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Current Data Parameters
NAME         Compound 16
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160603
Time              16.45
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG               104.97
DW               62.400 usec
DE                 6.50 usec
TE                299.9 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        16.50000000 W

F2 - Processing parameters
SI                65536
SF          400.1800097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

S2
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Current Data Parameters
NAME         Compound 16
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160603
Time              17.04
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               206.25
DW               20.800 usec
DE                 6.50 usec
TE                300.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        63.50000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.50000000 W
PLW12        0.20370001 W
PLW13        0.16500001 W
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Current Data Parameters
NAME         Compound 5
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160607
Time              17.45
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG               165.31
DW               62.400 usec
DE                 6.50 usec
TE                300.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        16.50000000 W

F2 - Processing parameters
SI                65536
SF          400.1800095 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00
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Current Data Parameters
NAME         Compound 5
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160607
Time              18.04
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               206.25
DW               20.800 usec
DE                 6.50 usec
TE                300.1 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        63.50000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.50000000 W
PLW12        0.20370001 W
PLW13        0.16500001 W
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Current Data Parameters
NAME         Compound 6
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160616
Time              15.11
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG               165.31
DW               62.400 usec
DE                 6.50 usec
TE                299.9 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        16.50000000 W

F2 - Processing parameters
SI                65536
SF          400.1800094 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00
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Current Data Parameters
NAME         Compound 6
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160616
Time              15.29
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               206.25
DW               20.800 usec
DE                 6.50 usec
TE                300.2 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        63.50000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.50000000 W
PLW12        0.20370001 W
PLW13        0.16500001 W
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Current Data Parameters
NAME         Compound 17
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160614
Time              12.21
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG               165.31
DW               62.400 usec
DE                 6.50 usec
TE                300.1 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        16.50000000 W

F2 - Processing parameters
SI                65536
SF          400.1800097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00
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Current Data Parameters
NAME         Compound 17
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160614
Time              11.36
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               206.25
DW               20.800 usec
DE                 6.50 usec
TE                299.9 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        63.50000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.50000000 W
PLW12        0.20370001 W
PLW13        0.16500001 W
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Current Data Parameters
NAME         Compound 7
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160622
Time              17.58
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG               165.31
DW               62.400 usec
DE                 6.50 usec
TE                300.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        16.50000000 W

F2 - Processing parameters
SI                65536
SF          400.1800095 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00
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Current Data Parameters
NAME         Compound 7
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160622
Time              19.16
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               206.25
DW               20.800 usec
DE                 6.50 usec
TE                300.3 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        63.50000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.50000000 W
PLW12        0.20370001 W
PLW13        0.16500001 W
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Current Data Parameters
NAME         Compound 8
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160623
Time              18.11
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG               184.75
DW               62.400 usec
DE                 6.50 usec
TE                300.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        16.50000000 W

F2 - Processing parameters
SI                65536
SF          400.1800097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

S12
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Current Data Parameters
NAME         Compound 8
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160623
Time              18.29
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               206.25
DW               20.800 usec
DE                 6.50 usec
TE                299.9 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        63.50000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.50000000 W
PLW12        0.20370001 W
PLW13        0.16500001 W

S13
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Current Data Parameters
NAME         Compound 10
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160707
Time              18.04
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG               104.97
DW               62.400 usec
DE                 6.50 usec
TE                299.8 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        16.50000000 W

F2 - Processing parameters
SI                65536
SF          400.1800097 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

S14
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Current Data Parameters
NAME         Compound 10
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20160707
Time              16.31
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               206.25
DW               20.800 usec
DE                 6.50 usec
TE                300.1 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        63.50000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        16.50000000 W
PLW12        0.20370001 W
PLW13        0.16500001 W

S15
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Current Data Parameters
NAME      Compound 11
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190404
Time              17.11
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9845889 sec
RG               103.11
DW               60.800 usec
DE                 6.50 usec
TE                293.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.00 usec
PLW1        17.00000000 W
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                65536
SF          400.1300101 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

S16
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Current Data Parameters
NAME      Compound 11
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190404
Time              17.24
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  128
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               204.44
DW               20.800 usec
DE                 6.50 usec
TE                293.3 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.00 usec
PLW1        85.00000000 W
SFO1        100.6228293 MHz

======== CHANNEL f2 ========
CPDPRG[2        waltz16
NUC2                 1H
PCPD2             90.00 usec
PLW2        17.00000000 W
PLW12        0.20987999 W
PLW13        0.17000000 W
SFO2        400.1316005 MHz

S17
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Current Data Parameters
NAME      Compound 12
EXPNO                 2
PROCNO                1

F2 - Acquisition Parameters
Date_          20190419
Time               8.27
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    2
SWH            8223.685 Hz
FIDRES         0.125483 Hz
AQ            3.9845889 sec
RG                52.09
DW               60.800 usec
DE                 6.50 usec
TE                293.3 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.00 usec
PLW1        17.00000000 W
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                65536
SF          400.1300102 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

S18
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Current Data Parameters
NAME      Compound 12
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190419
Time               7.55
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  128
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG               204.44
DW               20.800 usec
DE                 6.50 usec
TE                293.6 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                13C
P1                10.00 usec
PLW1        85.00000000 W
SFO1        100.6228293 MHz

======== CHANNEL f2 ========
CPDPRG[2        waltz16
NUC2                 1H
PCPD2             90.00 usec
PLW2        17.00000000 W
PLW12        0.20987999 W
PLW13        0.17000000 W
SFO2        400.1316005 MHz

S19
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Current Data Parameters
NAME            Compound 1
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190515
Time              19.48
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                 1024
DS                    4
SWH           10000.000 Hz
FIDRES         0.152588 Hz
AQ            3.2767999 sec
RG               168.92
DW               50.000 usec
DE                 6.50 usec
TE                300.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        500.2330891 MHz
NUC1                 1H
P1                11.00 usec
PLW1        27.00000000 W

F2 - Processing parameters
SI                65536
SF          500.2300132 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

S20
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Current Data Parameters
NAME            Compound 1
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190516
Time               9.54
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                16000
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010048 sec
RG               190.86
DW               16.800 usec
DE                 6.50 usec
TE                300.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        125.7955112 MHz
NUC1                13C
P1                10.00 usec
PLW1        88.00000000 W

======== CHANNEL f2 ========
SFO2        500.2320009 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             80.00 usec
PLW2        27.00000000 W
PLW12        0.51046997 W
PLW13        0.32670000 W
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Current Data Parameters
NAME            Compound 14
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190708
Time              21.09
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   64
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG                  114
DW               62.400 usec
DE                 6.50 usec
TE                297.1 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        17.00000000 W

F2 - Processing parameters
SI                65536
SF          400.1800094 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

S22
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Current Data Parameters
NAME            Compound 14
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190708
Time              21.16
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                   64
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG                  203
DW               20.800 usec
DE                 6.50 usec
TE                298.5 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        70.00000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        17.00000000 W
PLW12        0.20987999 W
PLW13        0.10557000 W
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Current Data Parameters
NAME            Compound 15
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190716
Time              15.05
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   64
DS                    2
SWH            8012.820 Hz
FIDRES         0.122266 Hz
AQ            4.0894465 sec
RG                 50.8
DW               62.400 usec
DE                 6.50 usec
TE                297.3 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        400.1824713 MHz
NUC1                 1H
P1                10.00 usec
PLW1        17.00000000 W

F2 - Processing parameters
SI                65536
SF          400.1800094 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00
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Current Data Parameters
NAME            Compound 15
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20190716
Time              15.20
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  256
DS                    4
SWH           24038.461 Hz
FIDRES         0.366798 Hz
AQ            1.3631488 sec
RG                  203
DW               20.800 usec
DE                 6.50 usec
TE                297.4 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        100.6354031 MHz
NUC1                13C
P1                10.00 usec
PLW1        70.00000000 W

======== CHANNEL f2 ========
SFO2        400.1816007 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             90.00 usec
PLW2        17.00000000 W
PLW12        0.20987999 W
PLW13        0.10557000 W
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Current Data Parameters
NAME       Compound 2
EXPNO                10
PROCNO                1

F2 - Acquisition Parameters
Date_          20190724
Time               9.24
INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   64
DS                    4
SWH           10000.000 Hz
FIDRES         0.152588 Hz
AQ            3.2767999 sec
RG                108.6
DW               50.000 usec
DE                 6.50 usec
TE                300.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        500.2330891 MHz
NUC1                 1H
P1                11.00 usec
PLW1        27.00000000 W

F2 - Processing parameters
SI                65536
SF          500.2300132 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00
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Current Data Parameters
NAME       Compound 2
EXPNO                10
PROCNO                1

F2 - Acquisition Parameters
Date_          20190724
Time               9.53
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            1.1010048 sec
RG               190.86
DW               16.800 usec
DE                 6.50 usec
TE                300.0 K
D1           2.00000000 sec
D11          0.03000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        125.7955112 MHz
NUC1                13C
P1                10.00 usec
PLW1        88.00000000 W

======== CHANNEL f2 ========
SFO2        500.2320009 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             80.00 usec
PLW2        27.00000000 W
PLW12        0.51046997 W
PLW13        0.32670000 W
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Table S1. Crystal data and structure refinement for compound 9 and CCDC: 1950967 

 

Crystal data 

Chemical formula C17H18N2O10 

Mr 410.33 

Crystal system, space group Orthorhombic, P212121 

Temperature (K) 90 

a, b, c (Å) 5.1460 (2), 10.6897 (3), 31.9749 (11) 

V (Å3) 1758.91 (10) 

Z 4 

Radiation type Cu K 

 (mm-1) 1.12 

Crystal size (mm) 0.50 × 0.40 × 0.25 

 

Data collection 

Diffractometer Bruker APEXII CCD area detector  

diffractometer 

Absorption correction Numerical  

Crystal Faces plugin in Bruker APEX2 software 

 Tmin, Tmax 0.68, 0.767 

No. of measured, independent and 

 observed [I > 2(I)] reflections 

13143, 3063, 2903   

Rint 0.034 

(sin /)max (Å-1) 0.595 

 

Refinement 

R[F2 > 2(F2)], wR(F2), S 0.031,  0.077,  1.07 

No. of reflections 3063 

No. of parameters 312 

No. of restraints 369 

H-atom treatment H atoms treated by a mixture of independent 

and constrained refinement 

max, min (e Å-3) 0.17, -0.18 

Absolute structure Flack x determined using 1139 quotients [(I+)-

(I-)]/[(I+)+(I-)]  (Parsons, Flack and Wagner, 

Acta Cryst. B69 (2013) 249-259). 

Absolute structure parameter 0.06 (9) 
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Figure S1. Single crystal XRD- for compound 9, with thermal ellipsoids drawn at the 50% 

probability level and CCDC: 1950967 
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