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BD-4-170-1H
Sample Name:

Data Collected on:
400mx-vnmrs400
Archive directory:

Sample directory:
FidPFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 8 2019

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 119.1 degrees

Acq. time 1.278 sec

Width €410.3 Hz

12 repetitions

OBSERVE H1, 399.7525233 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec
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BD-4-170-13C

Sample Name: (:[

Data Collected on:
400mxr-vrmrs400
Archive directory:

Sample diraectory:
FidFile: CARBON
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Sep 19 2019

Cl

44.893
44.687
44.481

X

0
=
Temp. 22.0 C / 295.1 K © o
COperator: work ® @ -
o 2 ]
= . -
Relax. delay 1.000 sec i 3 I6hz
- =
Pulse 87.1 degrees L | - @
Acg. time 0.813 sec j‘ @
Width 2118€.4 Hz )
132 repetitions /
OBSERVE C13, 100.5173790 MHz "
DECOUPLE H1, 399.7526411 MHz . - 2 :
Power 42 dB 5322” 2 e a :
continuously on i : 3 S 2 el L
WALTZ-16 modulated % N8 ‘?‘ bl 3 o
DATA PROCESSING |\K’L | = k -
Line broadening 2.0 Hz " -
FT size 32768 - = L]
Total time 30 min N ~ -
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BD-4-184-1H
Sample Nama:
Data Collected on:
400mr-vnmrs400
Archive directory:
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON
Solvent: dmso

Cl [e)

WOH

N\

N/N\l\j
3

o}

(s2pul)

Data collected on: Feb 24 2022

Temp. 25.0 ¢ / 298.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 92.6 degrees
Acq. time 1.278 sec
Width 6410.3 Hz

16 repetitions

OBSERVE H1, 399.7525412 MHz

DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 3 min 21 sec
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BD-4-184~C13

W o
Sample Name: \N,N

Data Collected on:
400mr-vnmrs400 o
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: DMSO
Data collected on: Feb 24 2022

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 67.7 degrees
Acq. time 0.813 sec
Width 21186.4 Hz

296 repetitions
OBSERVE (€13, 100.5179032 MHZ
DECOUPLE HL, 399.7545399 MHz
Power 39 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

163.013

156.194
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B8D-4-059-18
Sample Name:
Data Collected on:

400mr-vomr=400
Archive directory:

O,
OH
Cl
_
\(;&x
N (]

4
Sample directory: cl

FidFile: PROTON

Pulse Sequence: PROTON (s=2pul)
Sclvent: dmso
Data collected on: Feb 12 2019

Temp. 25.0 ¢ / 298.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 dagraes

Acg. time 1.278 sec

Width 6410.3 Hz

12 repetitions

OBSERVE Hl, 399.7531748 Mz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec
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BD-4-059-13C

Sample Nama: 0 OH

Cl
Data Collected on: =

N
400mr-vnmrs400 SN xo
Archive directory:

Sample directory: ol

Fid¥File: CARBON

—44.902
44.486

N

44.27M

130.537
128.632
—125.268

\—119.866

Pulse Sequence: CARBON (=2pul)
Solvent: cdcl3
Data collected on: Oct 6 2019

\
25.525

%

Temp. 22.0 C / 295.1 K
Operator: work

45.111
[

48.489
6.272

4

//

Relax. delay 1.000 sec
Pulse 87.1 degrees

Acg. time 0.813 szec

Width 24509.8 Hz

236 repetitions

OBSERVE C13, 100.5173790 MHz
DECOUPLE H1l, 399.7526411 Mz
Power 42 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz

¥T zize 32768

Total time 30 min

~—57.076

132.412

141.714

165.749
161.076
150,301
134.436
=

194.815
13.366
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NB-1-070-1H O\_oH

Cl
Sample Name: N

Data Collected on:
400mr-vnmrs400 5
Archive directory: O Cl

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Selvent: dmso
Data collected on: May 3 2018

Operator: work

Relex. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

32 rxepetitions

OBSERVE  H1, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 2 min 17 sec

0.99 2.081.87




NB-1-070-13C o

Sample Name: cl _—

Data Collected on:
400mr-vomrs400
Archive directory: o cl

o

Sample directory:

FidFile: CARBON

--134.793
133.469
132.531
128,736
125.358
124.212
123.527

—134.659

/

Pulse Sequence: CARBON (s2pul)
Solvent: cdecl3
Data collected on: Oct 6 20192

—129.495
N\
\\
44.692

S

44.902
\—44.486

e

.481

Temp. 22.0 C / 295.1 K
Operator: work

25

Relax. delay 1.000 sec
Pulse 87.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

76 repetitions

OBSERVE (€13, 100.5173790 MHZ
DECOUPLE H1, 399.7526411 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Lina broadening 3.0 Hz

FT size 32768 4
Total time 30 min -

136.743

—142.607

150.450
\-—44 277

/
——60.306
. /—45 .111

;;;—159.379
//—— ;
\—424.069

165.675
161.582
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BD-4-176-1H

Sample Name:
Cl
Data Collected on:
400mx~vnmrs400
Axchive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Sclvent: dmso
Data collected on: Sep 20 2019

Temp. 22.0 C / 295.1 K
Operator: work

Relax, delay 5.000 sec
Pulse 119.1 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7525233 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec
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O,
OH

Cl

BD-4-176-13C N c
N
Sample Name: . \\©\o
Data Collected on:
A400mr~vnmrs400
Archive directory:
Sample directory:

FidPile: CARBON

133.015
132.436
129-220
125,605
124.216
123.650
44.905
44.687

N 44.481

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collacted on: Sep 20 2019

~—134.700

¢
W

——25.493

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse B87.1 degrees=

Req. time 0.813 sec

Width 21186.4 Hz

108 repatitions

OBSERVE C13, 100.5173790 Miz

57.345
—45.111
/ ./
\—44 275

142.612
140.014
136.514

i~
[_

™

b
DECOUPLE H1, 399.7526411 Miz, 2
Power 42 dB &S gé& 3 o
continuously on é o a \ b4
WALTZ-16 modulated o /|
DATA PROCESSING l =
Line broadening 3.0 H

FT size 32768
Total time 30 min

9.875
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BD-4-104T-1H
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:
Sample diractory:

FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: dmso
Data collected on: May 14 2019

Tenmp. 22.0 C / 295.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degrees
Acg. time 1.278 sec

O,

OH

=
=~ :N
7 o{%m

0y
Width 6410.3 Hz &
16 repetitions -
OBSERVE H1, 399.7525233 MHz o © }
DATA PROCESSING a2
Line bzroadening 0.5 Hz ('T, e ©
FT size 16384 ‘: L k
Total time 3 min 21 sec < | %
L w g [y
S8 ™
0 o
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g o
1.00 2.902.07
0.92 2.48

\—6.880

\—6.861

6.088

4.496

2.527
2.316

~

o
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BD-4-104T-13C

Sample Name: c

Data Collected on: 7 o)
400mr—vnmrs400

Archive directory:

Sample directory:

FidFile: BD-4-104T-13C

121.939
39.760

—128.680
-126,235
125.708
124.100

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Mar 3 2022

—119.417
\—118.787
20.733

—

22.663

///C
\ I
\-

Temp. 25.0 C / 298.1 K {
Operator: work ‘

Relax. delay 1.000 sec !
Pulse 67.7 degrees | |
Acqg. time 0.813 sec

Width 21186.4 Hz

196 repetitions

OBSERVE C13, 100.5178564 MHz
DECOUPLE H1, 399.7545399 MHz
Power 39 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 3.0 Hz
FT size 32768
Total time 391 min

132,205

137.852
131.548

\—117 179

156.763

/s,
/: 1:17 410
/—- 5

161.111
154.692

/
/ /
AY
55.365

/—40.596

181.06
-166.59
41.111
—12.011
8.975

195.575
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BD-3-164-1H

O,
Sample Name: Cl
N
N
o N
Data Collected on: 10 I

400mr-vnmrs400
Azchive directory:

Sample directory:
FidrFile: PROTON

Pulsa Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Feb 24 2022

Temp. 25.0 € / 298.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 92.6 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

16 repetitions

OBSERVE  H1, 399.7525412 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

7.703

/—8.024

/

/r
/—7.464

7.682

—T7.460

7.441

3.312
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BD-3-164-13C

o, !/
o}
Sample Name:
Cl
\N
Data Collected on: N
400mr-vnmrs400 10

Archive directory:

Sample directory:

FidFile: CARBON

40.184
39.978

32,260

40.390

/7

123.392
\—120.343

Pulse Sequence: CARBON (s2pul)
Solvent: DMSO
Data collected on: Feb 24 2022

113.512
Mg 39.554

© \—127.599

52.225

2

/

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 67.7 degrees
Acqg. time 0.813 sec
Width 21186.4 Hz

248 repetitions
OBSERVE C13, 100.5178564 MHz
DECOUPLE H1, 399.7545399%9 MHz
Power 39 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

“—39.348

-~162.758
139.910
135.125
—128.023
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NB-1-069-1H

Sample Name:
Cl
Data Collected on:
400mr—vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: May 1 2018

Taemp. 22.0 C / 295.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width €6410.3 Hz

32 repetitions

OBSERVE H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

Cl

276
7.270

\Y\; 2.94
A\
% Nz
\\\_

M—7.262

~7.368
7.346
.297

//’__7

£

.910
6.888
6.702
6.051

4.132

4.115

\—4.025

A

2.046
1.278
1.261
1.243

/—2. 306
;c,
7

/—0.885

—0.867
0.857
\—o0.836

!
A

0.
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A B
94 2.282.21
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Cl
NB-1-069-13C N

Sample Name:

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:

FidFile: CARBON

127.921

/121
7 124,023
&

118.530

129.696
119006

Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Dec 15 2019

/—120.434

//—119.868

56 . 059

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 87.1 degrees
Acqg. time 0.813 sec
Width 21186.4 Hz

136 repetitions
OBSERVE C13, 100.5173790 MHz
DECOUPLE H1, 399.7526411 MHz
Powexr 42 4B
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

—20.836

137.698
131.214
130.725
—77.376
76.732
52.187

.\0_5

160.262
~--—157.265
T TTT—154.383
145.931
/.
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_—21.723

bbb

[rrrrrrrorg Ili!IIIVIIIII]7III||III|IIII|II|l|l|ll||l|l|f“Tl||Illl}l-IIIIIIIIIIT‘!llwl]lllllllll|l|l(|ll|l|

180 160 140 120 100 80 60 40 20 ppm




BD-4-175-1H

Sample Name: ¢

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdel3
Data collected on: Sep 19 20192

Temp. 22.0 C / 295.1 K
Opaerator: work

Relax. delay 5.000 sec
Pulse 119.1 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7506339 MHz
DATA PROCESSING

Line breoadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

Cl

8.235

o+
o
Ll
di
o
~
(=%
<
N ©
§33F
el k- -
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|,l)/ 8
- n
S o
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2.312.18 3.47
1.902.32 2.27 6.35
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BD-4-175-13C cl
cl

Sample Name: N

Data Collected on: 12\\©\O

400mr-vnmrs400
Arxrchive directory:

Sample directory:

FidFile: CARBON

128.860
127.947
124.885
119.096
118.710
pES 111.171
~—53,795

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Sep 19 2019

\—121.591

-
&

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec

Pulse 87.1 degrees

Acq. time 0.813 sec S

Width 21186.4 Hz :

132 repetitions

OBSERVE €13, 100.5173790 MHz

DECOUPLE H1, 399.7526411 MHZ g

Power 42 dB ~

continuously on =
-
L

—77.363
13041
\—76.732
20.849

52.264

\

WALTZ~-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

—157.471
_——154.177
138.920
74
—/ 129.773
/_ .
_#—129.387

/)

162.604
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Cl

NB-1-084-1H O

Sample Name: cl

N
Data Collected on: =N
400mr~vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul}
Seolvent: dmso
Data collected on: May 23 2018

Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width €410.3 Rz

32 repetitions

OBSERVE H1, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 2 min 17 sec

8.212

7.900

7.879

\—7.258

I
w
N
&
L

503
7.286

i ——— |

.198

7.176
—6.861

3.431

2.511

27292

Yoy oy
0.78 1.140.993.87
1.942.0£.02
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NE-1-084-13C

Sample Name: c

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: DMSO
Data collected on: Feb 24 2022

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 67.7 degrees

Acq. time 0.813 sec

Width 21186.4 Hz

408 repetitions

OBSERVE C13, 100.5178564 MHz
DECOUPLE R1, 399.7545399 MHz
Power 39 dB
continucusly on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

—156.711
/—154.653

/_

Ox
S0
NH
=
\:N
N
14a 0] Cl
~
&Y o
-
o @ 0 -
o .2 A4 - T n ©
Mmoo - sw gy
Ha® -0 ®o § o=
| w8~ . - o .
Ao~y % 9
o o N A g —
< ada —
QY =
=N
|
@ =4 i |
@ © i
g |
o A i

145.480

il WWMWWWWMWM

i

40.351
40.146
392,940
39.734
39.515

54.708

\
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N
NB-1-086—1H o
N*
Sample Name: o
O=g.
=0
Data Collected on: N/H
400mr-vnmrs400 cl
Archive directory: =

N
N
Sample directory:
14b
FidFile: PROTON 0 cl
Pulse Sequence: PROTON (s2pul}

Solvent: dmso
Data collected on: May 30 2018

Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

32 zepetitions

OBSERVE H1l, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 2 min 17 sec

7.677
7.654

\—7.990
i,

6.849

3+381

27286

2.511

33
P - « @
o
S P
] ® G
T $8a9
N N -
- .—iJ b
~ | /
S g
: |
|
| |
i
1
“ ||\ ;
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8 6 4 2 0 Ppm
L . Y L r hl krg
1.55 0.973.07 2.07 4.2 6.57 0.68
0.99 1.16 3.99 0.60 4.23 0.92 1.27




NB-1-086-13C

Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Cl

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso

Data collected on: Jun 29 2018

Temp. 22.0 € / 295.1 K
Cperatox: work

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acqg. time 1.285 sec
Width 25510.2 Hz

—40.543

40.125
39.916

/.
=
35407

39.707

—40.334

\—39.288

356 repetitions i % \ b
OBSERVE C13, 100.5180202 MHz oo o ~_F ®
DECOUPLE H1, 399.7551914 MHz a @ 29 Yoo g
om0 BOA o o - d o
Power 39 dB S0 Ve 8 a G S a-x 0 <« &
continuously on 2 ey SR ] g R T
WALTZ-16 modulated aalTs S e J a o : %m G
DATA PROCESSING ©® ol B Kl g /J R a0
s 2 Es S L \L\ B [ w
Line broadening 0.5 Hz ips oh Woh b \h o ~a
i © o v 0 2 3
FT size 65536 E = s q \\ 5 2 \‘\ \
Total time 38 min o Q i &
i 8
™ 3 \ o S
bt O '\\ o 8 P
n . @
\\ .y 3 a
\ g &k
; - K\
[ \\ ~ \
' | 9 | i b " I
dudLULRL Wbl AUk AUkl PPN T | ' i b el b it b AVVTREn N L
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NB-1-088-1H
Sample Name:
Data Collected on:

400nr-vnmrs400
Archive directory:

Cl
Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso

Data collected on: Jun 6 2018

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 EHz

32 repetitions
OBSERVE  H1, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 2 min 17 sec

IN\J
HN
o
N
o
“Sso
NH

£.583
—— 8286

7.658
-7.634
—1.272

250
.227
7.223

.853
6.835

\—6.105

\
5.769

3,349

~—3.420

/—3. 584

2.423
2.282

__r—-2.511

,—2.600

Wy

Yoy

0.90.071.01 3.234.19

0.8p.82

1.05 1.04

vy
2.03

3.96

Yy
3.31
1.6%.84




///N\J

HN
o)
b
N

o
O=.
o) S0
NB-1-088-13C NH

Cl
Sample Name: \N'N
Data Collected on:
400mr-vnmrs400 14c o c
Archive directory:

Sample diractory:

FidFile: NB-1-088-13C

130.391
—128.551
/// 127.290
7
123.006
N2 608
\\—119.636
\__119,193
118.594
40.133
39.914
//i:39.7os
20.746

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Sep 27 2019

'/—125. 145

Temp. 22.0 C / 295.1 K
Operator: work

137.826
135.343
33.131

1
131.960

Relax. delay 1.000 sec
Pulse 87.1 degrees
Acq. time 0.813 sec
Width 21186.4 Bz 2
120 repetitions ~ 2 & 7
OBSERVE C13, 100.5d7856% 1=
DECOUPLE H1, 399.'@4&9‘5 MH
-
L

¥,

/ .
A///
7
114.593
54.541
—52.972
—40.545
40.339
39.503

Power 42 dB
continuocusly on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 3.0 Hz
FT size 32768

Total time 30 min

73
v

/_

i

180 160 140 120 100 80




\ 0
HN
o]
1,
NG
NB-1-089-1H o
Sam) 2 Os,
ple Name: o S<o
NH

Data Collected on: Cl
400mz-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jun 13 2018

Temp. 22.0 C / 295.1 X
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hez

32 repetitions

OBSERVE  H1, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 2 min 17 sec

8.580

~7.256

7.936

/_

8.247

7.669
648
—7.577

L

6.843

6.377
-6.078

—4.657
4.641

3.365

2.511
2.280

I
0.98 0.75 0.952.963.84
0.73 1.000.741.10

vy
2.02
1.76




O,
NB-1-089-13C N/H

cl
Sample Name:

Archive directory:

Sample directory:

FidFile: NB-1-089-13C

Pulse Sequence: CARBON (s2pul)

Solvent: dmso
Data collected on: Sep 27 2019

143.062
,—137.839

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sac
Pulse 87.1 degrees

Acg. time 0.813 sec
Width 21186.4 Hz

192 repetitions a 2555

o

N

o

< S

OBSERVE C13, 100.5178564 iz

=
=~ :N
N
Data Collacted on:
400 nmrs400
nr-vomrs 14d OQC

135.048
132.964

132.526
b

DECOUPLE H1, 399.75453%% 1%:
) - o~
Power 42 dB !
continuously orr} ‘\‘\\\
N

WALTZ~16 moduldfed i

DATA PROCESSING { \\\
Line broad.ening'_‘lo Hz
FT size 32768

Total time 30 min

I i

==

W O W o N oo WYY T [ | ©
N OO VW N Yo N0 M N N -
M v g 00N GmMm S NN - G~ (o]
O @ VW W NN O @ =2 I o
M N N N N N oo T MM~ ~
L I B B B 1 B S S e |

/
L [
N
.

“—110.939
\—108.225

\—39.503

54.631

40.557
/ —40.339
- /
X

\—-39.297

i

180 160

'1‘1'7;1r1|[1l(l]|:.l||||||||l|-

140 120 100 80 60 40 20 ppm




BD-4-117-1H
Sample Name:
Data Collected on:
400mr—-vnmrs400
Archive directoxy:

Sample directory:

FidFile: PROTON

HN

Cl

Pulse Sequence: PROTON (sZpul)

Solvent: dmso

Data collected on: May 15 2019

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degrees
Acg. time 1.278 sec
Width 6410.3 Hz

24 repetitions
OBSERVE
DATA PROCESSING

H1, 399.7525233 MHz

217
7.194

7
Tt
X

by

"

7.162
~7.141

- 6.818

AN

N

S .48
Line broadening 0.5 Hz 3 4o o
3 A i a o
FT size 16384 m_w-a\gﬂwb
: > ® ~ A - T 4
Total time 3 min 21 sec l\\JL "r'\..;.;m
.
. i ~
~ \
|,
|
|
{ [
P /
i | TP ) 9 T
g Iy ) T (s | = L L AL il g e
I !
12 10 8

i WO

1.25 1.00211.2838
1.191.141.144.88 1.14

1.01

N

ty
1.112.15

!

\—3.672

—3.688

3,704

/

3.011
\—2.993
27975
2.527
2.290

Xy 3.657
X
\\ =

1.255




BD-4-117~13C 7\

O
Sample Name: HN
N*
Data Collected on: o
400mr-vnmrs400 Osd
Archive directory: o) N/H:O
Sample directory: ¢ =

FidFile: CARBON

N
N
14e
Pulse Sequence: CARBON (s2pul) o] Cl

Solvent: dmso
Data collected on: Sep 28 2019

Temp. 22.0 C / 295.1 K
Operator: work

0
-
Relax. delay 1.000 sec R o
© - N © o
Pulse 87.1 degrees oo o Hoo o5 2
Acq. time 0.813 sec g 22 & § e o )
Width 21186.4 Hz o .G |
z L A J > a o ~ @ ©
. w59 %
580 xepetitions = 84 P @ cageRy
OBSERVE C13, 100.5178564 MHz |\\ . G S e I S
DECOUPLE H1, 399.7545399 MHz o o o A0 %e T DI S SRS
o~ > © . 1
Power 42 dB R e e Qo ,J))JJ
continuously on O S =nA5 b e / /
~ ~ ™ o« b B R =1 [T e
WALTZ~-16 modulated 0 U e P R M @« o J . n o Biag TP -~
DATA PROCESSING S\a'fgz’fLLl'[” //)/- J gg’!j"g r
Line broadening 3% Rz i 9= ° \\Q\\\ P // o g‘; g [ |
FT size 32768 SIT7TF ~ a T = Lo
Total time 30 min 7' [\\ a5 - K\\ . o g
|\ N < N { L} g
o o - Q | ®
- | @ s 5 d
s " : e i l
i |
| | | |
| { {
|
! |
| i |
Pt 'MW'M%W A bt #Lw ; ' -
R - L) L e

!rv|||ll|[Illl]lal||r1|||||'l"|’||||||l||||||x||l||l|l| 1;l1|l|ll1||||||]llll;ll.AllTl:{||'t|
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HN
BD-4-123-1H
Sanmple Name: O:/S:O
NH
Data Collected on: cl =
400mr—vnmrs400 S

Archive directory:
Sample directory: 14f
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: May 23 2019

Temp. 22.0 € / 295.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degraeaes

Acqg. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1l, 399.7525233 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

—8.693

8.611

7.975
as5s

693
7.454
7.305

~-4,469

—3.778

2294

-—2,527

LA U
T 7 r I | | R | T l -
8
i I

1.00 0.89 2.1912782.50

0.91

1.11 1.@62123

L.

93

e

1

rpm




BD-4-128313C

Sample Name: NH

Cl
Data Collected on: N
400mr-vnmrs400 N
Archive directory:

Sample directory:

FidFile: CARBON

127.084

126,518

\\—122.857
119.821

119.300
118.601
—39.738

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: May 23 2019

—130.284
—130.016
—128.602
—127.724
40.155
/ —39.947
35.214
30.422

' 122.098
&
*—20.748

38.905

\\§\\—
he

~-37.446

A\

//

\

W\

"\ \ N\

o

40.363
/

\—39.307

/

\

-
/
A
N\

3 W 39.530

Temp. 22.0 € / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 87.1 degrees

Acg. time 0.813 sec

Width 24509.8 Hz

332 repetitions

OBSERVE C13, 100.5178564 MHz
DECOUPLE H1l, 399.7545399 MHz
Power 42 dB

continuocusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz 1 555
FT size 32768 =5 I e TN i
Total time 30 min

—138.380
137.844
135.061

/
/

//__
/
/
yi4
/
74
—s

~——132.799

—-114.806

\\—117.827
N

/ ~146.238
\
\
A\
//—46 197

—156.522
\

/—154.780
{—145.494

54.725

/

L s

‘l|||l||||||llli|']'|

220 200 180 160 140




NB-1-087-1H

Sample Name:

Data Collected on:
400mr-vnmxs400

Azxchive diractory:

Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)

Solvent: dmso

Data collected on: Jun 13 2018

Temp. 22.0 € / 295.1 K
Operator: work

Relax. delay 3,000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width €410.3 Hz

32 repetitions

OBSERVE H1, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 2 min 17 sec

N
N/
HN
N
-
O=.
o S0
NH
_N
N
149 o} cl
| A J i
QLJ‘LL.LMJ_JL l I PRI S
1 T | i ] VL e ] G ] | T ) -0 ‘ =% & & I | G | ] | R T P | o | | S T P
10 8 6 4 2
YoMY YWY ey Yoy P g
1.00.82.77 1.010.98.21 2.05 2.10

0.8690 1.M0983.013.74 0.44 5.99




HN

NB-1-087-13C o

Sample Name: NH

C
Data Collected on:
400mr-vnmrs400 N

Archive directory:

14g

O

Sample diraectory: Cl

FidFile: NB-1-087-13C

39.914
39.695

s
20.746

127.329

126.891
119.636

119.263

123.006
122.582

\—19R 132
e
e

Y
\

\--118.594
—40.120

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Sep 27 2019

130.352
—1268-564

R

Temp. 22.0 C / 295.1 K
Operator: work

135.138
133.092
132.964
-114.554

Relax. delay 1.000 sec
Pulse 87.1 degrees
Acq. time 0.813 sec
Width 21186.4 Hz
144 repetitionsQ
OBSERVE c13, S10g.
DECOUPLE H1, 5§
Power 42 dB
continuocusly |on R
WALTZ-16 mo ed \
DATA PROCESSING ™~

Line broadening 3.0‘;;\\\
FT size 32768

Total time 30 min

137.839
135.549

43.812
40.326
—39.490

145,494

F
=
239,284

o
/

~
o«
©
-

/i

\

g e,

T T L JLIL LY L L L O L LI L T rw‘rW—rw LI L LI G L L L I 4 O L L LB L i {195 Bt 0 i B B | BB |]I LB B R T
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\
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Ppm

5.83

2.26

2.30

¥
93

1.

BD-4-127-1H

Sample Name:

Cl

Data Collacted on:

400mr-vrmrs400

Archive directory:

Sample directory:

FidFile: PROTON

-~ o

- ™

&

N

n o

= i X 1

E F . 8

M =, 0 o
- o o

= o ~ o

. o ~ 0

“O.ﬁ C.m =l

588 o% i

B33 5. 3

i LIS B

Mva Wm -

dey 8 32

@ v a %.

Pulse 79.4 degrees
Acg. time 1.278 sec
Width 6410.3 Hz

8 repetitions

399.7525233

H1,
DATA PROCESSING

OBSERVE

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

10

12

Worpnr %

Huy ¢

0176€D. 911.051. Z7BALR. 93

0.8%001.21.0120442.11



BD-4-127-13C

368 repetitions

NG
Sample Name: ‘o
O=g_
Data Collected on: o. S0
400mz-vnmrs400 NH
Archive directory: cl =
N
. =N
Sample directory:
S 5 o
FidFile: CARBON 14h 0 Cl HE
: S 3
Pulse Sequence: CARBON (s2pul) A4 i
Solvent: edcl3 //,/ &
Data collected on: May 30 2019 2
«
|
Temp. 22.0 C / 295.1 K //
Operator: work O D ® -
e 9 Dan -
= g a 6 Y o5 . =
Relax. delay 1.000 sac © o n 9 I S ] -
Pulse 87.1 degrees §$‘_;(°“\"&§”JT 2 %mggo
Acq. time 0.813 sec “;GﬂTdJ/;// L e8oms
Width 24509.8 Hz a o ~. SEm®mgu
Tz ST

—135.106
' <.§§\_
\
.\L_
%
N
\

OBSERVE C13, 100.5173790 MHz . "
DECOUPLE H1, 399.7526411 MHz , & . i o //’/&,,,«//
Power 42 dB 2 o S o e ) 88 « o © n g
3 o B Ao NN g H D 2 £ 32 o
continuously on S M agwa N Qe ws D b} % m O o 3
Orowvwdemo IJI o e ! S o
WALTZ-16 modulated L 9 .1 - = e o= i | S 2@ n
wﬂﬂxLLﬁﬂQﬂﬂg"g i e .mo;"L“Lg
DATA PROCESSING e L~ | i a
o ) ' =L T 9 s : B LT Ll
Line broadening 3.0 Hz L\k e e \%l gl i b SRR
FT 32768 T, s ' o 8 lrw,
s;ze_ ) ~- 5" e 0.«\\\\ | - a S
Total time 30 min 5 e R "\ . a
R 3 R
~ ) s
; i -

e ——"—

I;||||||l ||lk|1]llll|||l

220 200 180 160 140 120 ~ 100 80 60 40 20 0 ppm

n
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T BD-4-098-1H

Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:

FidFile: PROTON ¢

Pulse Sequence: PROTON (s2pul)
Solvent: dmsec
Data collected on: Apr 21 2019

Temp. 22.0 C / 295.1 K
Operator: work

Raelax. delay 5.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

32 repetitions

OBSERVE  H1, 399.7525233 MHz
DATA PROCESSING

Line breadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

HN

~—9.055

8.650
—B8.223
S —'7.900

7.877

/
/
—

/——-8 .695

/
L

.744
7.687

7
RS
\\—7.665

\—7.274
\'\—7.252

—6.867
A\

—6.859

\—6.080

| LR ] S R LI
8 6
U T B ) G ¥
1.00 0.90 2.07 3.23 2.08
2.79 1.0808 5.37

2.892
\—4.880

a
«
<
©

N\

-2.527
27298

1254,

M, |
\\_-uJ wal Moz s dhacion




[0}
BD-4-098-13C
Cl
=
Sample Name: -
N
Data Collected on:
400mr-vnmrs400 14i
Archive directory:
Sample directory:
o o
T @
FidFile: CAREON o
T o~
30
Pulse Sequence: CAREBON (s2pu? L
Solvent: dmso \\\\

Data collected on: Sep 28 2019

Temp. 22.0 ¢ / 295.1 K
Operator: work

Relax. delay 1.000 squ
Pulse 87.1 dagraees e
Acq. time 0.813 sec o
Width 21186.4 8z |
136 zapetitiong $
OBSERVE C13 10015178564
DECOUPLE H1{ 3gsq75§5399 MHZ

Power 42 ng' L
continuously! on \\\\\\\\
=
\

145.506

782

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0\ﬂg\
FT size 32768 G 8

Total time 30 min

/Z

\

(o]
1
\Q\ I
z
S
oo

e
NH
N
o Cl
bohe &S
Ao 3d aae
e o e
n NN Q@
M Mmoo .M
A H 4 Mo Ao
Ltta L
N N

/)
)

e
i
.

s

127.624
127.020
126.531

=\
\\

124.331

!

122.221

119.777

119.288
118.606

\—114.593

5

X

\

\
%

i

71.535

45.562
,—40.351

/——54.670

40.146
39.940

Ve

140

l[\-l;»lllll|l

120

! L i
TTTTT e om kol ¥

100

"
illllllllfl

80

III

60

= ou |

/

/r—39.734

— LS

-39.515

39.309

20.759




N
N\
BD-4-110-1H
HN
2
Sample Name: N
o
Data Collected on: O§S
400mr~vnmrs400 0. N/H\o

Archive directory: cl

Pulse Sequence: PROTON ({s2pul)
Solvent: dmso
Data collected on: May 8 2019

=
N
Sample diractory: =N
o
FidFile: PROTON N
cl N

Temp. 22.0 € / 295.1 K
Operator: work

7.119
—7.098
7.051
6.851
6,841

\—7.233
7
\
\
\

.178

Relax. delay 5.000 sec :‘é
Pulse 79.4 degreas -
Acqg. time 1.278 sec /!/
Width 6410.3 Hz

32 repetitions

OBSERVE  H1, 399.7525233 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

\L—G.832
—6.105
-2.527

~7.305
—7.272
3
Ay

—8.666

pows WYY Y Y b !
1.861.00 2.070EBA1 2.09 2.33
1.D1062.0831304.25 2.35 5.96




HN o
BD-4-110-13C l\/l/*

Sample Name:
DL7122C
Data Collected on:
400mr-vomrs400 c =

Archive directory: \N'N
Sample directory:
4< E%CI

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdecl3
Data collected on: May 8 2019

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 87.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

368 repetitions
OBSERVE C13, 100.5173790 MH
DECOUPLE H1, 399.7526411
Power 42 dB
continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

/—134 .912
/—132.218
131.802
\\7—131‘712
ﬁx\:

~149.720
142.591
—137.740
136.817
136.490

#—149.110

fl
/

/

—161.210% ©
#—160.436

/

168.547
.“/_—.
-~159.498
—157.295
/ , 150.271
I
/
/ &
Y,
y,

/

/
4
f
f/
7
/

/
J
/4

/

g A

131.310
127.798

124.078
123.289

A\

—118.526

59.368

—47.656
{r—45.319

&
/

R T TV TR o

45,111

o

..

I

Y --44,902
44.694
“-—44.486

A
\
\

s

\
Ay

Y

\

i

\—44.277

44.069
39.024

25.495
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WO
CG-1-016~1H ™o
NS
Sample Name:
O:S\
[¢] r=0
Data Collected on: NH
400mr—vnmrs400 Cl >

Archive directory:
Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 19 2018

Temp. 20.0 € / 293.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degrees
Acg. time 1.278 sec
Width 6410.3 Hz

581
7.558
~7.237

ﬁ.

7.260

.654

6.879
6.851

\—6.094

P

—2 511

2,282

28 repetitions 4
OBSERVE M1, 399.7531748 Mz g :
DATA PROCESSING P -
Line broadening 0.5 Hz g;::h
FT =izre 16384 N PR S -
Total time 3 min 21 sec L rL,_
\ | 0
i ©
' -
o
~
-
~
( -
“[—I—?_V"lrllll‘lll||11![1||l|\|||]1ﬁ!|l|||]r| T lrl]lrrr’!‘l’_ll|| L
12 10 8 6 2 ppm
yoymwy ¥ v ¥ ¥ Y ¥
0.93 0.9509 3.72 3.84 88
0.85033.16 2.00 3.9




CG~-1-016~13C e}

NH
Cl
Sample Namea: = N
=N
Data Collacted on:
400mr~vnmrs400
4< E%C

Archive directory: 14k (o]
Sample directory:

FidFile: CG-1-016-13C

130.301
128.667
126.956
126.248
125.939
123.032
132530
51.801
40.570
40.146 -
39.940

120.704
119.700
119.417
118.517

//Z
e
/-
'
VE

127.457

—40.352

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Sep 28 2019

T

\—39.515

Temp. 22.0 € / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse B7.1 degrees
Acqg. time 0.813 sec
Width 21186.4 Hz 4
136 repetitions | .
OBSERVE C13, 10035%y8Bs

DECOUPLE H1, 39&.‘75:;15 99
Power 42 dB g a
continuously & | k

WALTZ-16 modufated~. ™

137.852
~-132.976

ﬁsajzs
f
/

131.638

é .
/—143.680

/—54 .631
—39.310

DATA PROCESSIN:

Line broademing.3.0 Hz
FT size 32768

Total time 39 min

3

/
/

89.018
83.962

Al |
Lid 4

m bt AR AL " kB B “hl,' Yl ’lhw i J‘ ‘rll- i
m”'?”MWMMWMMMMWMMMﬁmmMMMMZmmwm%MM

140 120 100 80 60 40 20




CG-1-019-1H "
N
Sample Name: \/@

Data Collected on: o. P
400mr—vnmrs400
Axchive directory: =

FidFile: PROTON 141 o}

N
Sample directory: N b
Qc.

a2 357

2.738
“-2.509

~2.277

\

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data cecllacted on: Aug 19 2018

Temp. 22.0 € / 295.1 K
Cperator: work

Relax. dalay 5.000 sac
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

24 repetitions

OBSERVE HL, 399.7531748 wz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sac

6.839

7.098
~6.879

7.662
7.611
7.478

—8.542
—8.527
8.513
8.309
/_s.zu
8.092
—7.685

A\
N
\

Py

Wy ey w

1.001.09 1.03.284.41

1.03

1.079%94.11

NN

4.604
—4.590

—2.897

v
1.00
1.8501

6.27




CG-1-019-13C
=
Sample Name: <\

Data Collected on:
400mr-vnmrs400 141
Archive dirxectory:

Sanmple directoxy:
FidFile: CG-1-019-13C

Pulse Sequence: CARBON (s2Zpul)
Solvent: dmso
Data collected on: Sep 28 2019

Temp. 22.0 € / 295.1 K
Operator: work

Relax. delay 1.000 sac
Pulse 87.1 degrees
Acq. time 0.813 sgc

width 21186.4 #2 2 &

6

A
108 repetitigins. «
OBSERVE C13,ml .ﬁvgs
DECOUPLE 51,.‘-'1393. 5453
Power 42 dB |\

1

continuously oﬂ\\\

WALTZ-16 modulated

DATA PROCESSING
Line broadening 3.0 Hz
FT size 32768

Total time 30 min

—a 9. 476

145.545
144.554

/

i

)

i

—137.826
133.066
132.217
31.729

/i

-—142.856

127.432
126.943
126.879

i
\\— 123.096

N

130.262
128.590

/

122.646
119.687
119.314

\—118.581

114.091
-113.306

--110.811

108,238

54.644

40.557

40.364

40.146

940

\-39.734

\739.528

\—39.322

20.746




BD-4-116-1H

Sample Name:

Cl

Data Collected on:

400mr—vnmrs400

Archive directory:

Sample directory:

FidFile: PRCTON

PROTON (s2pul)

Pulse Sequence:
Solvent: dmso

Data collected on: May 15 2019

Temp. 22.0 € / 295.1 K

Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degrees
Acqg. time 1.278 sec
Width 6410.3 Hz

32 repetitions

OBSERVE

399.7525233 MHz

L,

DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

PpPmM

10

12

'y

0.91.86

YHE R Y

00699 0.93 (MOI%0

Wy

2.03

5.95

2.21

0.20

1.04 0.92881013. 94



BD-4-116-13C
C
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory: 14m

Sample directory:
FidFile: CARBON
Pulse Sequence: CARBON (s2pul)

Solvent: DMSO
Data collected on: Mar 3 2022

-132.745

Temp. 25.0 ¢ / 298.1 K
Operator: work

—142.342
137.826

//f

Relax. delay 1.000 sec
Pulse 67.7 degrees
Acq. time 0.813 sec

width 21186.4 Hzls o
s o

45.532
144.593

380 repetitions ¥V < %
)

DECOUPLE HI1, 399‘{‘7545 9
Power 39 dB 8 X
WALTZ-16 modufhited \\
DATA PROCESSTN(
FT sizem276$
Total time 30.min

ﬁn a\

OBSERVE C13, 100251988b4-wvm
continuously &Sh
Line broadqfling.3.0 Hz
-
|
|
!

|

180 160

2

bl -"|1 ‘;-‘ d i) M 1
AR iy

/

R E R
Caodasghe s
H Yoo o ©n
c @~ r|cE NN ®
QNN N[N NN
pa R T I P [ e

Lk LTk Lo $E8
o

L\ ~ ) ::i/J © @ o

I~ n ©

P - = o

Horoe

132.204
%

e

7
_/

140

\——102.500

-40.390
—40.184
39.760
39.554
39.348
35.000
28.670
27.178
26.136
~--25.390
20.733

€

41.689
40.596

/

i

43.246

54.798

62.569
55.544

S T
l . ‘MHJ“RLL“ \‘\,l »l‘i.rd.li'..b.'l ‘

80 60 : 40

il All”n‘; i
|

19.755
12.937
6.685
2.234

—\
—\




BD-4-122-1H
Sample Name:

Data Collected on:
400mr—vnmrs400
Archivae directory:

cl
Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul) 14n o Cl
Solvent: dmso

Data collected on: May 23 2019

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 5.000 sec

3209,

-—2.290

n
Pulse 79.4 degrees 2 .5’
Acqg. time 1.278 sec o § © ™
Width 6410.3 Hz o358 & P
S ©w © ] |
20 repetitions -~ N A J// |
OBSERVE H1, 399.7525233 MHz o : ~ = E | -
DATA PROCESSING ¢ | o | b
Line broadening 0.5 Hz - | =
FT size 16384 B o oo s
0w o © -
Total time 3 min 21 sec R P <
deaS: |LNF 4 28
. | @ Ly \l L ol ]
T ) \ "y -
~
\\\ \\" e e LJ
|
|
]
ot
0| ‘
— LA_JU-«AJLAJL__‘L L )Jk_,J'\.,\ B! L.JUll
I|§l.r||||w1l||||1|-|l|ll|III|ITIV|III T T | o o o o o | T
12 10 8 6 2 ppm
. Y § ¥ Y
1.00.02 0.971.0888 1.82 6.13
0.96 3.183.271.95 1.94 .97




BD-4-122-13C o

Sample Name: H —
NI

Data Collected on:
400mx~vnnrs400 o $s0

Archive directory: NH
Cl _
Sample directory: N
N o o m
T ™M N
FidFile: CARBON %R
S o O
14n o cl 5 e
Pulse Sequence: CARBON (s2pul) l\)

Solvent: dmso
Data collected on: May 23 2019

Temp. 22.0 C / 295.1 K
Operator: work

-39.515

Relax. delay 1.000 sec
Pulse B7.l1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

188 repetitions

OBSERVE C13, 100.5178564 MHz
DECOUPLE H1l, 399.7545399 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768 L

Total time 30 min T S s
B \\\x \\
- \\\1 ™~

el i R e LWW#W i A

|I\II=II>l‘lI‘.-|III||IIIIII<\IIIIl‘lYI[lllllllll'[~:I||lIl[llllllll\]lflllII[!IIIIIII|IIII|IIIIIIAII £ I L llI

220 200 180 160 140 120 100 80 60 40 20 0 ppm

119.330

130.001
128.602

£

\—118.556

—152.890
////',_
4 g
P A
Vs
/)
=
 —— S— S ~—122.560
‘\ N\ \—119.702
/_5/4—221989
40.557
/ [40 349

2 g £

\

/—130.239
127.426
123.066

#—126.905

138.454
-137.829
—133.052
131.787
117.991
113.660
\—113.451

--145.523
144.601

163.814
/ /—156.507




CG-1-018-1H
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
PidFila: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmsc
Data collected on: Oct 6 2019

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay $.000 sec
Pulse 119.1 degrees

Acqg. time 1.278 sec

Width €410.3 Bz

12 repetitions

OBSERVE H1, 399.7525233 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

o,
N+ O
H
0
=N
O=,
o, 930
NH

Cl
=
=~ :N
s
140
OQCI

8.754

7.748
7.705
7.681
7.487
7.290
7.270
7.215
7.129
7.108
6.902
6.880
6.859
6.097
4.692

~ —8.740
—

U ‘uL_J‘

4.678

3.457
N—2.527
\2.204

—1.247

2.145
1.940

“—1.169
—0.867

YYoYrY WEYRYY
1.00.70L 96 0.991.0899
0.60.88 0.97.99.83.01




CG-1-018-13C
Sample Name:

Data Collected on: Cl
400mr-vnmrs400
Archive directory:

Sample diractory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: c¢dcl3
Data collected on: Oct 6 2019

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 87.1 degrees
Acq. time 0.813 sec
Width 24509.8 Hz
248 repetitions

Power 42 dB |\
continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768
Total time 30 min

-~ 157.668

150.271

149.334

—142.577

//~—140.27o
/

g
/

~139.154

y
/-

7

137.829

/

{/

137.070
136.430

/—~135.016

——128.766
128.394
127.828
127.397
124.063

18.735
118.065

L

~—59.368

48.787
45.319

~——44.902
44.694

/

44.486

\—44 277

160

140

120 100

25.495




BD-4-126-1H

Sample Name:

Data Collected on:

400mr-vnnrs400
Archive directory:

Sample directory:

882°2—,
128 TN

N\
S0 E—\ Y

L

oL € ARRRRN
889°€ HM ////
\ // \

voL E—\
€S8 .vl//u/ \

=\
AN

660 95—\ L\ Y,
AN
91879 —, /,/ A

Xk
Les s —\\\

260°L /,./
960" nl/// /7

A

= \ WA
R\

i\

~ o
7 B
Q ~
o
0 =3
b= ™
z >
g 3
= .
Ll ]
g . ¢
: igd
] e.m
i s
@ Q ooH
— W ¥ o
i 58
i odgd
242

Temp. 22.0 C / 295.1 K

Operator: work

Relax. dalay 5.000 sec
Pulse 79.4 degrees

Acg. time 1.278 sec
Width 6410.3 Hz

32 repetitions

399.7525233 MHZ

HL,
DATA PROCESSING

OBSERVE

Line broadening 0.5 Hz

FT size 16384

Total time 3 min 21 sec

1

T ”I"”I'—l‘_|_i_f_|_¥_r" [

'i-T"'I T

10

12

¥

¥
1.79

Yy YR Py
0.91010. 9. 27400

2.13

1.000.270002683.71



RR_10052-C13

Sample Name:
Cl

Data Collected on:
400mr-vnnrs400
Archive directory:

Sample directory:

N T M ND>T MO N o oW i
T YW OO0 MO~ WO W o . B
FidFile: CARBON T Kty o R o 2 =8 o R
L B s - I e B v 9 9 N N
EEAaREaREad T¥3432
Pulse Sequence: CARBON (s2pul) f l JJ JJ J 8 /| J/ v @ o
Solvent: cdel3 L\ AT /,) P 'é/’ 3 J o
r P ~ e - -
Data collected on: May 30 2019 ///// - // )
/ s = -

\

Temp. 22.0 C / 295.1 X
Operator: work

N
Y
—45.111

Relax. delay 1.000 sec

Pulse 87.1 degrees o4 S @« o o
x n - @ o o < i
Acg. time 0.813 sec U 0 5 0 - 2 2
Width 24509.8 Hz Sow ™ @ - 0
o Hm e o = @ 1
208 repetitions v G o R aw 1 = @ ol ,J <2
@ N w8 L = |
OBSERVE €13, 100.51%79 $uz 2 2 o I 8 ® ~L | P el
- gt o - 2 S -
DECOUPLE HL, 399.75254%1 auz: @ % @ w o Q \ i \\
- 0 ~ N oo 5 ; !
Power 42 dB 'L' T o w0 < L 'E [ i
continuously on k\_\ i T [ I8
WALTZ-16 modulated \\&Lx\‘f\\\ \;\\ i o i
DATA PROCESSING \\‘i\\ﬁx\ T TN a :
Line broadening 3.0 Hz \\\&:Q\\:\ S - a
FT size 32768 RS ~ i _;
Total time 30 min - i &
i
! o
| i -
i % 5 ,/J
! : 2

AR SRSt

220 200 180 160 140 120 100 80 60 40 0 ppm




BD-4-103-1H H
N N
\

Sample Name:

7

Data Collected on: NH
400mr—vnmrs400 Cl

Archive directory:

=~ :N
N
Sample directory:
149 o cl

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: May 7 2019

Temp. 22.0 C / 295.1 X
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

28 repetitions

OESERVE H1, 399.7525233 MHz
DATA PROCESSING

7.675

N
Line broadening 0.5 Rz E,., D - E -
FT size 16384 g“;%m‘*!ﬂh.ﬁg &
Total time 3 min 21 sec uzLa L”G,‘L.;“’. o
L el |
\\\\ \
b, %
B
\ l
i
¥

—2.527

—4.870

—’:—_F_T—[—f—f TG ed VY | L G | | S S LR 'I"_'l [ It I o SR )
12 10 8
TR T TR T
1.00 0.921.84 4.343.67
1.751.01 1.0z 1.19

!

1.80

~2.296

/

N2,261
~—1.253
h—1.165

5.84

S e aa |




BD-4-103-13C

Sample Name: Q’
o}

Data Collacted on:
400mr—-vnmrs400 NH
Archive directory: Cl

N
Sample directory: N b
FidFile: CARBON 149 . 4<§%c
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: May 7 2019

44.902
44.694
—44.486

-

i

Temp. 22.0 C / 295.1 K
Operator: work

—45.111

Relax. delay 1.000 sec \
Pulse 87.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

292 repetitions

OBSERVE €13, 100.5173790 MHz
DECOUPLE Hl, 399.7526411 MHz
Power 42 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

093
/
\-—44 .277

31.713
127.278
t24 .450
124.
—123.572
\123.349

131.891
—128.915

/
fl
y 3
s S \\_
45.319

~——134.942
/—132.174

/
+—127.694

137.755
25.495

149.840
/—136.296

168.353
-161.254
-159.513
,—157.593
!/
/
/—148.932
/ —142.502
//
/ /
Al
'y
///
4
\\\_319.137
117.946
59.294
//F-50.4o9
7/
\
A
A
\
\—44.069

4

7
;’
s
/ —150.241
/ Y
T

/

/
/
i

7

/_
s
Jr—

/

/
1

/
J

/-

/

Wi mmwwwmw i‘@MMW I M R 1

|l||:|lli¥ |I'x|l'|ifll]]lll;l!llIII|.II|TTI'|||TI|IlT\llY.l|ll!I,IIIIIII|I'IIIIIA]I‘l|llll|l1 L LR

220 200 180 160 140 120 100 80 60 40 20 0 ppm




BD-4-109-1H

Sample Name:

Data Collected on: o
400mr-vnmrs400

Archive directory: Cl _

Sample directory:
¥idFila: PROTON

Pulse Sequence: PROTON {s2pul)
Solvent: dmsc
Data collected on: Aug 8 2019

Temp. 22.0 ¢ / 295.1 X
Operator: work

Relax. delay 5.000 sec
Pulse 119.1 degrees

Acg. time 1.278 sec

wWidth 6410.2 Hz

32 repetitions

OBSERVE  H1, 399.7525233 MHz

663
7.646

-

6.115%

3.723
3.707

087
2.527
2.271

p &

DATA PROCESSING L) : @ o
Line broadening 0.5 Hz 3z 2 m
FT size 16384 ; Tac2Iqaa
Total time 3 min 21 sec . “m".«o;s 2
N @ 4 -0
S S ® o . ~
= S 21
; Rl
g “ A
villed l\
S e i
- : | | |
Are 4 |
{1
|
|
ML Al
L S Y N N B | ll»ll[l‘ll lllllllllllllll III‘IT]l ]Irﬁ1[1|?"l T
12 10 8 6 4 2 0
U B R ' B E v
1.16041.01 4.824099 2.39 6.10
0.90.83 3.07 0.31.99 1.81 2.26




BO~-4-109-13C o
Sample Name: cl
=
Data Collected on: =\
400mx~vamr=400
Archive directeory:
Sample directory:

FidFile: CARBON

130.880
127.702
127.252
124.434
44.893
44.674
44,468

131.690
131.085

Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Aug 8 2019

123.920
—123.392
7 A

~-135.112
134.752
132.140

\-
§_

25.480

Temp. 22.0 C / 295.
Operator: work

151,229
150.820

~-150.241
140.129

137.814
137.248

142.561
136.424

45.098

Relax. delay 1.000 )
Pul=ze 87.1 degrees
Acg. time 0,813 sec
Width 21186.4 Hz

216 repetitions
OBSERVE Cl3g1%0.51'13790 MHz
DECOUPLE H1r13$3.3526411 MHz
Power 42 3B o
oonttnuous.lf‘oﬂ 3

WALTZ-16 Boduldtad | S |
DATA pnocs{smc\.\\
Line broadéning 3.0
68

FT size 327

/_

~
/ %
N5

47.5€8

5.304
\—44 .262
44.056
39.026

—59.327

Total time 30 min

b ab W LA

Rty )
5!

]ll.$r|1||||||l‘||||l||-||‘7“‘1"1‘ T T

180 160 140 120 100 80 60




