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Table S1. NMR spectra checklist for the target compounds. 

Compounds 1H NMR 13C NMR HRMS 

8c √ √ √ 

8d √ √ √ 

8e √ √ √ 

8g √ √ √ 

8h √ √ √ 

8j √ √ √ 

8k √ √ √ 

8l √ √ √ 

9b √ √ √ 

12f √ √ √ 

18b √ √ √ 

23b √ √ √ 

23i √ √ √ 

24b √ √ √ 

29a √ √ √ 

29b √ √ √ 

32a √ √ √ 

32b √ √ √ 

36a √ √ √ 

39b √ √ √ 

42b √ √ √ 
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Current Data Parameters
NAME     NMR15110917-WS-82
EXPNO  11
PROCNO  1

F2 - Acquisition Parameters
Date_  20151127
Time  21.42
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  Acetone
NS       1024
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        303.1 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7576707 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

125130135140145150155 ppm
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Current Data Parameters
NAME     NMR15110917-WS-82
EXPNO  10
PROCNO  1

F2 - Acquisition Parameters
Date_  20151126
Time  13.00
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  Acetone
NS       128
DS  2
SWH       10000.000 Hz
FIDRES  0.152588 Hz
AQ       3.2767999 sec
RG       160.92
DW       50.000 usec
DE  6.50 usec
TE        303.2 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300088 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.97.07.17.27.37.47.57.67.7 ppm 2.042.062.082.102.122.14 ppm
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Current Data Parameters
NAME     NMR15110918-WS-83
EXPNO  11
PROCNO  1

F2 - Acquisition Parameters
Date_  20151127
Time  22.45
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  Acetone
NS       1200
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        303.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7576707 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

122123124125126127128129130131132133134 ppm
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Current Data Parameters
NAME     NMR15110918-WS-83
EXPNO  10
PROCNO  1

F2 - Acquisition Parameters
Date_  20151126
Time  13.12
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  Acetone
NS       128
DS       2
SWH       10000.000 Hz
FIDRES  0.152588 Hz
AQ       3.2767999 sec
RG       198.55
DW       50.000 usec
DE  6.50 usec
TE        303.2 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300085 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.97.07.17.27.37.47.57.67.7 ppm
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Current Data Parameters
NAME     NMR16100058-LSS-50
EXPNO  2
PROCNO  1

F2 - Acquisition Parameters
Date_  20161017
Time  17.04
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       64
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.3 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           9.12 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.41303000 W
PLW13       0.26434001 W

F2 - Processing parameters
SI       32768
SF       125.7578475 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

122124126128 ppm
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Current Data Parameters
NAME     NMR16100058-LSS-50
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20161017
Time  16.10
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       16
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       32.04
DW       50.000 usec
DE  6.50 usec
TE        298.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.51 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300044 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.86.97.07.17.27.37.47.57.67.7 ppm 1.51.61.71.8 ppm
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Current Data Parameters
NAME     NMR15120053-LSS-16
EXPNO  2
PROCNO  1

F2 - Acquisition Parameters
Date_  20151204
Time  4.34
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  Acetone
NS       1200
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        303.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7576707 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

121122123124125126127128129130131132133134135136137138139 ppm
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Current Data Parameters
NAME     NMR15120053-LSS-16
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20151202
Time  15.52
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  Acetone
NS       128
DS       2
SWH       10000.000 Hz
FIDRES  0.152588 Hz
AQ       3.2767999 sec
RG       198.55
DW       50.000 usec
DE  6.50 usec
TE        303.2 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300085 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.806.856.906.957.007.057.107.157.207.257.307.357.407.457.50 ppm
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Current Data Parameters
NAME     NMR16010803-LSS-20
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160130
Time  0.07
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       1024
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578517 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

124126128130132134136138140142144146148 ppm
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Current Data Parameters
NAME     NMR16010314-LSS-20
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160121
Time  12.14
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       128
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       122.2
DW       50.000 usec
DE  6.50 usec
TE        298.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300039 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.97.07.17.27.37.47.57.67.77.87.98.08.18.28.38.48.58.68.7 ppm
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Current Data Parameters
NAME     NMR15120810-LSS-17
EXPNO  10
PROCNO  1

F2 - Acquisition Parameters
Date_  20151223
Time  4.42
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  Acetone
NS       1200
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        303.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7576771 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

105110115120125130135140145 ppm
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Current Data Parameters
NAME     NMR15120810-LSS-17
EXPNO  2
PROCNO  1

F2 - Acquisition Parameters
Date_  20151222
Time  6.34
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  Acetone
NS       128
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       62.41
DW       50.000 usec
DE       6.50 usec
TE    -18.1 K
D1     1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300062 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.97.07.17.27.37.47.57.6 ppm
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Current Data Parameters
NAME     NMR15110717-LSS-13
EXPNO  2
PROCNO  1

F2 - Acquisition Parameters
Date_  20151123
Time  9.04
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       256
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        303.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578538 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

105110115120125130135140145 ppm
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Current Data Parameters
NAME     NMR15110717-LSS-13
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20151120
Time  12.09
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       128
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       80.16
DW       50.000 usec
DE  6.50 usec
TE        303.2 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300044 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

7.07.17.27.37.47.5 ppm 1.01.21.41.61.82.02.22.42.6 ppm
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Current Data Parameters
NAME     NMR15110068-lss-12
EXPNO  2
PROCNO  1

F2 - Acquisition Parameters
Date_  20151110
Time  1.19
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  Acetone
NS       1200
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        303.1 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7576824 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

124126128130132134136138140142144146148 ppm
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Current Data Parameters
NAME     NMR15110068-lss-12
EXPNO  10
PROCNO  1

F2 - Acquisition Parameters
Date_  20151116
Time  10.25
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       64
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       90.46
DW       50.000 usec
DE  6.50 usec
TE        303.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300047 MHz
WDW  EM
SSB  0
LB  0.10 Hz
GB  0
PC  1.00

6.957.007.057.107.157.207.257.307.357.407.457.507.557.607.657.707.757.80 ppm
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Current Data Parameters
NAME     NMR16020154-LSS-21
EXPNO  20
PROCNO  1

F2 - Acquisition Parameters
Date_  20160227
Time  4.31
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       1024
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.1 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578506 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

139 ppm 126.8127.0 ppm
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Current Data Parameters
NAME     NMR16020154-LSS-21
EXPNO  10
PROCNO  1

F2 - Acquisition Parameters
Date_  20160225
Time  11.51
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       128
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       32.04
DW       50.000 usec
DE  6.50 usec
TE        298.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300038 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.46.56.66.76.86.97.07.17.27.37.47.57.67.7 ppm
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Current Data Parameters
NAME     NMR16031134-LSS-31
EXPNO  2
PROCNO  1

F2 - Acquisition Parameters
Date_  20160330
Time  8.15
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       600
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578496 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

112.5113.0113.5 ppm

124125126127128129130131132133134135136 ppm
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Current Data Parameters
NAME     NMR16031134-LSS-31
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160328
Time  11.47
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       64
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       32.04
DW       50.000 usec
DE  6.50 usec
TE        298.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300004 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.56.66.76.86.97.07.17.27.37.47.57.67.77.87.98.08.1 ppm
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Current Data Parameters
NAME     NMR16020155-LSS-22
EXPNO  20
PROCNO  1

F2 - Acquisition Parameters
Date_  20160227
Time  5.26
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       1024
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.1 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578517 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40
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Current Data Parameters
NAME     NMR16020155-LSS-22
EXPNO  10
PROCNO  1

F2 - Acquisition Parameters
Date_  20160225
Time  12.03
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       128
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       80.16
DW       50.000 usec
DE  6.50 usec
TE        298.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300039 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.16.26.36.46.56.66.76.86.97.07.17.27.37.47.57.6 ppm

2.52.62.72.82.93.03.13.23.33.4 ppm
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Current Data Parameters
NAME     NMR16020156-LSS-23
EXPNO  10
PROCNO  1

F2 - Acquisition Parameters
Date_  20160227
Time  6.20
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       1024
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578517 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40
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Current Data Parameters
NAME     NMR16020156-LSS-23
EXPNO  20
PROCNO  1

F2 - Acquisition Parameters
Date_  20160225
Time  12.15
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       128
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       56.83
DW       50.000 usec
DE  6.50 usec
TE        298.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300043 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.06.16.26.36.46.56.66.76.86.97.07.17.27.37.47.57.6 ppm

2.52.62.72.82.93.03.13.23.33.43.5 ppm
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Current Data Parameters
NAME     NMR16040130-LSS-32-C
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160407
Time  5.16
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       1024
DS       4
SWH       32894.738 Hz
FIDRES  0.501934 Hz
AQ       0.9961472 sec
RG       198.55
DW       15.200 usec
DE  6.50 usec
TE        298.1 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578482 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

38.238.438.638.839.039.239.439.639.840.040.240.4 ppm
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Current Data Parameters
NAME     NMR16031257-LSS-32
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160330
Time  16.39
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       32
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       72.71
DW       50.000 usec
DE  6.50 usec
TE        298.2 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300013 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.36.46.56.66.76.86.97.07.17.27.37.4 ppm

3.003.053.103.153.203.253.303.353.403.45 ppm
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Current Data Parameters
NAME     NMR16070013-LSS-40
EXPNO  2
PROCNO  1

F2 - Acquisition Parameters
Date_  20160706
Time  10.11
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       256
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           9.12 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.41303000 W
PLW13       0.26434001 W

F2 - Processing parameters
SI       32768
SF       125.7578453 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

38.539.039.540.040.5 ppm
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Current Data Parameters
NAME     NMR16070013-LSS-40
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160705
Time  11.16
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       32
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       32.04
DW       50.000 usec
DE  6.50 usec
TE        299.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1325007 MHz
NUC1  1H
P1         11.51 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300044 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.36.46.56.66.76.86.97.07.17.27.37.47.57.67.7 ppm
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Current Data Parameters
NAME  MCX-70
EXPNO     2
PROCNO  1

F2 - Acquisition Parameters
Date_  20190225
Time  15.00 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS  1024
DS  4
SWH  24038.461 Hz
FIDRES  0.733596 Hz
AQ  1.3631488 sec
RG  202.1
DW  20.800 usec
DE  6.50 usec
TE  298.0 K
D1  2.00000000 sec
D11  0.03000000 sec
TD0  1
SFO1  100.6278593 MHz
NUC1  13C
P1  10.00 usec
PLW1  68.03199768 W
SFO2       400.1516006 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       15.00300026 W
PLW12       0.20275000 W
PLW13       0.10182000 W

F2 - Processing parameters
SI       32768
SF       100.6177975 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

MCX
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Current Data Parameters
NAME             MCX-70
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_  20190221
Time  18.44 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       16
DS       2
SWH       8012.820 Hz
FIDRES  0.244532 Hz
AQ       4.0894465 sec
RG       111.98
DW       62.400 usec
DE  6.50 usec
TE        298.0 K
D1   1.00000000 sec
TD0          1
SFO1   400.1524709 MHz
NUC1  1H
P1          8.00 usec
PLW1  15.00300026 W

F2 - Processing parameters
SI       65536
SF       400.1500008 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

MCX
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Current Data Parameters
NAME     NMR16090172-LSS-35-C
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160930
Time  12.59
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS       1024
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        298.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           9.12 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.41303000 W
PLW13       0.26434001 W

F2 - Processing parameters
SI       32768
SF       125.7578495 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

108110112114116118120122124126128 ppm
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Current Data Parameters
NAME     NMR16090160-LSS-35
EXPNO  1
PROCNO  1

F2 - Acquisition Parameters
Date_  20160928
Time  13.23
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       128
DS       2
SWH       10000.000 Hz
FIDRES       0.152588 Hz
AQ       3.2767999 sec
RG       62.41
DW       50.000 usec
DE  6.50 usec
TE        298.2 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.51 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300050 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

7.17.27.37.47.57.67.77.87.9 ppm

2.42.52.62.72.8 ppm 1.11.2 ppm
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Current Data Parameters
NAME  MCX-71
EXPNO     2
PROCNO  1

F2 - Acquisition Parameters
Date_  20190225
Time  13.51 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS  1024
DS  4
SWH  24038.461 Hz
FIDRES  0.733596 Hz
AQ  1.3631488 sec
RG  202.1
DW  20.800 usec
DE  6.50 usec
TE  298.0 K
D1  2.00000000 sec
D11  0.03000000 sec
TD0  1
SFO1  100.6278593 MHz
NUC1  13C
P1  10.00 usec
PLW1  68.03199768 W
SFO2       400.1516006 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       15.00300026 W
PLW12       0.20275000 W
PLW13       0.10182000 W

F2 - Processing parameters
SI       32768
SF       100.6177975 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

MCX
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Current Data Parameters
NAME             MCX-71
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_  20190221
Time  18.33 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       16
DS       2
SWH       8012.820 Hz
FIDRES  0.244532 Hz
AQ       4.0894465 sec
RG       111.98
DW       62.400 usec
DE  6.50 usec
TE        298.0 K
D1   1.00000000 sec
TD0          1
SFO1   400.1524709 MHz
NUC1  1H
P1          8.00 usec
PLW1  15.00300026 W

F2 - Processing parameters
SI       65536
SF       400.1500006 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

MCX
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Current Data Parameters
NAME  MCX-67-C
EXPNO     1
PROCNO  1

F2 - Acquisition Parameters
Date_  20190111
Time  16.35 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS  835
DS  4
SWH  24038.461 Hz
FIDRES  0.733596 Hz
AQ  1.3631488 sec
RG  202.1
DW  20.800 usec
DE  6.50 usec
TE  298.0 K
D1  2.00000000 sec
D11  0.03000000 sec
TD0  1
SFO1  100.6278593 MHz
NUC1  13C
P1  10.00 usec
PLW1  68.03199768 W
SFO2       400.1516006 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       15.00300026 W
PLW12       0.15003000 W
PLW13       0.07534400 W

F2 - Processing parameters
SI       32768
SF       100.6177975 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

MCX
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Current Data Parameters
NAME           MCX-67-H
EXPNO                 2
PROCNO       1

F2 - Acquisition Parameters
Date_  20190221
Time  18.48 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       16
DS       2
SWH       8012.820 Hz
FIDRES  0.244532 Hz
AQ       4.0894465 sec
RG       98.25
DW       62.400 usec
DE  6.50 usec
TE        298.0 K
D1   1.00000000 sec
TD0          1
SFO1   400.1524709 MHz
NUC1  1H
P1          8.00 usec
PLW1  15.00300026 W

F2 - Processing parameters
SI       65536
SF       400.1500005 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

MCX
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Current Data Parameters
NAME  150033-LSS-3
EXPNO     2
PROCNO  1

F2 - Acquisition Parameters
Date_  20150612
Time  7.47
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zgpg30
TD       65536
SOLVENT  CDCl3
NS       256
DS       4
SWH       34722.223 Hz
FIDRES  0.529819 Hz
AQ       0.9437184 sec
RG       198.55
DW       14.400 usec
DE  6.50 usec
TE        303.2 K
D1   2.00000000 sec
D11   0.03000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   125.7703637 MHz
NUC1  13C
P1           8.99 usec
PLW1  125.88999939 W

======== CHANNEL f2 ========
SFO2       500.1320005 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       19.95299911 W
PLW12       0.39528000 W
PLW13       0.25297999 W

F2 - Processing parameters
SI       32768
SF       125.7578151 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

61 ppm
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Current Data Parameters
NAME  150033-LSS-3
EXPNO     1
PROCNO  1

F2 - Acquisition Parameters
Date_  20150610
Time  11.13
INSTRUM  spect
PROBHD   5 mm PABBO BB-
PULPROG  zg30
TD       65536
SOLVENT  CDCl3
NS       16
DS       0
SWH       10000.000 Hz
FIDRES  0.152588 Hz
AQ       3.2767999 sec
RG       20.1
DW       50.000 usec
DE  6.50 usec
TE        303.1 K
D1   1.00000000 sec
TD0  1

======== CHANNEL f1 ========
SFO1   500.1330885 MHz
NUC1  1H
P1         11.26 usec
PLW1  19.95299911 W

F2 - Processing parameters
SI       65536
SF       500.1300170 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

6.76.86.97.07.17.27.37.47.5 ppm
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Current Data Parameters
NAME       MCX-1-1201-C
EXPNO     1
PROCNO  1

F2 - Acquisition Parameters
Date_  20171201
Time  23.17 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS  2200
DS  4
SWH  24038.461 Hz
FIDRES  0.733596 Hz
AQ  1.3631488 sec
RG  202.1
DW  20.800 usec
DE  6.50 usec
TE  298.0 K
D1  2.00000000 sec
D11  0.03000000 sec
TD0  1
SFO1  100.6278593 MHz
NUC1  13C
P1  10.00 usec
PLW1  68.03199768 W
SFO2       400.1516006 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       15.00300026 W
PLW12       0.22284999 W
PLW13       0.11191000 W

F2 - Processing parameters
SI       32768
SF       100.6177975 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

FBZ
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Current Data Parameters
NAME         MCX-1-1201
EXPNO       1
PROCNO  1

F2 - Acquisition Parameters
Date_  20171201
Time  11.12 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       16
DS       2
SWH       8012.820 Hz
FIDRES  0.244532 Hz
AQ       4.0894465 sec
RG       98.25
DW       62.400 usec
DE  6.50 usec
TE        298.0 K
D1   1.00000000 sec
TD0          1
SFO1   400.1524709 MHz
NUC1  1H
P1          9.75 usec
PLW1  15.00300026 W

F2 - Processing parameters
SI       65536
SF       400.1500033 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00

FBZ
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Current Data Parameters
NAME  MCX-2-C
EXPNO     1
PROCNO  1

F2 - Acquisition Parameters
Date_  20161215
Time  11.08 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zgpg30
TD       65536
SOLVENT  DMSO
NS  1024
DS  4
SWH  24038.461 Hz
FIDRES  0.733596 Hz
AQ  1.3631488 sec
RG  202.1
DW  20.800 usec
DE  6.50 usec
TE  298.0 K
D1  2.00000000 sec
D11  0.03000000 sec
TD0  1
SFO1  100.6278593 MHz
NUC1  13C
P1  10.00 usec
PLW1  68.03199768 W
SFO2       400.1516006 MHz
NUC2       1H
CPDPRG[2  waltz16
PCPD2            80.00 usec
PLW2       15.00300026 W
PLW12       0.22284999 W
PLW13       0.11191000 W

F2 - Processing parameters
SI       32768
SF       100.6177975 MHz
WDW  EM
SSB  0
LB  1.00 Hz
GB  0
PC  1.40

MCX-2



1.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5 ppm

1.
09

4
1.

11
1

2.
48

2
2.

49
9

2.
51

7

3.
45

1

4.
30

9
4.

32
4

6.
07

6

6.
93

2
6.

95
2

7.
05

2
7.

07
2

7.
14

9
7.

17
2

7.
26

2
7.

28
2

7.
31

0
7.

53
6

7.
55

6
8.

30
1

8.
31

6
8.

33
0

6.
00

2.
01

1.
88

0.
94

0.
95

1.
57

2.
90

1.
92

0.
99

Current Data Parameters
NAME              MCX-2
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_  20161214
Time  13.13 h
INSTRUM  spect
PROBHD   Z116098_0436 (
PULPROG  zg30
TD       65536
SOLVENT  DMSO
NS       16
DS       2
SWH       8012.820 Hz
FIDRES  0.244532 Hz
AQ       4.0894465 sec
RG       13.82
DW       62.400 usec
DE  6.50 usec
TE        298.0 K
D1   1.00000000 sec
TD0          1
SFO1   400.1524709 MHz
NUC1  1H
P1          9.75 usec
PLW1  15.00300026 W

F2 - Processing parameters
SI       65536
SF       400.1499852 MHz
WDW  EM
SSB  0
LB  0.30 Hz
GB  0
PC  1.00
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 +TOF MS: 0.359 min from WS82Pos r001.wiff Agilent Max. 1.9e4 counts.
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 +TOF MS: 0.351 min from WS83Pos r001.wiff Agilent Max. 2.2e5 counts.
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HRMS for the representative compounds.
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 +TOF MS: 0.286 min from LSS16Pos r001.wiff Agilent Max. 1.1e5 counts.
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 +TOF MS: 0.372 min from LSS-20 ESI Pos r01.wiff Agilent Max. 6.6e5 counts.
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 +TOF MS: 0.109 min from LSS-17 ESI Pos r01.wiff Agilent Max. 1.7e6 counts.
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 +TOF MS: 0.397 min from LSS13Pos r001.wiff Agilent Max. 9.5e5 counts.

100 200 300 400 500 600 700 800 900 1000
m/z, amu

0.0

5.0e4

1.0e5

1.5e5

2.0e5

2.5e5

3.0e5

3.5e5

4.0e5

4.5e5

5.0e5

5.5e5

6.0e5

6.5e5

7.0e5

7.5e5

8.0e5

8.5e5

9.0e5

9.5e5

Inte
nsi

ty, 
cou

nts
142.0990

83.0619

101.0724

144.9829

186.0092

105.0428
344.0959239.0947

121.0164

 +TOF MS: 0.079 min from LSS12Pos r001.wiff Agilent Max. 3.2e5 counts.
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 +TOF MS: 0.289 min from LSS-21 ESI Pos r01.wiff Agilent Max. 2.3e6 counts.
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 +TOF MS: 0.132 min from LSS-31 ESI Pos r01.wiff Agilent Max. 8.7e5 counts.

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z, amu

0.0

5.0e4

1.0e5

1.5e5

2.0e5

2.5e5

3.0e5

3.5e5

4.0e5

4.5e5

5.0e5

5.5e5

6.0e5

6.5e5

7.0e5

7.5e5

8.0e5

8.5e5
8.7e5

Inte
nsi

ty, 
cou

nts

100.1128

378.1503

144.9823
777.2743

338.3418

146.9806

130.1592

116.1078



 

 

18b 

 
 
 
 
23b 

 
 
 
 

 +TOF MS: 0.269 min from LSS-22 ESI Pos r01.wiff Agilent Max. 2.0e6 counts.
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 +TOF MS: 0.197 min from LSS-23 ESI Pos r01.wiff Agilent Max. 1.8e6 counts.
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 +TOF MS: 0.261 min from LSS-32 ESI Pos r01.wiff Agilent Max. 2.3e6 counts.
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 +TOF MS: 0.156 min from LSS-3 ESI Pos r01.wiff Agilent Max. 9.4e5 counts.
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Pharmacokinetic experimental conditions of compound 32b. 

 

LC-MS method: It was performed on a Thermo Scientific Q Exactive HF-X instrument, the column 

was an ACQUITY UPLC BEH C18 Column, 130 Å, 1.7 µm, 2.1 mm×100 mm, and the pre-column 

was an ACQUITY UPLC BEH C18 VanGuard Pre- column, 130Å, 1.7 µm, 2.1 mm×5 mm, and the 

liquid-phase was based on gradient elution with acetonitrile and 0.1% aqueous formic acid, and the 

mass spectrometry was performed in positive ion mode. The drug concentration in plasma samples 

was quantified by internal standard method and the pharmacokinetic parameters were calculated by 

phoenix winnonlin.  

Mass spectrometry conditions: 32b mass spectrometry acquisition mode is positive ion mode, the 

molecular weight of the precursor ion is [M+H]+: 335.1384, the molecular weight of the daughter 

ion is: 265.0969. 

 

Column Details: 
ACQUITY UPLC BEH C18 Column  

(1.7 µm, 2.1 mm×100 mm) 

Column Temperature: 30℃ 

Flow Rate: 0.3 mL/min 

Injection volum: 3 μL 

 

Solvent A: 0.1% formic acid in water; Solvent B: acetonitrile. 

Time Solvent A Solvent B 

0 60 40 

2 60 40 

3 2 98 

10 2 98 

11 60 40 

13 60 40 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

Figure S1. Results of dose-toxicity experiment for compounds 29b, 32a, and 32b. 


	Supplementary material 11
	Supplementary material 12
	NMR-8c-C
	NMR-8c-H
	NMR-8d-C
	NMR-8d-H
	NMR-8e-C
	NMR-8e-H
	NMR-8g-C
	NMR-8g-H
	NMR-8h-C
	NMR-8h-H
	NMR-8j-C
	NMR-8j-H
	NMR-8k-C
	NMR-8k-H
	NMR-8l-C
	NMR-8l-H
	NMR-9b-C
	NMR-9b-H
	NMR-12f-C
	NMR-12f-H
	NMR-18b-C
	NMR-18b-H
	NMR-23b-C
	NMR-23b-H
	NMR-23i-C
	NMR-23i-H
	NMR-24b-C
	NMR-24b-H
	NMR-29a-C
	NMR-29a-H
	NMR-29b-C
	NMR-29b-H
	NMR-32a-C
	NMR-32a-H
	NMR-32b-C
	NMR-32b-H
	NMR-36a-C
	NMR-36a-H
	NMR-39b-C
	NMR-39b-H
	NMR-42b-C
	NMR-42b-H

	MMS 13
	Supplementary material 14+15



