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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 CDCI3

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 104.97

DwW 62.400 usec
DE 6.50 usec
TE 299.9 K

D1 1.00000000 sec
TDO 1
======== CHANNEL Ff1 ========
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 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 CDCI3
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
TDO 1
—======= CHANNEL Ff1 ========
SFO1 100.6354031 MHz
NUC1 13C
P1 10.00 usec
PLW1 63.50000000 W
—======= CHANNEL 2 ========
SF02 400.1816007 MHz
NUC2 1H
CPDPRG[2 waltz16
] l || N | PCPD2 90.00 usec
A3 A A A WA YA 0 BB Phz, 1 0900009 W
PLW13 0.16500001 W
\ \ \ \ \ \ \ \ \
180 160 140 120 100 80 60 40 20 ppm
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. 7.260
5.784
5.767
5.750
5.657
5.645
5.642
5.638
5.626
5.622
5.603
4.526

1 4.511

1 3.907
3.900
3.882
3.876
3.869
3.666
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3.647
3.626
3.616

1 2.986

/2.980

//5.805
' 5.786

2.972
2.966
2.958
2.952
2.936
2.929
2.925
2.923
2.919
2.913
2.255
2.237
2.235
2.216
2.063

1.713

1.694
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1 1.662
11.660

\ \ \ \ \ \ \ \
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0

1.000
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\ \ \ \
3.5 3.0 2.5 2.0
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1.013
2.145
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2.116

\
1.5

\
1.0
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AcO

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 CDCI3

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
TDO 1
======== CHANNEL f1 ========
SFO1 400.1824713 MHz
NUC1 1H

P1 10.00 usec
PLW1 16.50000000 W

F2 - Processing parameters

Sl
SF
WDW
SSB
LB
GB
PC

65536
400.1800095 MHz
EM
0
0.30 Hz
0
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 CDCI3
NS 256
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631488
RG 206.25
DW 20.800
DE 6.50
TE 300.1
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
SFO1 100.6354031
NUC1 13C
P1 10.00
PLW1 63.50000000
| ======== CHANNEL f2 ====
A AN A A A s S A AN At O 400-1816007
CPDPRG[2 waltzl16
PCPD2 90.00
S .4 16.50000000
\ \ \ \ \ \ \ \ \ \ \ \ \ \ \ \ \ | pPLW12 0.20370001
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm PLW13 0.16500001



7.260
5.721
5.718
5.713
5.708
5.706
5.701
5.695
4_.650
4.647
4_.097
3.718
3.709
3.689
3.680
3.591
3.578
3.562
3.549
3.376

2.955
2.949

2.945
2.940
2.936
2.932
2.926
/,2.876

2.871
2.862
2.857

. 2.848
$2.842

2.247
2.235
2.229
2.219
2.213
1.706
1.702
1.693
1.687
1.674

1 1.669

11.655
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7.5 7.0 6.5 6.0 5.5 5.0 4.5

1.826

2.000

\ \
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1.945
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3.0 2.5 2.0 1.5

© 0.995
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2.009
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\
1.0
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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 CDCI3

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
TDO 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 CDCI3
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
TDO 1
======== CHANNEL f1 ========
SFO1 100.6354031 MHz
NUC1 13C
P1 10.00 usec
PLW1 63.50000000 W
’ | ’ | ‘ \‘ ‘ ======== CHANNEL f2 ========
AN ‘“i'"\v‘?MWWMWNMWWWW«'&WWWMWMWM\WMMWWWWWWMMM ’\WM.MWMM*Mwww&m‘mw‘4wmmwanwhw»mmmwuwwmhfm»;‘#:MWEMM»wa»WmWwwcwww‘»wmm\wwwmw ﬁﬁg% 400'18160% MHz
CPDPRG[2 waltzl16
PCPD2 90.00 usec
N | 2 16.50000000 W
\ \ \ \ \ \ \ \ \ \ \ \ \ \ \ I pLW12 0.20370001 W
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm PLW13 0.16500001 W
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7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 2.5 2.0

2.000
0.968
2.248
1.082
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,,0.915
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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 CDCI3

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
TDO 1
—======= CHANNEL 1 ========
SFO1 400.1824713 MHz
NUC1 1H

P1 10.00 usec
PLW1 16.50000000 W

F2 - Processing parameters
Sl 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
D 65536
SOLVENT CDCI3
NS 256
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631488
RG 206.25
Dw 20.800
DE 6.50
TE 299.9
D1 2.00000000
D11 0.03000000
TDO 1
—======= CHANNEL f1 ====
SFO1 100.6354031
NUC1 13C
P1 10.00
\ | PLW1 63.50000000
| ‘ =—======= CHANNEL 2 ====
e D T ,Wr;*-'vs‘mw-wf‘w‘n‘w,Wm\twwwwfl‘r%‘nx“‘1‘\\\‘1 e ﬁﬁgg 400-18160%
CPDPRG[2 waltzl6
PCPD2 90.00
I L B B B B B B EtWiZ 18.28398882
110 100 90 80 70 60 50 40 30 20 10 ppm PLw13 0.16500001
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2.000

2.097

1.064
1.031
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3.0 2.5 2.0

50-982
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1.055
5.373

\
1.5

3.417

\
1.0

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 CDCI3

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

TDO 1

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

SFO1 400.1824713 MHz

NUC1 1H

P1 10.00 usec

PLW1 16.50000000 W

\

F2 - Processing parameters
ppm 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 CDCI3
NS 256
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631488
RG 206.25
DW 20.800
DE 6.50
TE 300.3
D1 2.00000000
D11 0.03000000
‘ TDO 1
======== CHANNEL f1 ====
SFO1 100.6354031
NUC1 13C
P1 10.00
PLW1 63.50000000
‘ » J . ======== CHANNEL f2 ====
A A A s A 0 ] A AR N i o, 02 400- 1816000
CPDPRG[2 waltzl16
PCPD2 90.00
e 4 16.50000000
\ \ \ \ \ \ \ \ \ \ \ \ \ \ \ \ \ lPLW12 0.20370001
170 160 150 140 130 120 110 100 90 80 70 60 50 30 20 ppm PLW13 0.16500001
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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 CDCI3

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 184.75

DwW 62.400 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL 1 ========
SFO1 400.1824713 MHz
NUC1 1H

P1 10.00 usec
PLW1 16.50000000 W

F2 - Processing parameters
Sl 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 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 CDCI3
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
TDO 1
—======= CHANNEL 1 ========
SFO1 100.6354031 MHz
NUC1 13C
P1 10.00 usec
\ PLW1 63.50000000 W
1 ‘ ‘ ‘ ‘ 1 Il l ‘ ‘ " —======= CHANNEL 2 ========
e Sroz 400.1816007 Nz
CPDPRG[2 waltz16
PCPD2 90.00 usec
R R B I B I L B I B R R B B B RN AR AR RN RARRRRRRRY Et“iz 18_28g98882 w
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppM  pLwi3 0.16500001 W
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7.5 7.0 6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0

1.000
1.019
2.026
1.036
1.032
5.117
1.518
2.532
20.039
3.186

10

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 CDCI3

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

TDO 1

======== CHANNEL 1 ========
- 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 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 CDCI3

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
TDO 1
======== CHANNEL f1 ========
SFO1 100.6354031 MHz
NUC1 13C

P1 10.00 usec
PLW1 63.50000000 W
======== CHANNEL 2 ========
SF02 400.1816007 MHz
NUC2 1H
CPDPRG[2 waltzl16
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 11
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20190404
| Time 17.11
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDCI3
NS 8
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 103.11
DwW 60.800 usec
DE 6.50 usec
| TE 293.0 K
I D1 1.00000000 sec
| TDO 1
B B - ======== CHANNEL 1 ========
NUC1 H
P1 10.00 usec
PLW1 17.00000000 W
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ | sFo1 400.1324710 MHz
7.5 7.0 6.5 6.0 55 50 45 40 3.5 3.0 2.5 20 1.5 1.0 ppm .
F2 - Processing parameters
Sl 65536
SF 400.1300101 MHz
WDW EM
o o m AN O AT O O - SSB 0
o (apR(@)) oumno O~ © O [0)] LB 0.30 Hz
o (@}e)} oo 100 +d O o™ GB 0 -
- — O -0 MM O a ™ PC 1.00

S16
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PCPD2 90.00

PLW2 17.00000000

e i ] L e e L L L e A M i L A HA M A B2 0.20987999
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm sFo2 4001316005

S17

T e T TR = ey

0
AC
1"
Current Data Parameters
NAME Compound 11
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date__ 20190404
Time 17.24
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 128
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631488
RG 204.44
DW 20.800
DE 6.50
TE 293.3
D1 2.00000000
D11 0.03000000
TDO 1
—======= CHANNEL 1 ====
NUC1 13C
P1 10.00
PLW1 85.00000000
\ SFO1 100.6228293
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Current Data Parameters

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5

1.000
3.044
1.032
1.009
0.985
5.785
3.789
1.187
3.288
40.479
3.559

NAME Compound 12

EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20190419

Time 8.27
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT CDCI3

NS 256

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 52.09

DwW 60.800 usec
DE 6.50 usec
TE 293.3 K

D1 1.00000000 sec
TDO 1
======== CHANNEL 1 ========
NUC1 1H

P1 10.00 usec
PLW1 17.00000000 W
SFO1 400.1324710 MHz
F2 - Processing parameters
Sl 65536

SF 400.1300102 MHz
WDW EM

SSB

LB 0.30 Hz
GB

PC 1.00



170.910

AV 5 A

139.292

114.093

£ 82.838
/80.487
77.350
77.033
76.715

| 74.513
74125

/

A

\

$33.843
131.935

1 31.105
29.721
129.681
1 29.653
»29.608

m——h

29.579
29.504
29.371

=

Current Data Parameters

\
160

\
140

\
120

\
100

\
80

S19

\
60

40

20

NAME Compound 12
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20190419
Time 7.55
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 128
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 204.44
DwW 20.800 usec
DE 6.50 usec
TE 293.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL 1 ========
NUC1 13C
P1 10.00 usec
PLW1 85.00000000 W
SFO1 100.6228293 MHz
‘ | }“1‘ ======== CHANNEL 2 ========
MM i * CPDPRG[2 waltz16
! (AL A NUC2 1H
PCPD2 90.00 usec
PLW2 17.00000000 W
PLW12 0.20987999 W
! PLW13 0.17000000 W
0 ppmSFOZ 400.1316005 MHz



. 7.260
1 6.981
6.978
4.998
4.994
4.984
4_981
3.905
3.899
3.833
3.826
3.823
3.820
3.814
3.810
3.807
3.450
3.440
2.276
2.272
2.261
2.248
2.245
2.241
1.955
1.952
1.946
1.939

1.930
1.926
1.917
1.778
1.760
1.557
1.542
1.527
1.487
1.475
1.467

| 1.458

' 1.409

N\

1.396
+1.254

\

0.891

1 0.878
10.863

.-,,.'t

Current Data Parameters

\ \ \ \ \ \
7.5 7.0 6.5 6.0 5.5 5.0

1.000
0.996

\ \ \ \ \
4.5 4.0 3.5 3.0 2.5 2.0

o O ™ oo
0 < o =N ™
™ < N O
— NN i NN

S20

2.888
15.942

\
1.5

7.985
57.806

\
1.0

5.780

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 CDCI3

NS 1024

DS 4

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 168.92

DwW 50.000 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 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 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 CDCI3
NS 16000
DS 4
SWH 29761.904
FIDRES 0.454131
AQ 1.1010048
RG 190.86
DW 16.800
DE 6.50
TE 300.0
D1 2.00000000
D11 0.03000000
\ ‘ TDO 1
======== CHANNEL f1 ====
SFO1 125.7955112
NUC1 13C
‘ P1 10.00
PLW1 88.00000000
| ======== CHANNEL 2 ====
” el Ll tesetmoindabitor i Wbk ik SF02 500.2320009
v 4 MY " w f e J ol SUALLALAL B NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00
\ \ \ \ \ \ \ \ PLW2 27.00000000
Lwi2 0.51046997
160 140 120 100 80 60 40 20 LWi3 0.32670000
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7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0

1.000
0.986
0.975
1.000
1.008
0.981
3.165
2.193
2.229
6.224
22.135
3.171

QA

14

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 CDCI3

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
TDO 1
======== CHANNEL f1 ========
SFO1 400.1824713 MHz
NUC1 1H

P1 10.00 usec
PLW1 17.00000000 W

F2 - Processing parameters
S1 65536

SF 400.1800094 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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50 40 30 20 ppm

14

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 CDCI3

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
TDO 1
—======= CHANNEL 1 ========
SFO1 100.6354031 MHz
NUC1 13C

P1 10.00 usec
PLW1 70.00000000 W
—======= CHANNEL 2 ========
SF02 400.1816007 MHz
NUC2 1H
CPDPRG[2 waltzl16
PCPD2 90.00 usec
PLW2 17.00000000 W
PLW12 0.20987999 W
PLW13 0.10557000 W
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OH OH
15
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 CDCI3
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
I D1 1.00000000 sec
i TDO 1
======== CHANNEL f1 ========
SFO1 400.1824713 MHz
NUC1 1H
\ \ \ \ \ \ \ \ \ \ \ \ \ \ \ I P1 10.00 usec
7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm "™ 17.00000000 W
F2 - Processing parameters
Si 65536
SF 400.1800094 MHz
o [IoN(@) o N (®)] ™M N O <t WDW EM
o N O (o] 0 00 © — SSB 0
o oo — o (9] — N NN AN LB 0.30 Hz
“ — ™ — © HNd o e 0 1.00
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139.271

114.092

83.277
82.176
77.343
77.026
76.708
74 _.367
71.523

33.827
133,240
1 32.562

31.932
29.734
29.690
29.638
29.589
29.560
29.496
29.369
29.156
28.950
28.616
26.002
25.594
25.246
\122.700
114.132

15

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 CDCI3
NS 256
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631488
RG 203
DW 20.800
DE 6.50
TE 297.4
D1 2.00000000
D11 0.03000000
TDO 1
—======= CHANNEL Ff1 ====
SFO1 100.6354031
NUC1 13C
P1 10.00
PLW1 70.00000000
!
. ‘ . . . N - Jim o ‘ . W ‘ ‘ . A ======== CHANNEL f2 ====
@WNFWNMMWWWW.MWW%WW@WM\WW&WWMWM‘WWM%W‘W\MWWWWWMMMWM.WW\‘J N ‘4‘,\;mww‘lWMWMWWWWMMWWme{Wﬂ.gw,wtw }IW‘\"‘f\“WAWW‘WWVMW’WMWWW"WW‘MMWW 358 g 400.1 8160%
CPDPRG[2 waltzl6
PCPD2 90.00
o S I B B S EtWiz 13_28839888
140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm pLwi3 0.10557000
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6.982
1 6.979
6.976
6.973
4.995
4.992
4.982
4.978
3.868
3.830
3.827
3.814
3.801
3.393
3.391
3.380
2.277
2.273
2.270
2.259
2.246
2.243
2.239
1.936
1.922
1.913
1.903
1.897
1.894
1.892
1.873
1.857
1.851
1.634
1.554
1.540
1.525
1.510
1.497
1.487
1.380
1.371
1.360
1.351
1.253
10.889
1 0.875
10.861

o

(=TT
=

OH

\ \ \ \ \ \ \ \ \ \ \ \ \ \
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

1.000
1.008
3.452
1.181
2.094
7.942
1.323
4_806
52.127
3.724
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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 CDCI3

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
TDO 1
======== CHANNEL f1 ========
SFO1 500.2330891 MHz
NUC1 1H

P1 11.00 usec
PLW1 27.00000000 W

F2 - Processing parameters
S1 65536

SF 500.2300132 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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77.023
76.769
74.358
71.583

33.267

32.589

31.927

29.727
29.681
29661
29648
29.625

| 29.595

29.555
29.509
29.357
29.306
29.185
28.601
27.414
25.986
25.591
25.290
25.183

1 22.692

119.226
114.120

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 CDCI3
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
TDO 1
======== CHANNEL f1 ========
SFO1 125.7955112 MHz
NUC1 13C
P1 10.00 usec
PLW1 88.00000000 W
======== CHANNEL 2 ========
SF02 500.2320009 MHz
NUC2 1H
CPDPRG[2 waltz16
‘ EE@DZ 27 00088688 oo
I L NI il m il ke il gl ] p /. iy " il Nt bl m i " I A ““\w " L el il b -
g A0 A S N4 S A A A M 80 A A A PL2 051046997 i
R R L R R
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm
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Table S1. Crystal data and structure refinement for compound 9 and CCDC: 1950967

Crystal data

Chemical formula C17H18N2010

M, 410.33

Crystal system, space group Orthorhombic, P21212;
Temperature (K) 90

a, b, c(A) 5.1460 (2), 10.6897 (3), 31.9749 (11)
V (A3 1758.91 (10)

z 4

Radiation type Cu Ka

u (mm?) 1.12

Crystal size (mm)

0.50 x 0.40 x 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 > 2o(1)] reflections

13143, 3063, 2903

Rint 0034
(Sin 0/W)max (A1) 0.595
Refinement

R[F? > 26(F2)], WR(F?), 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

A)max, A>min (e AB)

0.17,-0.18

Absolute structure

Flack x determined using 1139 quotients [(1+)-
(1))[(+)+(1-)] (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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