBC spectrum of 14 in CDCl3 
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0

GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 125.7577890 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW QSINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 165.639 ppm
FIDRES 81.374924 Hz
SFO1 125.7672 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.10 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO2 125.7672198 MHz
PL12W 5.07867718 W
PL2W 172.88230896 W
PL12 11.32 dB
PL2 −4.00 dB
PCPD2 70.00 usec
P3 12.00 usec
NUC2 13C
CPDPRG[2 garp
======== CHANNEL f2 ========

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00002400 sec
D16 0.00010000 sec
D13 0.00000400 sec
D12 0.00002000 sec
D2 0.00344828 sec
D1 1.50000000 sec
D0 0.00000300 sec
CNST2 145.0000000
TE 298.1 K
DE 6.50 usec
DW 76.800 usec
RG 4096
AQ 0.0786432 sec
FIDRES 6.357829 Hz
SWH 6510.417 Hz
DS 16
NS 8
SOLVENT CDCl3
TD 1024
PULPROG hmqcgpqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 4.22
Date_ 20210115
F2 − Acquisition Parameters

PROCNO 1
EXPNO 6
NAME IVSP106
Current Data Parameters

HMQC mehtoxy
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SSB      0
WDW SINE
SF 125.7577890 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 500.1300000 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 222.095 ppm
FIDRES 109.113174 Hz
SFO1 125.7703 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.10 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SFO2 125.7703443 MHz
PL2W 172.88230896 W
PL2 −4.00 dB
P3 12.00 usec
NUC2 13C
======== CHANNEL f2 ========

SFO1 500.1327507 MHz
PL1W 12.10000038 W
PL1 4.00 dB
P2 19.00 usec
P1 9.50 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00001790 sec
D16 0.00010000 sec
D6 0.06250000 sec
D1 1.50000000 sec
D0 0.00000300 sec
CNST13 8.0000000
TE 298.0 K
DE 6.50 usec
DW 75.000 usec
RG 4096
AQ 0.3072000 sec
FIDRES 1.627604 Hz
SWH 6666.667 Hz
DS 16
NS 8
SOLVENT CDCl3
TD 4096
PULPROG      hmbcgpndqf
PROBHD   5 mm PAQXI 1H/
INSTRUM spect
Time 5.17
Date_ 20210115
F2 − Acquisition Parameters

PROCNO 1
EXPNO 7
NAME IVSP106
Current Data Parameters

hmbc methoxy
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1H NMR spectrum of 15 in CDCl3 

13C NMR spectrum of 15 in CDCl3 
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PC 1.00
GB 0
LB 0.30 Hz
SSB      0
WDW EM
SF 700.1300203 MHz
SI 32768
F2 − Processing parameters

SFO1 700.1323616 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P1 10.00 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 298.0 K
DE 6.50 usec
DW 44.800 usec
RG 57
AQ 2.9360127 sec
FIDRES 0.170299 Hz
SWH 11160.714 Hz
DS 2
NS                   16
SOLVENT CDCl3
TD                65536
PULPROG zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 14.51
Date_ 20210124
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro 22 mpc cdcl3
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 176.0478290 MHz
SI 65536
F2 − Processing parameters

SFO2 700.1328005 MHz
PL13W 0.58904201 W
PL12W 0.16755076 W
PL2W 10.71880245 W
PL13 19.50 dB
PL12 24.96 dB
PL2 6.90 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 176.0654333 MHz
PL1W 164.55174255 W
PL1               −2.60 dB
P1 13.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.0 K
DE 6.50 usec
DW 11.900 usec
RG 32768
AQ 0.7798784 sec
FIDRES 0.641126 Hz
SWH 42016.809 Hz
DS 4
NS                10240
SOLVENT CDCl3
TD                65536
PULPROG zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 15.44
Date_ 20210124
F2 − Acquisition Parameters

PROCNO 1
EXPNO 2
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro carbon cdcl3
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DEPT spectrum of 15 in CDCl3 

NOESY spectrum of 15 in CDCl3 
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 176.0478290 MHz
SI 65536
F2 − Processing parameters

SFO2 700.1328005 MHz
PL12W 0.16755076 W
PL2W 10.71880245 W
PL12 24.96 dB
PL2 6.90 dB
PCPD2 80.00 usec
P4 20.00 usec
P3 10.00 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SPOFFS2  0 Hz
SPOAL2            0.500
SPNAM[2]    Crp80comp.4
SP2 2.03 dB
SFO1 176.0654333 MHz
PL1W 164.55174255 W
PL0W     0 W
PL1               −2.60 dB
PL0 120.00 dB
P12 2000.00 usec
P1 13.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D12 0.00002000 sec
D2 0.00344828 sec
D1 2.00000000 sec
CNST2 145.0000000
TE 298.0 K
DE 6.50 usec
DW 11.900 usec
RG 256
AQ 0.7798784 sec
FIDRES 0.641126 Hz
SWH 42016.809 Hz
DS 4
NS                10240
SOLVENT CDCl3
TD                65536
PULPROG deptsp135
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 23.49
Date_ 20210124
F2 − Acquisition Parameters

PROCNO 1
EXPNO 3
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro 22 mpc cdcl3 dept
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
MC2 States−TPPI
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
SI 1024
F2 − Processing parameters

FnMODE      States−TPPI
SW 8.000 ppm
FIDRES 10.939586 Hz
SFO1 700.1335 MHz
TD 512
F1 − Acquisition parameters

P16 1000.00 usec
GPZ1 40.00 %
GPNAM[1]     SMSQ10.100
====== GRADIENT CHANNEL =====

SFO1 700.1335006 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P2 21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00017855 sec
D16 0.00020000 sec
D8 0.50000000 sec
D1 1.50000000 sec
D0 0.00007557 sec
TE 298.0 K
DE 6.50 usec
DW 89.600 usec
RG 128
AQ 0.1835008 sec
FIDRES 2.724784 Hz
SWH 5580.357 Hz
DS 16
NS 48
SOLVENT CDCl3
TD 2048
PULPROG noesygpph
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 13.24
Date_ 20210125
F2 − Acquisition Parameters

PROCNO 1
EXPNO 8
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro 22 mpc cdcl3 nosey
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COSY spectrum of 15 in CDCl3 

Long range COSY spectrum of 15 in CDCl3 
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
MC2 States−TPPI
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
SI 1024
F2 − Processing parameters

FnMODE      States−TPPI
SW 8.000 ppm
FIDRES 21.879171 Hz
SFO1 700.1335 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ2 20.00 %
GPZ1 10.00 %
GPNAM[2]     SMSQ10.100
GPNAM[1]     SMSQ10.100
====== GRADIENT CHANNEL =====

SFO1 700.1335006 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P2 21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00017855 sec
D16 0.00020000 sec
D13 0.00000400 sec
D1 1.48689198 sec
D0 0.00007557 sec
TE 298.0 K
DE 6.50 usec
DW 89.600 usec
RG 64
AQ 0.1835008 sec
FIDRES 2.724784 Hz
SWH 5580.357 Hz
DS 8
NS 4
SOLVENT CDCl3
TD 2048
PULPROG      cosygpmfph
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 7.03
Date_ 20210125
F2 − Acquisition Parameters

PROCNO 1
EXPNO 4
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro 22mpc cosy cdcl3
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 700.1300079 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC                 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 700.1300079 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 8.000 ppm
FIDRES 10.939586 Hz
SFO1 700.1335 MHz
TD 512
F1 − Acquisition parameters

SFO1 700.1335006 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00017855 sec
D6 0.20000000 sec
D1 1.50000000 sec
D0 0.00000300 sec
TE 298.0 K
DE 6.50 usec
DW 89.600 usec
RG 512
AQ 0.1835008 sec
FIDRES 2.724784 Hz
SWH 5580.357 Hz
DS 16
NS                    8
SOLVENT CDCl3
TD                 2048
PULPROG cosylrqf
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 7.33
Date_ 20210125
F2 − Acquisition Parameters

PROCNO 1
EXPNO 5
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro 22mpc cdcl3 LR cosy
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HMQC spectrum of 15 in CDCl3 

HMBC spectrum of 15 in CDCl3 

15

O

OH ppm

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

200

180

160

140

120

100

80

60

40

20

GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 176.0478174 MHz
MC2 echo−antiecho
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300100 MHz
SI 1024
F2 − Processing parameters

FnMODE    Echo−Antiecho
SW 160.000 ppm
FIDRES 110.038971 Hz
SFO1 176.0624 MHz
TD 256
F1 − Acquisition parameters

P19 500.00 usec
P16 1000.00 usec
GPZ4 −5.00 %
GPZ3 11.00 %
GPZ2 20.10 %
GPZ1 80.00 %
GPNAM[4] SINE.100
GPNAM[3] SINE.100
GPNAM[2] SINE.100
GPNAM[1] SINE.100
====== GRADIENT CHANNEL =====

SPOFFS7  0 Hz
SPOFFS3  0 Hz
SPOAL7 0.500
SPOAL3 0.500
SPNAM[7]    Crp80comp.4
SPNAM[3] Crp80,0.5,20.1
SP7 2.03 dB
SP3 2.03 dB
SFO2 176.0623529 MHz
PL12W 9.18972397 W
PL2W 164.55174255 W
PL0W     0 W
PL12 9.93 dB
PL2 −2.60 dB
PL0 120.00 dB
PCPD2 55.00 usec
P24 2000.00 usec
P14 500.00 usec
P3 13.00 usec
NUC2 13C
CPDPRG[2 garp4
======== CHANNEL f2 ========

SFO1 700.1342008 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P28      0 usec
P2 21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0          0.00001775 sec
D24          0.00086207 sec
D16          0.00020000 sec
D11          0.03000000 sec
D4           0.00172414 sec
D1           2.00000000 sec
D0           0.00000300 sec
CNST17 −0.5000000
CNST2 145.0000000
TE 298.0 K
DE 6.50 usec
DW 51.200 usec
RG 1024
AQ 0.1048576 sec
FIDRES 4.768372 Hz
SWH 9765.625 Hz
DS 32
NS 8
SOLVENT CDCl3
TD 2048
PULPROG  hsqcetgpsisp2.2
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 10.00
Date_ 20210125
F2 − Acquisition Parameters

PROCNO 1
EXPNO 6
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro 22 mpc hsqc CDCL3
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 176.0478174 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 700.1300100 MHz
SI 2048
F2 − Processing parameters

FnMODE QF
SW 160.000 ppm
FIDRES 55.020172 Hz
SFO1 176.0646 MHz
TD 512
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.00 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3]     SMSQ10.100
GPNAM[2]     SMSQ10.100
GPNAM[1]     SMSQ10.100
====== GRADIENT CHANNEL =====

SFO2 176.0645535 MHz
PL2W 164.55174255 W
PL2 −2.60 dB
P3 13.00 usec
NUC2 13C
======== CHANNEL f2 ========

SFO1 700.1328005 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P2 21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00001775 sec
D16 0.00020000 sec
D6 0.06250000 sec
D2 0.00344828 sec
D1 1.50000000 sec
D0 0.00000300 sec
CNST13 8.0000000
CNST2 145.0000000
TE 298.0 K
DE 6.50 usec
DW 71.400 usec
RG 256
AQ 0.2924544 sec
FIDRES 1.709668 Hz
SWH 7002.801 Hz
DS 16
NS 8
SOLVENT CDCl3
TD 4096
PULPROG    hmbcgplpndqf
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 11.13
Date_ 20210125
F2 − Acquisition Parameters

PROCNO 1
EXPNO 7
NAME     spatel_IVSP107_CDCl3
Current Data Parameters

no nitro 22mpc hmbc cdcl3
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1H NMR spectrum of 15 in (CD3)2CO 

13C NMR spectrum of 15 in (CD3)2CO
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PC 1.00
GB 0
LB 0.30 Hz
SSB      0
WDW EM
SF 700.1300158 MHz
SI 32768
F2 − Processing parameters

SFO1 700.1323616 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P1 10.00 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 298.0 K
DE 6.50 usec
DW 44.800 usec
RG 57
AQ 2.9360127 sec
FIDRES 0.170299 Hz
SWH 11160.714 Hz
DS 2
NS                   16
SOLVENT Acetone
TD                65536
PULPROG zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 11.04
Date_ 20210119
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME     spatel_IVSP107
Current Data Parameters

no nitro 22mpc
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 176.0478290 MHz
SI 65536
F2 − Processing parameters

SFO2 700.1328005 MHz
PL13W 0.58904201 W
PL12W 0.16755076 W
PL2W 10.71880245 W
PL13 19.50 dB
PL12 24.96 dB
PL2 6.90 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SFO1 176.0654333 MHz
PL1W 164.55174255 W
PL1               −2.60 dB
P1 13.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.0 K
DE 6.50 usec
DW 11.900 usec
RG 32768
AQ 0.7798784 sec
FIDRES 0.641126 Hz
SWH 42016.809 Hz
DS 4
NS                10240
SOLVENT Acetone
TD                65536
PULPROG zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 18.42
Date_ 20210118
F2 − Acquisition Parameters

PROCNO 1
EXPNO 2
NAME     spatel_IVSP107
Current Data Parameters

no nitro mpc acetone carbon
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DEPT spectrum of 15 in (CD3)2CO

NOESY spectrum of 15 in (CD3)2CO
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PC 1.40
GB 0
LB 1.00 Hz
SSB      0
WDW EM
SF 176.0478290 MHz
SI 65536
F2 − Processing parameters

SFO2 700.1328005 MHz
PL12W 0.16755076 W
PL2W 10.71880245 W
PL12 24.96 dB
PL2 6.90 dB
PCPD2 80.00 usec
P4 20.00 usec
P3 10.00 usec
NUC2 1H
CPDPRG[2 waltz16
======== CHANNEL f2 ========

SPOFFS2  0 Hz
SPOAL2            0.500
SPNAM[2]    Crp80comp.4
SP2 2.03 dB
SFO1 176.0654333 MHz
PL1W 164.55174255 W
PL0W     0 W
PL1               −2.60 dB
PL0 120.00 dB
P12 2000.00 usec
P1 13.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D12 0.00002000 sec
D2 0.00344828 sec
D1 2.00000000 sec
CNST2 145.0000000
TE 298.0 K
DE 6.50 usec
DW 11.900 usec
RG 256
AQ 0.7798784 sec
FIDRES 0.641126 Hz
SWH 42016.809 Hz
DS 4
NS                10240
SOLVENT Acetone
TD                65536
PULPROG deptsp135
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 2.48
Date_ 20210119
F2 − Acquisition Parameters

PROCNO 1
EXPNO 3
NAME     spatel_IVSP107
Current Data Parameters

no nitro 22mpc acetone dept
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GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
MC2 States−TPPI
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
SI 1024
F2 − Processing parameters

FnMODE      States−TPPI
SW 8.000 ppm
FIDRES 10.939586 Hz
SFO1 700.1335 MHz
TD 512
F1 − Acquisition parameters

P16 1000.00 usec
GPZ1 40.00 %
GPNAM[1]     SMSQ10.100
====== GRADIENT CHANNEL =====

SFO1 700.1335006 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P2 21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00017855 sec
D16 0.00020000 sec
D8 0.50000000 sec
D1 1.50000000 sec
D0 0.00007557 sec
TE 298.0 K
DE 6.50 usec
DW 89.600 usec
RG 128
AQ 0.1835008 sec
FIDRES 2.724784 Hz
SWH 5580.357 Hz
DS 16
NS 32
SOLVENT Acetone
TD 2048
PULPROG noesygpph
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 17.42
Date_ 20210119
F2 − Acquisition Parameters

PROCNO 1
EXPNO 8
NAME     spatel_IVSP107
Current Data Parameters

n0 nitro 22mpc acetone
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COSY spectrum of 15 in (CD3)2CO

Long range COSY spectrum of 15 in (CD3)2CO 

15

O

OH
ppm

1.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5 ppm

2

3

4

5

6

7

8

GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
MC2 States−TPPI
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB 2
WDW QSINE
SF 700.1300079 MHz
SI 1024
F2 − Processing parameters

FnMODE      States−TPPI
SW 8.000 ppm
FIDRES 21.879171 Hz
SFO1 700.1335 MHz
TD 256
F1 − Acquisition parameters

P16 1000.00 usec
GPZ2 20.00 %
GPZ1 10.00 %
GPNAM[2]     SMSQ10.100
GPNAM[1]     SMSQ10.100
====== GRADIENT CHANNEL =====

SFO1 700.1335006 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P2 21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00017855 sec
D16 0.00020000 sec
D13 0.00000400 sec
D1 1.48689198 sec
D0 0.00007557 sec
TE 298.0 K
DE 6.50 usec
DW 89.600 usec
RG 64
AQ 0.1835008 sec
FIDRES 2.724784 Hz
SWH 5580.357 Hz
DS 8
NS 4
SOLVENT Acetone
TD 2048
PULPROG      cosygpmfph
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 11.08
Date_ 20210119
F2 − Acquisition Parameters

PROCNO 1
EXPNO 4
NAME     spatel_IVSP107
Current Data Parameters

no nitro 22mpc cosy acetone
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 700.1300079 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC                 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 700.1300079 MHz
SI 1024
F2 − Processing parameters

FnMODE QF
SW 8.000 ppm
FIDRES 10.939586 Hz
SFO1 700.1335 MHz
TD 512
F1 − Acquisition parameters

SFO1 700.1335006 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00017855 sec
D6 0.20000000 sec
D1 1.50000000 sec
D0 0.00000300 sec
TE 298.0 K
DE 6.50 usec
DW 89.600 usec
RG 512
AQ 0.1835008 sec
FIDRES 2.724784 Hz
SWH 5580.357 Hz
DS 16
NS                    8
SOLVENT Acetone
TD                 2048
PULPROG cosylrqf
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 11.38
Date_ 20210119
F2 − Acquisition Parameters

PROCNO 1
EXPNO 5
NAME     spatel_IVSP107
Current Data Parameters

no nitro 22mpc long range cost acetone
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HMQC spectrum of 15 in (CD3)2CO

HMBC spectrum of 15 in (CD3)2CO 
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GB       0
LB       0 Hz
SSB                   2
WDW               QSINE
SF          176.0478174 MHz
MC2       echo−antiecho
SI                 1024
F1 − Processing parameters

PC                 1.40
GB       0
LB       0 Hz
SSB                   2
WDW               QSINE
SF          700.1300100 MHz
SI                 1024
F2 − Processing parameters

FnMODE    Echo−Antiecho
SW              160.000 ppm
FIDRES       110.038971 Hz
SFO1           176.0624 MHz
TD                  256
F1 − Acquisition parameters

P19              500.00 usec
P16             1000.00 usec
GPZ4              −5.00 %
GPZ3              11.00 %
GPZ2              20.10 %
GPZ1              80.00 %
GPNAM[4]       SINE.100
GPNAM[3]       SINE.100
GPNAM[2]       SINE.100
GPNAM[1]       SINE.100
====== GRADIENT CHANNEL =====

SPOFFS7  0 Hz
SPOFFS3  0 Hz
SPOAL7            0.500
SPOAL3            0.500
SPNAM[7]    Crp80comp.4
SPNAM[3] Crp80,0.5,20.1
SP7                2.03 dB
SP3 2.03 dB
SFO2 176.0623529 MHz
PL12W 9.18972397 W
PL2W 164.55174255 W
PL0W     0 W
PL12               9.93 dB
PL2               −2.60 dB
PL0 120.00 dB
PCPD2 55.00 usec
P24 2000.00 usec
P14 500.00 usec
P3 13.00 usec
NUC2 13C
CPDPRG[2 garp4
======== CHANNEL f2 ========

SFO1 700.1342008 MHz
PL1W 10.71880245 W
PL1                6.90 dB
P28      0 usec
P2                21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0          0.00001775 sec
D24          0.00086207 sec
D16          0.00020000 sec
D11          0.03000000 sec
D4           0.00172414 sec
D1           2.00000000 sec
D0 0.00000300 sec
CNST17       −0.5000000
CNST2 145.0000000
TE 298.0 K
DE 6.50 usec
DW 51.200 usec
RG 1024
AQ 0.1048576 sec
FIDRES 4.768372 Hz
SWH 9765.625 Hz
DS 32
NS                    8
SOLVENT Acetone
TD 2048
PULPROG  hsqcetgpsisp2.2
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 14.19
Date_ 20210119
F2 − Acquisition Parameters

PROCNO 1
EXPNO 6
NAME     spatel_IVSP107
Current Data Parameters
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GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 176.0478174 MHz
MC2 QF
SI 1024
F1 − Processing parameters

PC 1.40
GB 0
LB 0 Hz
SSB      0
WDW SINE
SF 700.1300100 MHz
SI 2048
F2 − Processing parameters

FnMODE QF
SW 160.000 ppm
FIDRES 55.020172 Hz
SFO1 176.0646 MHz
TD 512
F1 − Acquisition parameters

P16 1000.00 usec
GPZ3 40.00 %
GPZ2 30.00 %
GPZ1 50.00 %
GPNAM[3]     SMSQ10.100
GPNAM[2]     SMSQ10.100
GPNAM[1]     SMSQ10.100
====== GRADIENT CHANNEL =====

SFO2 176.0645535 MHz
PL2W 164.55174255 W
PL2 −2.60 dB
P3 13.00 usec
NUC2 13C
======== CHANNEL f2 ========

SFO1 700.1328005 MHz
PL1W 10.71880245 W
PL1 6.90 dB
P2 21.52 usec
P1 10.76 usec
NUC1 1H
======== CHANNEL f1 ========

IN0 0.00001775 sec
D16 0.00020000 sec
D6  0.06250000 sec
D2  0.00344828 sec
D1 1.50000000 sec
D0  0.00000300 sec
CNST13 8.0000000
CNST2 145.0000000
TE                298.0 K
DE                 6.50 usec
DW 71.400 usec
RG 256
AQ  0.2924544 sec
FIDRES   1.709668 Hz
SWH   7002.801 Hz
DS          16
NS  8
SOLVENT Acetone
TD   4096
PULPROG    hmbcgplpndqf
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              15.33
Date_    20210119
F2 − Acquisition Parameters

PROCNO      1
EXPNO       7
NAME     spatel_IVSP107
Current Data Parameters

no nitro 22mpc hmbc acetone
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