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F2 - Acquisition Parameters
Date_ 20170217
PROBHD 5 mm PABBI 1H/
PULPROG zg30
SOLVENT CDC13
TE 298.2 K
SWH 10000.000 Hz
AQ 3.2767999 sec
NS 8
FIDRES 0.152588 Hz
D1 0 sec
======== CHANNEL fl =======
SFO1 500.2030889 MHz
NUC1 1H
Pl 8.00 use
PLW1 12.69999981 W
F2 - Processing parameters
ST 65536
LB 0 Hz
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3537-13C
S-Tos—-amid
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EXPNO 2
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F2 - Acquisition Parameters
Date_ 20170217
PROBHD 5 mm PABBI 1H/
PULPROG zg_pi_CPD \
SOLVENT cbc13 i
TE 298.2 K
SWH 31249.381 Hz
AQ 1.0485969 sec
NS 124
FIDRES 0.476828 Hz
D1 1.50000000 sec
D11 0.03000000 sec
D14 0.00050000 sec
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C
Pl 15.00 usec
P2 30.00 usec
PLW1 78.52400208 W
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H
PLW2 12.50000000 W
PLW12 0.12500000 w
F2 - Processing parameters
ST 65536
LB 0.50 Hz
\
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3537-COSY
S-Tos—-amid

Current Data Parameters

NAME 3537
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170217
PROBHD 5 mm PABBI 1H/
PULPROG cosygpppgf
SOLVENT CDC13

TE 298.1 K
SWH 5530.974 Hz
AQ 0.1851392 sec
NS 1
FIDRES 2.700671 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec
======== CHANNEL fl ========
SFO1 500.2022861 MHz
NUC1 1H

PO 8.00 usec
Pl 8.00 usec
P17 2500.00 usec
PLW1 12.69999981 W
PLW10 1.20239997 w
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec

F1 - Acquisition parameters

TD
SFO1
FIDRES
SW
FnMODE

128
500.2023 MHz

43.210732 Hz

11.057 ppm
QF

F2 - Processing parameters

ST
LB 0

Hz

2048

Fl - Processing parameters

ST

MC2

SF

WDW

SSB 0
LB 0
GB 0

1024
QF

500.2000127 MHz

Hz

QSINE

G O

oo




3537-HSQC
S-Tos—-amid

Current Data Parameters

NAME 3537
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170217
PROBHD 5 mm PABBI 1H/
PULPROG hsqgcedetgpsisp2.3
SOLVENT CDC13

TE 298.5 K
SWH 5530.974 Hz
AQ 0.1851392 sec
NS 2
FIDRES 2.700671 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D4 0.00172414 sec
D11 0.03000000 sec
D16 0.00020000 sec
D21 0.00360000 sec
D24 0.00089000 sec
======== CHANNEL fl ========
SFO1 500.2022861 MHz
NUC1 1H

Pl 8.00 usec
P2 16.00 usec
P28 20.00 usec
PLW1 12.69999981 W
======== CHANNEL f2 ========
SFO2 125.7874959 MHz
NUC2 13C

P3 15.00 usec
Pl4 500.00 usec
P24 2000.00 usec
P31 1900.00 usec
PLWO 0w

PLW2 78.52400208 W
PLW12 3.60570002 W
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec
P19 600.00 usec
F1 - Acquisition parameters
TD 128

SFO1 125.7875 MHz
FIDRES 190.548782 Hz
SwW 193.900 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
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(3R,2S)-2a

3343-1H
H-mig-am-1

Current Data Parameters

NAME 3343
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20161004
PROBHD 5 mm CPPBBO BB
PULPROG zg30
SOLVENT CDC13

TE 298.2 K
SWH 10000.000 Hz
AQ 3.2767999 sec
NS 8
FIDRES 0.152588 Hz
D1 0 sec

======== CHANNEL f1l ========
SFO1 500.2030889 MHz
NUC1 1H

Pl 11.30 usec
PLW1 13.69999981 W

F2 - Processing parameters
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3343-13C
H-mig-am-1
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Current Data Parameters S ﬁﬁ%%%ﬁiﬂﬁﬂ: T o oo o 0
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20161004
PROBHD 5 mm CPPBBO BB
PULPROG zg_pi_CPD
SOLVENT CDC13
TE 298.1 K
SWH 31249.381 Hz
AQ 1.0485969
NS 64
FIDRES 0.476828 Hz
D1 1.50000000
D11 0.03000000
D14 0.00050000
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C
Pl 10.00 usec
P2 20.00 usec
PLW1 55.00000000 w
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H
PLW2 13.00000000 w
PLW12 0.25937000 W
F2 - Processing parameters
SI 65536
LB 0.50 Hz
|
\
240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



3343-13C
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3343-13C
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3343-COSY
H-mig-am-1

Current Data Parameters

ppm

NAME 3343
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20161004
PROBHD 5 mm CPPBBO BB
PULPROG cosygpppgf
SOLVENT CDC13

TE 298.1 K
SWH 5543.237 Hz
AQ 0.1847296 sec
NS 2
FIDRES 2.706659 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec
======== CHANNEL fl ========
SFO1 500.2022693 MHz
NUC1 1H

PO 11.30 usec
Pl 11.30 usec
P17 0 usec

PLW1 13.69999981 W
PLW10 2.58780003 W
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec

F1 - Acquisition parameters
TD 128

SFO1 500.2023 MHz
FIDRES 43.306541 Hz
SW 11.082 ppm
FnMODE QF

F2 - Processing parameters

ST 2048

LB 0 Hz

Fl - Processing parameters
ST 1024

MC2 oF

SF 500.2000256 MHz
WDW QSINE

SSB 0

LB 0 Hz

GB 0
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3343-HSQC
H-mig-am-1

Current Data Parameters

NAME 3343
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20161004
PROBHD 5 mm CPPBBO BB
PULPROG hsqgcedetgpsisp2.3
SOLVENT CDC13

TE 298.2 K
SWH 5543.237 Hz
AQ 0.1847296 sec
NS 4
FIDRES 2.706659 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D4 0.00172414 sec
D11 0.03000000 sec
D16 0.00020000 sec
D21 0.00360000 sec
D24 0.00089000 sec
======== CHANNEL fl ========
SFO1 500.2022693 MHz
NUC1 1H

Pl 11.30 usec
P2 22.60 usec
P28 0 usec

PLW1 13.69999981 W
======== CHANNEL f2 ========
SFO2 125.7879682 MHz
NUC2 13C

P3 10.00 usec
Pl4 500.00 usec
P24 2000.00 usec
P31 1900.00 usec
PLWO 0w

PLW2 55.00000000 w
PLW12 1.30180001 w
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec
P19 600.00 usec
F1 - Acquisition parameters
TD 128

SFO1 125.788 MHz
FIDRES 177.556824 Hz
SwW 180.679 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
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(3R,2R)-4a

3538-1H
A-amid

Current Data Parameters

NAME
EXPNO
PROCNO

3538
1
1

F2 - Acquisition Parameters

Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

2017

0217

5 mm PABBI 1H/

0

zg30

CDC13

2
10000

98.2
.000

3.2767999

8

0.152588

secC

CHANNEL f1
500.2030889

1H
8.00

Hz
sec

use

12.69999981 W

F2 - Processing parameters
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3538-13C

A-amid
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Current Data Parameters f\r ﬁﬂ@ﬁﬁﬁ%%ﬁﬁﬁ: TP = = T T T
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters ‘
Date_ 20170217
PROBHD 5 mm PABBI 1H/
PULPROG zg_pi_CPD
SOLVENT CDC13
TE 298.2 K
SWH 31249.381 Hz
AQ 1.0485969 sec
NS 800
FIDRES 0.476828 Hz
D1 1.50000000 sec
D11 0.03000000 sec
D14 0.00050000 sec
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C
Pl 15.00 usec
P2 30.00 usec
PLW1 78.52400208 W
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H
PLW2 12.50000000 w
PLW12 0.12500000 w
F2 - Processing parameters
SI 65536
LB 0.50 Hz
|
\
240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



3538-13C
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3538-13C
A-amid
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3538-13C
A-amid
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3538-COSY
A-amid

Current Data Parameters

NAME 3538
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170217
PROBHD 5 mm PABBI 1H/
PULPROG cosygpppgf
SOLVENT CDC13

TE 297.8 K
SWH 5154.639 Hz
AQ 0.1986560 sec
NS 1
FIDRES 2.516914 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec
======== CHANNEL fl ========
SFO1 500.2022372 MHz
NUC1 1H

PO 8.00 usec
Pl 8.00 usec
P17 2500.00 usec
PLW1 12.69999981 W
PLW10 1.20239997 w

====== GRADIENT CHANNEL =====

1000.00 usec

F1 - Acquisition parameters

TD
SFO1
FIDRES
SW
FnMODE

128
500.2022 MHz

40.270618 Hz

10.305 ppm
QF

F2 - Processing parameters

ST

LB 0

Hz

2048

Fl - Processing parameters

ST
MC2
SF
WDW

SSB 0
LB 0
GB 0

1024
QF

500.2000171 MHz

Hz

QSINE

L i

ppm

w

N

¢ 4
° e W ]
" E) LI
s = J.'. - T
I T frorrrTTT
4 3 2

ppm



3538-COSY

N I J UWM JUL L, ppM

4 o = 5.8
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~6.2

—6.4
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. -7.2
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© - 1) -7.6
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~8.0

i P o |
—8.2
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3538-COSY
A-amid

MAM ppm
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3538-HSQC
A-amid

Current D
NAME
EXPNO
PROCNO

F2 - Acqu
Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

NS
FIDRES
DO

D1

D4

D11

ata Parameters
3538

3

1

isition Parameters
20170217
5 mm PABBI 1H/
hsgcedetgpsisp2.3
CDC13
298.6 K
5154.639 Hz
0.1986560 sec
2
2.516914 Hz
.00000300 sec
.00000000 sec
.00172414 sec
.03000000 sec
.00020000 sec
.00360000 sec
.00089000 sec

OO ONO

CHANNEL fl1 ========
500.2022372 MHz
1H
8.00 usec
16.00 usec
20.00 usec
12.69999981 W

CHANNEL f2 ========
125.7880076 MHz
13C
15.00 usec
500.00 usec
2000.00 usec
1900.00 usec
0w
78.52400208 W
3.60570002 W

====== GRADIENT CHANNEL =====

F1 - Acqu
TD

SFO1
FIDRES

SW

FnMODE

F2 - Proc

1000.00 usec
600.00 usec

isition parameters
128
125.788 MHz
198.286804 Hz
201.774 ppm
Echo-Antiecho

essing parameters

} L \m.

ppm

ian !t

oo
J

Ay

—100

—120

—140

~160

—180

—200

ppm



3538-HSQC
A-amid

FAVAS A AS ppm
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3538-HSQC
A-amid
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3538-HSQC
A-amid

g N ppm
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(3S,2R)-5a

3539-1H
B-amid

Current Data Parameters

NAME
EXPNO
PROCNO

3539
1
1

F2 - Acquisition Parameters
20170217
5 mm PABBI 1H/

Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

0

CHANNEL f1

zg30

CDC13
298.2
10000.000
3.2767999

8

0.152588

secC

500.2030889

1H
8.00

Hz
sec

use

12.69999981 W

F2 - Processing parameters

7.510
7.494
7.339
7.336
7.322
7.320
7.309
7.307
7.305
7.293
7.290
7.289
7.281
7.278
7.260
7.256
7.243
7.157
7.154
7.142
7.140
7.126
7.124
7.067
7.066

7.053
7.052
7.050
7.037
7.036
6.854

P

6.849

T—3.955

3.093
3.072
2.348
2.334
2.321
2.165
1.882
1.871
1.870

1.866
1.858

1.845
1.833
1.737
1.731

1.725
1.722
1.714
1.708
1.260

-0.000

\\\\\%%//

ST 65536
LB 0 Hz
o
|
|
|
! \ \
e e . W
TprTTTTTTTTTT T T T R T T T Tl T T T T T T T T T TrpTrTTTTTTT
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 3 ppm
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3539-1H
B-amid
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3539-1H

B-amid
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3539-1H
B-amid
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3539-13C

B-amid

L o
N e
N ~
~ <
— o~
N —

Current Data ParameteLs

NAME 3539

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20170217

PROBHD 5 mm PABBI 1H/

PULPROG zg_pi_CPD

SOLVENT CDC13

TE 298.2 K

SWH 31249.381 Hz

AQ 1.0485969 sec

NS 2040

FIDRES 0.476828 Hz

D1 1.50000000 sec

D11 0.03000000 sec

D14 0.00050000 sec

======== CHANNEL fl ========

SFO1 125.7904831 MHz

NUC1 13C

Pl 15.00 usec

P2 30.00 usec

PLW1 78.52400208 W

======== CHANNEL f2 ========

SFO2 500.2020008 MHz

NUC2 1H

PLW2 12.50000000 w

PLW12 0.12500000 w

F2 - Processing parameters
ST 65536
LB 0.50 Hz

136.139
135.367
128.966

NN

128.606

128.567

128.441

[¢o)
O
o
[¢o)
N
—

126.567
121.915
120.031

119.146

118.831
111.182

1!

77.282
77.028

£
<

76.774
76.086

—56.979
— 53.967

35.542
34.420

s
4
_—27.002

—41.973

31.051
30.916

26.117
25.448

24.976
24.123

240 230 220 210 200 190 180 170 160 150
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100

ppm



3539-13C

B-amid
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3539-13C
B-amid
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3539-13C
B-amid
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3539-COSsY

B-amid

Current Data Parameters

NAME
EXPNO
PROCNO

3539
4
1

F2 - Acquisition Parameters

Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

NS
FIDRES
DO

D1

D11

D12

20170217

5 mm PABBI 1H/
cosygpppgf

[oloNoReN Vo)

CDC13
298.1 K
5151.099 Hz

0.1987925 sec

1
2.515185 Hz

.00000300 sec
.00000000 sec
.03000000 sec
.00002000 sec
.00000400 sec
.00020000 sec

CHANNEL f1 ========
500.2022151 MHz

12.
1.

1H
8.00 usec
8.00 usec
2500.00 usec
69999981 W
20239997 W

====== GRADIENT CHANNEL =====

1000.00 usec

F1 - Acquisition parameters

TD
SFO1
FIDRES
SW
FnMODE

128
500.2022 MHz

40.229145 Hz

10.294 ppm
QF

F2 - Processing parameters

ST
LB

0 Hz

2048

Fl - Processing parameters

ST
MC2
SF
WDW
SSB
LB
GB

1024
QF

500.2000140 MHz

QSINE

b

ST

ppm
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@
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I
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w
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3539-COSY
B-amid

A ppm
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3539-COSY
B-amid
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3539-HSQC
B-amid

Current D
NAME
EXPNO
PROCNO

F2 - Acqu
Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

NS
FIDRES
DO

D1

D4

D11

ata Parameters
3539

3

1

isition Parameters
20170217
5 mm PABBI 1H/
hsgcedetgpsisp2.3
CDC13
298.6 K
5151.099 Hz
0.1987925 sec
2
2.515185 Hz
.00000300 sec
.00000000 sec
.00172414 sec
.03000000 sec
.00020000 sec
.00360000 sec
.00089000 sec

OO ONO

CHANNEL fl1 ========
500.2022151 MHz
1H
8.00 usec
16.00 usec
20.00 usec
12.69999981 W

CHANNEL f2 ========
125.7880080 MHz
13C
15.00 usec
500.00 usec
2000.00 usec
1900.00 usec
0w
78.52400208 W
3.60570002 W

====== GRADIENT CHANNEL =====

F1 - Acqu
TD

SFO1
FIDRES

SW

FnMODE

F2 - Proc

1000.00 usec
600.00 usec

isition parameters
128
125.788 MHz
200.320511 Hz
203.843 ppm
Echo-Antiecho

essing parameters

ll } ) “.

“ “ M\

ppm

—100

—120

—140

~160

—180

=200

ppm



3539-HSQC
B-amid
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3539-HSQC
B-amid

I\ M ~ppm

—50

—52

—54

—56

—58
;60
e
-
;66

—68

—72

—74

—78

40 39 38 37 36 35 34 33 32 31 30 29 28 27 26 25 24 23 22 21 2.0 1.9 ppm



3539-HSQC
B-amid

ppm
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(3R,2R)-6b

4041-1H
C

Current Data Parameters

NAME
EXPNO
PROCNO

4041
1
1

F2 - Acquisition Parameters
20170811
5 mm PABBI 1H/

Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

0

CHANNEL f1

zg30

CDC13
298.2
10000.000
3.2767999

8

0.152588

secC

500.2030889

1H
8.00

Hz
sec

use

12.69999981 W

F2 - Processing parameters

< — O
™M w0 <
o™
o~

7 345
7.342
7.336
7.328
7.325
7.319
7.314
7.311
7.254
7.245
7.244
7.236
7.227
7.212
7.207
7.193
7.188

6.973
6.968
6.940

6.935
6.922
6.917
6.904

6.899
5.724
5.715

3.974

)

2.262
2.239

2.217

Va

1.749
1.745
1.739
1.732
1.724

—-0.000

ST 65536
LB 0 Hz
[
l\‘ | !
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4041-1H
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4041-1H
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4041-13C
C

Current Data Parameters

NAME 4041
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170811
PROBHD 5 mm PABBI 1H/
PULPROG zg_pi_CPD
SOLVENT CDC13

TE 298.2 K
SWH 31249.381 Hz
AQ 1.0485969 sec
NS 1012
FIDRES 0.476828 Hz
D1 1.50000000 sec
D11 0.03000000 sec
D14 0.00050000 sec
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C

Pl 15.00 usec
P2 30.00 usec
PLW1 78.52400208 W
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H

PLW2 12.50000000 w
PLW12 0.12500000 w

F2 - Processing parameters
ST 65536

LB 0.50 Hz

——174.645
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4041-13C
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4041-13C
C

—77.283

T 77.233
— 77.029

—76.775
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(3S,2R)-7b

4042-1H
D

Current Data Parameters

NAME
EXPNO
PROCNO

4042
1
1

F2 - Acquisition Parameters

Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

20170811

5 mm PABBI 1H/

0

zg30

CDC13
298.1 K
10000.000 Hz

3.2767999 sec

8

0.152588 Hz
sec

CHANNEL f1 =======

500.2030889 MHz
1H
8.00 use
12.69999981 W

F2 - Processing parameters

ST 65536
LB 0 Hz
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| |
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Current Data Parameters f\r Er?tg Qﬁﬁﬁﬁﬁﬁaﬁﬁiiﬁﬁgg SR~ oo © ™ < o

2 N2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20170811

PROBHD 5 mm PABBI 1H/

PULPROG zg_pi_CPD

SOLVENT CDC13

TE 298.2 K

SWH 31249.381 Hz

AQ 1.0485969 sec

NS 1060

FIDRES 0.476828 Hz

D1 1.50000000 sec

D11 0.03000000 sec

D14 0.00050000 sec

======== CHANNEL fl ========

SFO1 125.7904831 MHz

NUC1 13C

Pl 15.00 usec

P2 30.00 usec

PLW1 78.52400208 W

======== CHANNEL f2 ========

SFO2 500.2020008 MHz

NUC2 1H

PLW2 12.50000000 w

PLW12 0.12500000 w

F2 - Processing parameters

SI 65536 |

LB 0.50 Hz

240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
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1 S R (==

F2 - Acquisition Parameters

Date_ 20171129 |
PROBHD 5 mm CPPBBO BB

PULPROG zg30

SOLVENT CDC13

TE 298.1 K

SWH 10000.000 Hz

AQ 3.2767999 sec

NS 8

FIDRES 0.152588 Hz

D1 0 sec

======== CHANNEL fl ========

SFO1 500.2030889 MHz
NUC1 1H
Pl 11.30 usec
PLW1 13.69999981 W
F2 - Processing parameters
ST 65536
LB 0 Hz
\
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E
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Current Data Parameters f\r ?y QSQ?%R%? ﬁ: S = on o v o < o o
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters |
Date_ 20180124
PROBHD 5 mm CPPBBO BB
PULPROG zg_pi_CPD
SOLVENT CDC13
TE 298.2 K
SWH 31249.381 Hz
AQ 1.0485969 sec
NS 992
FIDRES 0.476828 Hz
D1 1.50000000 sec
D11 0.03000000 sec
D14 0.00050000 sec
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C
Pl 10.00 usec
P2 20.00 usec
PLW1 55.00000000 w
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H
PLW2 13.00000000 w
PLW12 0.25937000 W
F2 - Processing parameters
SI 65536
LB 0.50 Hz
\
|
\
240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



4501-13C
E

o [¢o) ™ o ™M o — O o~
[ee} o — n o < O (&)} n N
N < N < o [ce} [ce} [@3Ne))
L — (@) @ o~ o [¢o) (O]
™ ™ N N N N N — —
— — — — — — — —

w vWWWWWWWWWVMWW

137 136 135 134 133 132 131 130 129 128 127 126 125 124 123 122 121 120 119 118 117 116 115 114 113 112 111 110 ppm



4501-13C
E
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E

Current Data Parameters

NAME 4391
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171214
PROBHD 5 mm CPPBBO BB
PULPROG cosygpppgf
SOLVENT CDC13

TE 298.1 K
SWH 5060.729 Hz
AQ 0.2023424 sec
NS 2
FIDRES 2.471059 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec
======== CHANNEL fl ========
SFO1 500.2020304 MHz
NUC1 1H

PO 11.30 usec
Pl 11.30 usec
P17 0 usec

PLW1 13.69999981 W
PLW10 2.58780003 W

====== GRADIENT CHANNEL

1000.00 usec

F1 - Acquisition parameters

TD
SFO1
FIDRES
SW
FnMODE

128
500.202 MHz
39.536942 Hz
10.117 ppm
QF

F2 - Processing parameters

ST

LB 0

2048
Hz

Fl - Processing parameters

ST
MC2
SF
WDW

SSB 0
LB 0
GB 0

1024

QF
500.2000155 MHz

QSINE

Hz

L

ppm
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0 e
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E

—5.8
~6.0
6.2
6.4

~6.6
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—7.0

~7.4
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—7.8

81 80 79 78 77 76 75 74 73 72 71 70 69 68 67 66 65 64 63 62 61 60 59 58 57 ppm
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4501-HSQC
E

Current D
NAME
EXPNO
PROCNO

F2 - Acqu
Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

NS
FIDRES
DO

D1

D4

D11

ata Parameters
4501

3

1

isition Parameters
20180124
5 mm CPPBBO BB
hsgcedetgpsisp2.3
CDC13
298.2 K
5319.149 Hz
0.1925120 sec
1
2.597241 Hz
.00000300 sec
.00000000 sec
.00172414 sec
.03000000 sec
.00020000 sec
.00360000 sec
.00089000 sec

OO ONO

CHANNEL fl1 ========
500.2021450 MHz
1H
11.30 usec
22.60 usec
0 usec
13.69999981 W

CHANNEL f2 ========
125.7879585 MHz
13C
10.00 usec
500.00 usec
2000.00 usec
1900.00 usec
0w
55.00000000 W
1.30180001 w

====== GRADIENT CHANNEL =====

Fl - Acqu
TD

SFO1
FIDRES

SwW

FnMODE

F2 - Proc

1000.00 usec
600.00 usec

isition parameters
128
125.788 MHz
185.130325 Hz
188.386 ppm
Echo-Antiecho

essing parameters

P ;100
;110
' ;120
;130

- 140

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
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RN R

ppm
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Current Data Parameters MWW AADNONWOWWOWWOWNIWHOOWOWOANAOONLW NHONMNDMO OO O n <
VMMM MOMMOMONNNNNNNNNNNON — — 00T © © ©
NAME 4363 ZS N . . SR
EXPNO 1 S 00000 OOOINMM MM —
PROCNO 1

-0.000

F2 - Acquisition Parameters

T

N\
~

Date_ 20171129
PROBHD 5 mm CPPBBO BB
PULPROG zg30
SOLVENT CDC13
TE 298.2 K
SWH 10000.000 Hz
AQ 3.2767999 sec
NS 8
FIDRES 0.152588 Hz
D1 0 sec
======== CHANNEL fl ========
SFO1 500.2030889 MHz
NUC1 1H
Pl 11.30 usec
PLW1 13.69999981 W
F2 - Processing parameters
ST 65536
LB 0 Hz
|
| \
A qu‘ﬂ MJ\_,UK.»_.
TpTTTTTTTTTTT R D R T T N R N E R I T T I T T Tttt
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 -1 -2 -3 ppm
[\ﬁﬂmﬁ(\]ﬂo ~ o] o) @ ﬁﬁ\omr\w—uﬂm
O O O I O] O O| O] © [e)] o] (@] O O| O| Of | M| —| N
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F
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Current Data Parameters f\r ?y Qgﬁﬁﬁggf ﬁ: g ~Roe = 0o = < o ©
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180124
PROBHD 5 mm CPPBBO BB
PULPROG zg_pi_CPD
SOLVENT CDC13
TE 298.2 K
SWH 31249.381 Hz
AQ 1.0485969 sec
NS 908
FIDRES 0.476828 Hz
D1 1.50000000 sec
D11 0.03000000 sec
D14 0.00050000 sec
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C
Pl 10.00 usec
P2 20.00 usec
PLW1 55.00000000 w
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H
PLW2 13.00000000 w
PLW12 0.25937000 W
F2 - Processing parameters
SI 65536
LB 0.50 Hz
|
\
\
240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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F

135.630
131.292

——128.851
——128.474
—128.083
—126.848

120.877

118.707
—112.158
——111.908

L f
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F

— 77.282
—77.028
—76.774
—76.198

L D e B
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4392-COSY
F

Current Data Parameters

NAME 4392
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171214
PROBHD 5 mm CPPBBO BB
PULPROG cosygpppgf
SOLVENT CDC13

TE 298.2 K
SWH 5266.854 Hz
AQ 0.1944235 sec
NS 2
FIDRES 2.571706 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec
======== CHANNEL fl ========
SFO1 500.2020514 MHz
NUC1 1H

PO 11.30 usec
Pl 11.30 usec
P17 0 usec

PLW1 13.69999981 W
PLW10 2.58780003 W
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec
F1 - Acquisition parameters
TD 128

SFO1 500.2021 MHz
FIDRES 41.161751 Hz
SwW 10.533 ppm
FnMODE QF

F2 - Processing parameters
ST 2048

LB 0 Hz

Fl - Processing parameters

SI 1024

MC2 QF

SF 500.2000131 MHz
WDW QSINE

SSB 0

1B 0 Hz

GB 0

ppm

L

L} ‘ﬂ

2]

R o B B L IR s e e B B AR EE RS
N

ppm



4392-COSY
F

ppm

~5.4
~5.6
~5.8
6.0
—6.2
6.4
~6.6
6.8
—7.0
—7.2
—7.4
~7.6
—7.8

~8.0

79 78 7.

7 7

.6

75 7

4

73 72 74 7

.0

6.9 6.8 6.

7 66 6

6

4

6.3 6.2 6.

1 60 59 58 57 56 55 54 ppm



4392-COSY

ppm
;6.75
;6.80
;*6.85
;6.90
;6.95
;7.00
;7.05
=7.10
-7.15
§7.2o
§7.25
;7.30
§7.35
§7.4o
§7.45
;7.50

ppm

7.35 7.30 7.25 7.20 7.15 7.10 7.05 7.00 6.95 6.90 6.85 6.80

7.40
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ppm

1.2
—1.4
—1.6
—1.8
—2.0
2.2
-2.4
- 2.6
-2.8
~3.0
~3.2
~3.4

33 32 31 30 29 28 27 26 25 24 23 22 21 20 19 18 17 16 15 14 13 12 ppm
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4502-HSQC
F

Current D
NAME
EXPNO
PROCNO

F2 - Acqu
Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

NS
FIDRES
DO

D1

D4

D11

====== GRADIENT CHANNEL
1000.00 usec
600.00 usec

F1 - Acqu
TD

SFO1
FIDRES

SW

FnMODE

F2 - Proc

ata Parameters
4502

3

1

isition Parameters
20180124
5 mm CPPBBO BB
hsgcedetgpsisp2.3
CDC13
298.2 K
5411.255 Hz
0.1892352 sec

1
2.642215 Hz
.00000300 sec
.00000000 sec
.00172414 sec
.03000000 sec
.00020000 sec
.00360000 sec
.00089000 sec

OO ONO

CHANNEL f1l ========

500.2021794 MHz
1H

11.30 usec
22.60 usec

0 usec
13.69999981 W

CHANNEL f2 ========

125.7881799 MHz
13C

10.00 usec
500.00 usec
2000.00 usec
1900.00 usec

0w
55.00000000 w
1.30180001 w

isition parameters
128

125.7882 MHz

188.707733 Hz

192.026 ppm

Echo-Antiecho

essing parameters

ac®

140

~ppm

100
~110
-120

- 130

ppm



4502-HSQC

F
—1
B < | 00
—105
—110
1 &= =
—115
—120
— <<= L
—125
—130

‘ ‘ A T T
755 750 745 740 735 730 725 720 715 710 7.05 7.00 695 690 685 680 6.75 670 6.65 660 6.55 ppm



4502-HSQC
F

M ppm

25
-30
;35
40
45
;50
55
60
-85
70
75

80

40 39 3. 3.7 3. 35 34 3. 32 31 30 29 28 2 26 2. 24 23 22 21 20 19 18 17 16 15 14 ppm



(R)-10a

3819-1H

(-)A x HCI1

Current Data Parameters

NAME
EXPNO
PROCNO

3819
1
1

F2 - Acquisition Parameters

Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

2017

0531

5 mm PABBI 1H/

0

2

10000.

3.276

0.15
sec

CHANNEL f1

500.203

zg30
D20
98.1
000
7999
8
2588

0889
1H
8.00

Hz
sec

use

12.69999981 W

F2 - Processing parameters

7.726
7.710
7.710
7.549
7.533
7.531
7.287
7.286

[e))
™
N
[\

7. 238
7.215
7.213
7.199
7.197
4.800
3.614
3.610
3.606
3.589
3.585
3.581
3.509
3.506
3.484

—
[e0)
<f‘
(")

S

o
~
m
(")

~
N
m
(")

3 043
3.029
3.018
2.993
2.183
2.156
2.060
2.054
2.048
1.924
1.807

1.805
1.799
1.798
1.780

1.773

[

ST 65536
LB 0 Hz
| |
|
(|
| I |
] it
T T T TrrTTTTTTTTI Tl TTrTTTTTTTT T T T T T T T T T T T TTpTTTTTTT
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 -3 ppm
O | O 0| O O] AN| | 0| M| | O] ™M)
O O O] O O O] O O O O O] O| O
o e s b Y PN ] Y [



3819-1H

(-)A x HCI1

T€S”
€e€8”
ves”
SES”

8%G-
675"
TGS~

80L"
0TL"
0TL"
CIL®

veL:
9cL”
8CL"

7.52

7.53

7.54

761 760 759 758 757 756 7.55

7.62

766 7.65 7.64 7.63

7.67

774 773 772 771 770 7.69 7.68

7.75

ppm



3819-1H

(-)A x HCI1

€8T"
G8T"

L6T"
66T
T0C”

€1C”
S1C”

8€C”
6€C"

oLz
TLZ®
LT
€Le”

v8c”
S8¢”
98¢"
L8T"
68¢C"°
68¢C"°

ooe-
ToE”
€0¢€”
€0¢€”

L—

[

L—
L

L——"

L—

[

L—_
L——"

716 715 714 713

717

7.19

R

7.24

734 733 732

7.35

7.12 ppm

7.18

722 721 7.20

7.23

730 729 728 727 726 7.25

7.31

00T

T

(@]

S6

00T

]



3819-1H

(-)A x HCI1

€66°
€00°

810"
620"

€v0°
870"
GG0°

vec”
96¢"
[405n
60€"
oTe”
6TE"
Lee:
ree”
€ve”
rre”
TSe”
8g¢”
6G¢€"
oLe-”

oLV "
8LV "
87"
78v -
98% "
687"
49
867"
T0G”
70G”
906"
606"
716"

8LG”
186~
G86°
686"
€09°
909"
019~
719°

€

10"




(-)A x HCI1

3819-1H

8¥L”
SGL”

ELL”
08L”

86L"
66L"
S08"
L08"

€¢8"
0€8”

298"
898"
0L8”"
9L8"
L88"
068"
768"
L68"
668"
[4n
906"
€16°
916"
026"
vZe-
826"
430
440
676"
LS6"

[440h
870"
7S0°
090~
L90~"
0LO~"
LLO"
€80°
680"
960"

9vT”
67T
€GT"
961"
091"
€9T"
991"
691"
CLT”
9LT"
6LT"
€8T"
981"
681"
[43%

T——
T——

2.05 2.00 1.95 1.90 1.85 1.80 1.75 ppm

|

2.20

ﬁ

€0°T

A

|

SO

€0

]

€0°T



- (S)-11a

5¢)

\ L) iﬁhub OHOuvsn <
Cwle + 0.03 6
3704-1H Q
T AKD LAJ\X ///]J (Meom
M~ M~ O CWOWNOOAT M FNAATNANONOLHMOWOWMIPT ONON OO
Current Data Parameters NO S MmO QOO O0O0OOE M ANTOWMES LT WIT T OO0
NAME 3704 ik KRN bR R R e i
: N T\ ="
F2 - Acquisition Parameters
Date_ 20170426
PROBHD 5 mm PABBI 1H/
PULPROG zg30
SOLVENT D20
TE 298.2 K
SWH 10000.000 Hz
AQ 3..2767999 ser:
NS 8
FIDRES 0.152588 Hz
D1 0 sec
======== CHANNEL fl == ==
SFO1 500.2030889 MHz
NUC1 1H
Pl 8.00 use
PLW1 12.69999981 W
F2 - Processing parameters
&1 65536
LB 0 Hz
&
(-
\
H T Iy
AR N DA B I Tty [ T T T T T e T T I [rorrrrrrTpT T
16 15 14 13 12 11 10 ~ 9 8 7 6 5 4 3 2 1 0 -1 2 -3 ppm
O W O | M AN | | N [ | o) O
O O O] OO O] O] Of O O O] O O
A S | o] i [ [ P A



3704-1H

LLg"
eLT”
s8¢’
L8Z"
682"
T0€”
€0g”

e
£LG”
gegs

67G"
TEe”

§0L°
LOL
60L"
TeL”
gaL”
GCL”

L
AN
A=

[

L

£
f ey

L—""

L
L=~

£,

T 7.55

W

7.40 7.35 7.30 7.25 7.20 ppm

7.45

7.50

7.70 7.65 7.60

7.75

ﬁ

€0°T

00°T

T



3704-1H

186°

L66°
S00°
910"
220"
0€0"
170"
870"

88¢"
§6C”
€0¢e”
(AR
61¢e”
g9ge”
gge”
eve”
0se”

6LY"
z80 "

70G-°
LOG"

gLe®
Lig™
186"
86G°
209"
909"

€—__
€—
S

€

(S
=
o —

Eeer

€
g

g€ —

o

g

e

g

ppm

2.95

3.00

ﬁ

07T



3704-1H

SEL "
cvL”

091, *
89L"°

98L"
6L’

T18°
818"

LS8"
698"
L8’
€88°
988"
068"
€68 "
868"
T06"
806"

616"
LT6"

LEG®
Sv6 "
€66 °

6€ET"
ERL"
9vT”
0ST”
€etT”
9QT"
6GT"

PO "
GO *
ELL"
94,L "
6LT"

/ —
T—

T—

i
[ m——

T—
T—

e
z
N

T
—

& —

P
e

I

ppm

——
1.75

K I k ! ! j I i i i i I i
1.90 1.85 1.80

€0°T

—

20

e B
2.15 210

T0°T

-
2.20




3704-13C

i

(o)) OAHNM= MmO
o~ O~ W O N o v D =t
~ oY [~ WO Oy O < WO [E9} =2 oy~ N
. e e e e P 5 == O N (o))
wy e e QO [~ = . > L .

Current Data Parameters ™ NNAN A A A A o ™ o ® —

EXPNO 12

PROCNO 1 .

F2 - Acquisition Parameters

Date_ 20170426 !

PROBHD 5 mm PABBI 1H/

PULPROG zg_pi_CPD

SOLVENT D20

TE 298.2 K

SWH 31249.381 Hz

AQ 1.0485969 sec

NS 280

FIDRES 0.476828 Hz

D1 1.50000000 sec

D11 0.03000000 sec

D14 0.00050000 sec

======== CHANNEL f1l ========

SFO1 125.7904831 MHz

NUC1 13C

P1 15.00 usec

P2 30.00 usec

PLW1 78.52400208 W

======== CHANNEL f2 ========

SFO2 500.2020008 MHz

NUC2 1H

PLW2 12.50000000 W

PLW12 0.12500000 W

F2 - Processing parameters

sI 65536

LB 0.50 Hz &

4 ) e alesi T R TR AL Gl x (RERC R LA S LR R R R R RS R R RE R A AR R IER2R =T R I G (A T e’ el ) i R [ i T T

240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



3704 -1 3€C

1
n [ e\ 1) = 22} o
e S, O <« < e
o [agiNe o [e2} Ll el
< — o~ [co] g < —
N N N — — — —
— il ! v s ™~ —
\/ ‘ ‘ «
¢
S

=

» bt bt

S (ERRERREL RS Bt R R A RS R L R R e R L EE SRR LR L e R R RN K R Ry S R AT R R R R R ' [ T 1 I
129 128 127 126 125 124 123 122 121 120 119 118 117 116 115 114 113 112 111 110 ppm



(R)-10b

4125-1H
CxHC1

Current Data Parameters

NAME 4125
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170926
PROBHD 5 mm CPPBBO BB
PULPROG zg30
SOLVENT D20

TE 298.2 K
SWH 10000.000 Hz
AQ 3.2767999 sec
NS 8
FIDRES 0.152588 Hz
D1 0 sec

======== CHANNEL f1l ========
SFO1 500.2030889 MHz
NUC1 1H

Pl 11.30 usec
PLW1 13.69999981 W

F2 - Processing parameters

3724.24
3720.09
3719.64
3715.74
3715.34
3711.18

3710.73
3678.47

3675.92
3668.32

3665.77

3622.15

3511.60

3511.25

3509.05

2400.91
1784.61
1782.51

1780.61
1772.01

1770.11
1768.21
1749.70
1748.20

1736.99
1735.49

1612.29

1608.64
1596.54
1505.65
1502.20

1489.60
1477.19
1106.74
1057.27

1044.07

1042.32

1030.36
1018.81

1015.76
1012.70
948.43

868.65

865.25

856.09

852.64

=AW =\ —

ST 65536
LB 0 Hz
|
I wo SN
al [

N e e e I
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 1 2 3 ppm

O O] O] O| | — O O M| | O 00| Of | O] | Of | (|

ololol ol o oo olo ool -ao o



4125-1H
CxHC1

ST°229¢€ ——

LL*G99€ —
c€°899¢€ ——

C6°GL9E —
LY 8LI9E ——

ppm

X

88

(@]

=

96°0

R
7.45




4125-1H
CxHC1

4

€9

6L"

s¢C*

Gq-

16"

6LTC ——

S6TC ——

00%C ——

ppm

4.25 4.20

4.30

4.55 4.50 4.45 4.40 4.35
\\‘ C;ﬁ

4.60

4.65

4.70

N

4.75

4.80

5.00 4.95 4.90 4.85

5.05




4125-1H
CxHC1

Z8

6T"

09

0c*
"G0ST —

GTST —
99"

98§

N

LE"

QTP T ——

LLYVT ——

68T ——

Z0ST —

8TST —

"765T
.@mmHHMMu
"009T -
“p09T —
"809T — _
7197 —
“LT9T ——
(0291 —

"veot

"9G9T
"

LS"

8G9T —
899T ——

89T ——

fﬁ

S

o

(=]

o

L8°T

Z6

ve

€6

80T

ﬁ



.
1.25

8"

LS

8L ——

L6L —r

1.35

——
1.30

1.40
N
(=]

i
155 150 1.5

I

O
|
(@]

1.756 170 165 1.60

1.80

1.85

)

—
—
—

205 200 195 1.90

—
[e)]
—

215 210

S

2.20

|

4125-1H
CxHC1

2.25




(S)-11b

4008-1H
A3

Current Data Parameters
NAME 4008

R % S TR s

7.453
7.452
7.443
7.442
7.435
7.434
7.426
7.425
7.360
7.359
7.355
7.354
7.340
7.339
7.335
7.334
7.243
7.027
7.026
7.022
4.800
3.573
3.565
3.548
3.544
3.541
3.479

O [e))
~ ™
<r O
™ ™

3 032
3.013
3.006
2.987
2.981
2.956
2.034
1.901
1.736
1.730
1.711
1.704
1.193

F2 - Acquisition Parameters

Date_ 20170727
PROBHD 5 mm PABBI 1H/
PULPROG zg30
SOLVENT D20

TE 298.2 K
SWH 10000.000 Hz
AQ 3.2767999 sec
NS 8
FIDRES 0.152588 Hz
D1 0 sec

======== CHANNEL fl =======

SFO1 500.2030889 MHz
NUC1 1H
Pl 8.00 use
PLW1 12.69999981 W
F2 - Processing parameters
ST 65536
LB 0 Hz
I
|
1 T
J A |
L L Y R L N
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 -3 ppm
of o | ™) of o~| | 0] < <r| co| 0~
O| O] O| O O O O] O| | | O| O (@]
Y R [ o i N RN e



4008-1H

A3

€00°
700"
800"
600"
T20°
(44N
€20°
920"
Lzo-"
820"
0%0-
Tv0°
Sv0°
970"

€ves

ree”
gee”
6€€”
ove”
rse”
gge”
6G€"
09¢”

Secv”
9¢v”
vev”
SEV”
44
€vy”
[477
€G7°

P——

L

S\

L—

N

ppm

ﬁ

T0°T

o
7.25

ﬁ

€0°T

\
7.35

-

00T

e
7.45




4008-1H

A3

966"

186"
L86"

900"
€10°

[430h
6€0"°

061"
L6T"
voc”
soc*
vice
Tce”
8cc”
Lee”
8€C”
Sve:
[4 7

TLY®
€LY
oLV "
6LV
8% °
78v -
98% "
96% "
867"
T0G”
70G”
LOG”
606"
8€G”
I84°h
jA4°H
8%G-
TGS~
296
G96°
696"
€LS”
9LS"

99
GG9°
699"
789"

™

SN

™M oM

€

ppm

ﬁ

LO°T

]



4008-1H

A3

6L9"
989"

voL-®
TIL®

oeL”
9eL”

vaL”
oL

98"
7s8”
798”
L98"
ZL8”
SL8"
088"
€88°
068"
768"
106"
S06°
606"
616"
926"
L26"
vee”

(44N
820"
veo”
0%0-
LY0"
TS0°
LSO"
€90°
0LO~"
9L0"
6L0"
€80°
980"
060"
€60°
960"
00T”
[4an
901"
60T"
€TT"
911"
A
€CT”
9¢1”
0€T”

T
T

T——
T——

T——
T——

T
T

NN NNNNNNNNNNNN

s\

NANNNNNNN

1.95 1.90 1.85 1.80 1.75 1.70 ppm

2.00

2.05

S

LO"T

80T

v1°¢

I



4008-1H

A3

6LT T —rn

€6T° T ——

LOC T ——

ppm

1.00

1.05

1.30 1.25 1.20
\\‘ gﬁ
o

1.35

1.40



4008-13C

A3

o~ ™M o QO OO~ O0 W WWWao o
N 00 < OLOAT<FFO AT MNM < — [e)) n O ~N
o O N A O MU WO MMO ™~ O < — e < O [ee]
L. DO N O O ©

Current Data Parameters E?y S]) QQQEEQQ%%SS © o o w o

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20170728

PROBHD 5 mm PABBI 1H/

PULPROG zg_pi_CPD

SOLVENT D20

TE 298.2 K

SWH 31249.381 Hz

AQ 1.0485969 sec

NS 1116

FIDRES 0.476828 Hz

D1 1.50000000 sec

D11 0.03000000 sec

D14 0.00050000 sec

======== CHANNEL fl ========

SFO1 125.7904831 MHz

NUC1 13C

P1 15.00 usec

P2 30.00 usec

PLW1 78.52400208 W

======== CHANNEL f2 ========

SFO2 500.2020008 MHz

NUC2 1H

PLW2 12.50000000 w

PLW12 0.12500000 w

F2 - Processing parameters

SI 65536

LB 0.50 Hz

240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



4008-13C

A3

67F"
89"

9€L”
96"

9TE TTT —
S6€°TIT —
TS PTT —
6LS PTT —
LTE €TT ——
680°62T —
89T 62T —
62 ZET ——

0T —
0T —

60T —
60T —

ppm

105

110

115

120

125

130

135



4008-HMBC
A3

Current D
NAME
EXPNO
PROCNO

F2 - Acqu
Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

NS
FIDRES
DO

D1

D2

ata Parameters
4008

4

1

isition Parameters
20170728
5 mm PABBI 1H/
hmbcgplpndgf
D20
297.8 K
4870.130 Hz
0.2102613 sec
4
2.377993 Hz
.00000300 sec
.50000000 sec
.00344828 sec
.05000000 sec
.00020000 sec

[oloNoN N o]

CHANNEL fl ========
500.2022299 MHz
1H
8.00 usec
16.00 usec
12.69999981 W

CHANNEL f2 ========
125.7871163 MHz
13C
15.00 usec
78.52400208 W

====== GRADIENT CHANNEL =====

F1 - Acqu
TD

SFO1
FIDRES

SW

FnMODE

F2 - Proc
SI
LB

Fl - Proc
SI

MC2

SF

WDW

SSB

1000.00 usec

isition parameters
128
125.7871 MHz
165.519073 Hz
168.431 ppm

QF
essing parameters
2048
0 Hz
essing parameters
1024
QF
125.7754528 MHz
SINE

ppm

i

§100
?110
;120
§130
?140
§150
§160

170

ppm



4008-HMBC
A3

ppm

;153.5
;154.0
;154.5
;155.0
;155.5
;156.0
;156.5
;157.0
;157.5
;158.0
;158.5

~159.0

~159.5

L L N B
780 775 770 765 760 755 750 745 740 735 730 725 720 7145 710 7.05 7.00 695 690 6.85

ppm



4008-HMBC
A3

N

~ppm

= @

e

100
}105
}110
}115
}120
}125

—130

—135

———
7.80 7.

75

7.70

——————
7.65 7.60

Tt T T T
755 750 745 7.40 7.35

R
730 725 720 7.

15

7.10

———
7.05

R
7.00 695 690 6.85 6.80

ppm



4008-HMBC

A3

ppm

112

—114

—116

—118

—120

—122

—124

—126

—128

8

ppm

3.3 3.2 3.1 3.0 2.9 2.8 2.7 2.6 2.5 2.4 2.3 2.2 2.1 2.0 1.9 1.8 1.7

3.4

3.5



4008-HMBC
A3

o Mo M L Y| | I

—20

ag 2o
~25

[C2R% [« RS

—30

0 @®§@
—35

—40

— =0 eQs a4, ©o I
—45

- c @8 6. eDe > (= Y5 SL)

—50

38 37 36 35 34 33 32 31 30 29 28 27 26 25 24 23 22 21 20 19 18 17 16 1.5 ppm



4008-HMBC
A3

—
7.55

—
7.50

—
7.45

—
7.40

—
7.35

—
7.30

—
7.25

—
7.20

7.15

7.10

—
7.05

—r—
7.00

ppm



4008-HSQC
A3

Current D
NAME
EXPNO
PROCNO

F2 - Acqu
Date_
PROBHD
PULPROG
SOLVENT
TE

SWH

AQ

NS
FIDRES
DO

D1

D4

D11

ata Parameters
4008

3

1

isition Parameters
20170728
5 mm PABBI 1H/
hsgcedetgpsisp2.3
D20
298.5 K
4870.130 Hz
0.2102613 sec
2
2.377993 Hz
.00000300 sec
.00000000 sec
.00172414 sec
.03000000 sec
.00020000 sec
.00360000 sec
.00089000 sec

OO ONO

CHANNEL fl1 ========
500.2022299 MHz
1H
8.00 usec
16.00 usec
0 usec
12.69999981 W

CHANNEL f2 ========
125.7871163 MHz
13C
15.00 usec
500.00 usec
2000.00 usec
1900.00 usec
0w
78.52400208 W
3.60570002 W

====== GRADIENT CHANNEL =====

F1 - Acqu
TD

SFO1
FIDRES

SW

FnMODE

F2 - Proc

1000.00 usec
600.00 usec

isition parameters
128
125.7871 MHz
165.519073 Hz
168.431 ppm
Echo-Antiecho

essing parameters

A il

ppm

§100
?110
;120
§130
?140
§150
§160

170

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

0.0

ppm



4008-HSQC
A3

—100

—102

—104

—106

—108

—110

112

114

—116

—118

—120

—122

—124

R e e B \\\7126
7.55 7.50 7.45 7.40 7.35 7.30 7.25 7.20 7.15 7.10 7.05 7.00 6.95 ppm



4008-HSQC
A3

L MM i

ppm

o0 000

co

ee

-00

~20

25

—30

—35

—40

—45

~50

37 36 35 34 33 32 31 30

2.5

2.4

2.3

2.2

21

2.0

1.9

1.8

1.7

1.6

1.5

ppm



(R)-10c

4499-1H
ExHC1 0,07

Current Data Parameters

K
Hz
sec

Hz

NAME 4499
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180118
PROBHD 5 mm CPPBBO BB
PULPROG zg30
SOLVENT D20
TE 298.2
SWH 10000.000
AQ 3.2767999
NS 8
FIDRES 0.152588
D1 0 sec

======== CHANNEL f1l ====
SFO1 500.2030889
NUC1 1H
Pl 11.30
PLW1 13.69999981

F2 - Processing parameters

7.442
7.441
7.424
7.423
7.225
7.186
7.181

N

6.946
6.942
6.941

6.929
6.928
4.800
3.884
3.610
3.606
3.589
3.585
3.581
3.483
3.480
3.273
3.054
3.029

n
o
O
(")

PR

2 181
2.177
2.174
2.154
2.151
2.147
2.079

2.056
2.050
2.044
1.918
1.889
1.762
1.755
1.737
1.729

R

ST 65536
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4499-1H
ExHC1 0,07
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(S)-11c

1001-1H
A2

Current Data Parameters

NAME 1001
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150323
PROBHD 5 mm CPPBBO BB
PULPROG zg30
SOLVENT D20

TE 298.1 K
SWH 10000.000 Hz
AQ 3.2767999 sec
NS 8
FIDRES 0.152588 Hz
D1 0 sec

======== CHANNEL fl ========

7.466
7.448

SFO1 500.2030889 MHz
NUC1 1H
Pl 11.30 usec
PLW1 13.69999981 W
F2 - Processing parameters
ST 65536
LB 0 Hz
\
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1001-13C

A2

n [ee] < N N[~ ™M [e)}

O < o) — 00 ™M —~ —~ [ NS n oo L
Current Data Parameters < < =< “ee “ R S S g g g
NAME 1001 S P N S © © N
EXPNO 2 — — — — — o] <+ < [S2aN N
1 LA T
F2 - Acquisition Parameters
Date_ 20150323
PROBHD 5 mm CPPBBO BB
PULPROG zg_pi_CPD
SOLVENT D20
TE 298.1 K
SWH 31249.381 Hz
AQ 1.0485969 sec
NS 196
FIDRES 0.476828 Hz
D1 1.50000000 sec
D11 0.03000000 sec
D14 0.00050000 sec
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C
Pl 10.00 usec
P2 20.00 usec
PLW1 55.00000000 w
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H
PLW2 13.00000000 w
PLW12 0.25937000 W
F2 - Processing parameters
ST 65536
LB 0.50 Hz

\
\ \
\
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1001-COSY

A2

Current Data Parameters

NAME 1001
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150424
PROBHD 5 mm CPPBBO BB
PULPROG cosygpppgf
SOLVENT D20

TE 298.1 K
SWH 4520.796 Hz
AQ 0.2265088 sec
NS 2
FIDRES 2.207420 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec
======== CHANNEL fl ========
SFO1 500.2024010 MHz
NUC1 1H

PO 11.30 usec
Pl 11.30 usec
P17 0 usec

PLW1 13.69999981 W
PLW10 2.58780003 W
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec
F1 - Acquisition parameters
TD 512

SFO1 500.2024 MHz
FIDRES 8.829679 Hz
SwW 9.038 ppm
FnMODE QF

F2 - Processing parameters
ST 2048

LB 0 Hz

Fl - Processing parameters
ST 512

MC2 QF

SF 500.2000000 MHz
WDW QSINE

SSB 0

LB 0 Hz

GB 0

L

ppm
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1001-COSsY
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1001-HSQC
A2

Current Data Parameters

NAME 1001
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150424
PROBHD 5 mm CPPBBO BB

PULPROG hsqgcedetgpsisp2.3 M’M“m‘ ppm
SOLVENT D20 e

TE 298.1 K E
SWH 4485.646 Hz P 10
AQ 0.1799072 sec r

NS 2 £
FIDRES 2.779211 Hz P

DO 0.00000300 sec —§ « 20
D1 2.00000000 sec 1

D4 0.00172414 sec = = E 30
D11 0.03000000 sec

D16 0.00020000 sec 3

D21 0.00360000 sec E 40
D24 0.00089000 sec [ -

======== CHANNEL fl ======== E 50
SFO1 500.2022536 MHz . E
NUC1 1H P

Pl 11.30 usec £ 60
P2 22.60 usec £
P28 0 usec £ 70
PLW1 13.69999981 W E
======== CHANNEL f2 ======== — 80
SFO2 125.7860290 MHz E
NUC2 13C F

P3 10.00 usec = 90
Pl4 500.00 usec £

P24 2000.00 usec E
P31 1900.00 usec SE— - =100
PLWO 0w 3
PLW2 55.00000000 W P
PLW12 1.30180001 W [ - ® E 110
====== GRADIENT CHANNEL ===== 7120
Pl6 1000.00 usec I . E
P19 600.00 usec — £

F1 - Acquisition parameters —% E 130
TD 512 E
SFO1 125.786 MHz 3 140
FIDRES 41.912552 Hz E

SwW 170.601 ppm
FnMODE Echo-Antiecho =150
F2 - Processing parameters E

ST 2048 160
LB 0 Hz E

Fl - Processin arameters JE L U L A N A R D

ST R 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05  ppm
MC2 echo—-antiecho

SF 125.7753924 MHz

WDW QSINE

SSB 2

LB 0 Hz
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(R)-12c

4503-1H
Cyk.E

Current Data Parameters

Hz
sec

NAME 4503
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180122
PROBHD 5 mm CPPBBO BB
PULPROG zg30
SOLVENT MeOD
TE 298.1
SWH 10000.000
AQ 3.2767999
NS 8
FIDRES 0.152588
D1 0 sec

======== CHANNEL f1l ====
SFO1 500.2030889
NUC1 1H
Pl 11.30
PLW1 13.69999981

F2 - Processing parameters

7.274
7.273
7.257
7.256
6.992
6.987

N

v

6.815
6.810
6.798

6.793
4.878
4.861
4.845
4.488
4.455
3.812
3.555
3.552
3.546
3.540

N
™
LO
(")

3 526
3.349
3.316
3.313
3.310
3.306
3.303
1.691
1.682

1.676
1.671

R 2

ST 65536
LB 0 Hz
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4503-13C
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7o) ™M~ 0 MM o o e e e e .. .
Current Data Parameters [Te} M NN — o 00 Mmoo 0 o ~
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180122
PROBHD 5 mm CPPBBO BB
PULPROG zg_pi_CPD
SOLVENT MeOD
TE 298.1 K
SWH 31249.381 Hz
AQ 1.0485969 sec
NS 376
FIDRES 0.476828 Hz
D1 1.50000000 sec
D11 0.03000000 sec
D14 0.00050000 sec
======== CHANNEL fl ========
SFO1 125.7904831 MHz
NUC1 13C
Pl 10.00 usec
P2 20.00 usec
PLW1 55.00000000 w
======== CHANNEL f2 ========
SFO2 500.2020008 MHz
NUC2 1H
PLW2 13.00000000 w
PLW12 0.25937000 W
F2 - Processing parameters
ST 65536
LB 0.50 Hz
\
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4503-COSY
Cyk.E

Current Data Parameters

NAME 4503
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20180122
PROBHD 5 mm CPPBBO BB
PULPROG cosygpppgf
SOLVENT MeOD

TE 298.1 K
SWH 4761.905 Hz
AQ 0.1999200 sec
NS 1
FIDRES 2.501000 Hz

DO 0.00000300 sec
D1 2.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D13 0.00000400 sec
D16 0.00020000 sec
======== CHANNEL fl ========
SFO1 500.2021430 MHz
NUC1 1H

PO 11.30 usec
Pl 11.30 usec
P17 0 usec

PLW1 13.69999981 W
PLW10 2.58780003 W
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec
F1 - Acquisition parameters
TD 128

SFO1 500.2021 MHz
FIDRES 37.202381 Hz
SW 9.520 ppm
FnMODE QF

F2 - Processing parameters
ST 2048

LB 0 Hz

Fl - Processing parameters

ST 1024

MC2 QF

SF 500.2000147 MHz
WDW QSINE

SSB 0

LB 0 Hz

GB 0

Il

ppm
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4503-HSQC
Cyk.E

Current Data Parameters

NAME 4503
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters

Date_ 20180122
PROBHD 5 mm CPPBBO BB
PULPROG hsqgcedetgpsisp2.3
SOLVENT MeOD

TE 298.1 K
SWH 4761.905 Hz
AQ 0.2150400 sec
NS 2
FIDRES 2.325149 Hz
DO 0.00000300 sec
D1 2.00000000 sec
D4 0.00172414 sec
D11 0.03000000 sec
D16 0.00020000 sec
D21 0.00360000 sec
D24 0.00089000 sec
======== CHANNEL fl ========
SFO1 500.2021430 MHz
NUC1 1H

Pl 11.30 usec
P2 22.60 usec
P28 0 usec

PLW1 13.69999981 W
======== CHANNEL f2 ========
SFO2 125.7865857 MHz
NUC2 13C

P3 10.00 usec
Pl4 500.00 usec
P24 2000.00 usec
P31 1900.00 usec
PLWO 0w

PLW2 55.00000000 W
PLW12 1.30180001 w
====== GRADIENT CHANNEL =====
Pl6 1000.00 usec
P19 600.00 usec
F1 - Acquisition parameters
TD 128

SFO1 125.7866 MHz
FIDRES 180.011520 Hz
SW 183.179 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters

ppm

~100
-110

~120

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

ppm



4503-HSQC
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(Sr13c 3

4934-1H

T-F x HC1 CETeILAESRESS6a §8 402538305822
NANNNH A1 OOOCOWOowIr~Ir~ o MMM MOONNNOOG O WA L N
-  bata p . R o N S R V- R R R R s T v P < &
Curren ata Parameters L P L ! J o~
NAME 4934 \\\ ,//// \/ \\& \\ \x\ / %/
EXPNO 1 : g ~
PROCNO 1
F2 - Acquisition Parameters 1 ]
Date 20180529
PROBHD 5 mm CPPBBO BB
PULPROG zg30
SOLVENT MeOD
TE 288.2 K
SWH 10000.000 Hz
AQ 3.2767995 sec
NS 8
FIDRES 0.152588 Hz
D1 0 sec
======== CHANNEL fl ========
SFO1 500.2030889 MHz
NUC1 1H
P1 11.30 usec
PLW1 13.69999981 W
F2 - Processing parameters
BT 65536
LB 0 Hz
|
A/h/
I
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\
. |

w | IR
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T-F x HC1
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T-F x HC1
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PROCNO 1 N \ \

F2 - Acquisition Parameters |

Date_ 20180529

PROBHD 5 mm CPPBBO BB

PULPROG zg_pi_CPD

SOLVENT MeOD

TE 298.2 K

SWH 31249.381 Hz

AQ 1.0485969 sec

NS 376

FIDRES 0.476828 Hz

D1 1.50000000 sec

D11 0.03000000 sec

D14 0.00050000 sec

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

SFO1 125.7904831 MHz :

NUC1 13C

Pl 10.00 usec

P2 20.00 usec

PLW1 55.00000000 W

======== CHANNEL f2 ========

SFO2 500.2020008 MHz

NUC2 1H

PLW2 13.00000000 W

PLW12 0.25937000 W

F2 - Processing parameters

SI 65536

LB 0.50 Hz #
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