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new experiment
Sample Name:

Data Collected on:
400mr~vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence; PROTON (s2pul)
Solvent: dmso
Data c¢ollected on: Nov 14 2013

Temp. 26.0 C / 29%.1 K
Operator: work

Relax, delay 3.000 sec
Pulse 45.0 degrees

Acq. time 1.278 sec

width 6410.3 Ez

64 repetitions
OBSERVE El, 399,7531754 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec
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5jc21 NH —N

o

Sample Name: 7

Data Collected on: C)
400mr-vnmrs400
Archive directory:

Ir=z

Sample directory:
FidFile: 5jc21l-Carbon—4-26-2016

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Apr 26 2016

Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

232 repetitions

OBSERVE C13, 100.5180605 MHz
DECOUPLE HI1, 399.7551914 MH=z
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 5.0 Hz
FT size 32768

Total time 30 min
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MR_22

Sample Name:
MR_22

Data Collected on:
400mr-vnmrs400

Archive directoxy:

Sample directory:
FidFile: MR_22

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 31 2014

Temp. 26.0 C / 299.1 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, 399.7531790 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 3 min 21 sec
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MR_22

Sample Name:
MR_22

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:
FidFile: MR_22

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 31 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 5.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

32 repetitions

OBSERVE H1, 399.7531790 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 3 min 21 sec
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5jc86~1
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc86~1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 4 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE Hl, 399.7531801 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec
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5jc86-2
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc86-2-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 29 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions

OBSERVE H1, 399.7531777 MHz
DATA PROCESSING

Line broadening 0.5 Hz
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5jc86-2
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc86-2~1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 29 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees
Acqg. time 1.278 sec
Width 6410.3 Hz

64 repetitions
OBSERVE  H1l, 399.7531777 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 S%f
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MRE7

Sample Name:
MR67
Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: MR67

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 12 2015

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

32 repetitions

OBSERVE H1, 399.7531792 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 2 min 17 sec
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MR67

Sample Name:
MR67
Data Collected on:
400mxr-vnmrs400
Archive directoxy:

Sample directory:

FidFile: MR67

13b

o
S o
ey n
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Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 12 2015

Temp. 25.0 C / 298.1 K
Operatoxr: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

32 repetitions
OBSERVE H1, 399.7531792 MHz
DATA PROCESSING

Line broadening 0.5 Hz
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5jc86-3
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directoxy:

Sample directory:
FidFile: 5jc86-3—-1H-Prep

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 11 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531785 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec
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5jc85~2
Sanple Name:
Data Collected on:

400mr-vnmrs400
Archive directory:

12h
Sample directory:
W O~ O 0T NO WMWY N OV MmO O N
- YW YT OO HO OO0~ Y N TINO ©O Ao
FidFile: 5§c85-2-1H O T TFTONNAOONRNONMW O OO OB T o
N N N NN R R I
o~
Pulse Sequence: PROTON (s2pul) ////J //////J////J J
Solvent: dmso
Data collected on: Aug 22 2014
Temp. 26.0 C / 299.1 K
Operator: work
Relax. delay 3.000 sec
Pulse 79.4 degrees
Acqg. time 1.278 sec
Width 6410.3 Hz
64 repetitions
OBSERVE H1, 399.7531785 MHz
DATA PROCESSING
Line broadening 0.5 Hz o o
FT size 16384 & S a
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5jc85-2
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5j¢85-2~1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 22 2014

Temp. 26.0 C / 299.1 K
Operator: woxk

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions

OBSERVE Hl, 399.7531785 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 4 min 34 sec
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MR75

Sample Name:
MR75
Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directoxry:
FidFile: MR75

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 26 2015

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

Single scan

OBSERVE H1, 399.7531775 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 0 min 2 sec
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MR75

Sample Name:
MR75
Data Collected on:
400mxr-vnmrs400
Archive directory:

13c

Sample directory:
FidFile: MR75

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 26 2015

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

Single scan
OBSERVE H1l, 399.7531775 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 0 min 2 sec

7.522
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535c85-1
Sample Name:

Data Collected on:
400mxr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc85~1~1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 22 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions

OBSERVE H1, 399.7531792 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 4 min 34 sec
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5jc85-1 NGO,
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc85-1-1H i 12i

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 22 2014

Temp. 26.0 C / 299.1 K
Operatox: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1l, 399.7531792 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec
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5jc87
Sample Name:

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

Sample directory:
FidFile: 5jc87-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 11 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acg. time 1.278 sec

Width 6410.3 Hz

64 repetitions

OBSERVE H1, 399.7531785 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 4 min 34 sec

10.839

7.950

4.115
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5.356
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new experiment
Sample Name:
Data Collected on:

400mr-vnmrs400 NH N
Archive directory: e)

A

Sample directory:

ADD
2.270

T \—2.082

2.497

FidFile: 5jc80-2-1H 0]

Irz

Pulse Sequence: PROTON (s2pul) 12k
Solvent: dmso
Data collected on: Jul 10 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees
Acqg. time 1.278 sec
Width 6410.3 Hz

64 repetitions

~
OBSERVE H1, 399.7531797 MHz =
DATA PROCESSING

7.645
7.444

lLine broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

8.004
7.749

7.426
7.360
7.342
7.317
7.295
4.511
4.498

10.865
5.204

W Wy v oy
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new experiment

Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory:

Sample directory:

FidFile: 5jc¢80-2-1H

Pulse Sequence: PROTON (s2pul)

Solvent: dmso
Data collected

on: Jul 10 2014

Temp. 26.0 C / 299.1 K

Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz
64 repetitions

OBSERVE

DATA PROCESSING
Line broadening 0.5 Hz

FT size 16384

H1l, 399.7531797 MHz

Total time 4 min 34 sec

10.865
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5jc88
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 53jc88-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 19 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE  H1, 399.7531797 MHz
DATA PROCESSING
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5jc88
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc88-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 19 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 EHz

64 repetitions
OBSERVE H1, 399.7531797 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

10.875

o
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HN
55c89
Sample Name: NH N

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

N
Sample directory: H
FidFile: 5jc89-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 19 2014

Temp. 26.0 C / 299.1 X
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531799 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

7.555
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HN
59c89 |

Sample Name:

Data Collected on: NH —N

400mr-vnmrs400
Archive directory: =

Sample directory: ()
FidFile: 5jc89-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 19 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE  Hl, 399.7531799 MHz
DATA PROCESSING

Line broadenihg 0.5 Hz
FT size 16384 g
Total time 4 miln 34 sec

o
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7.429
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7.081
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55¢83-1
Sample Name:
Data Collected on:

400mr—-vnmrs400
Archive directory:

Sample directory: 1 2p
N O
N o o
FidFile: 5jc83-1-1H T <
~ o~ o~

Pulse Sequence: PROTON (s2pul) ///J

Solvent: dmso
Data collected on: Aug 22 2014

Temp. 26.0 C / 299.1 K
Operatoxr: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

64 repetitions

OBSERVE H1l, 399.7531792 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 4 min 34 sec

7.568
539

o

7.517

11.477

6.008

4.313
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55¢83~1
Sample Name:

Data Collected on:
400mxr—-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc83-1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 22 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531792 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

11.477

o

7.568
/fﬁ;.539

517
7.422

7.400

7.198

1.04
1.00 1.09

ppm




55¢77
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc77-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jun 26 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE Hl, 399.7531799 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

10.834

8.211

7.451
7.430
7.392

7.375
7.345
7.328

7.308

7.263
7.238

7.220

7.136

7.120

5.079

4.668
.652

/4

4.634

a.3a9
STI3ES

2.573

2.499
2.420
2.258

1.986

\L—1.534

——1.549

1.232
1.172




5577

Sample Name:

Data Collected on:
400mr-vnmrs400

Archive directorxy:

Sample directory:

FidFile: 5jc¢77-1H

Pulse Sequence: PROTON (s2pul)

Solvent: dmso

Data collected on: Jun 26 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1l, 399.7531799 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

10.834

NH =N

12q

8.211

\

7.451

7.430

7.392

7.238
7.220
7.120

SN
A




59c80-1
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc80-1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jul 10 2014

Temp. 26.0 C / 299.1 K
Operatoxr: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1l, 399.7531796 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 4 min 34 sec

11.410

© [~ o« fo
12r 8~ o~ o
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e m o~ fN
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™M NN
~
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- “ i
n o ~ -
~ Y2 an g ©
~ Y o o
~ ¥ ©
A o >
~ v o ®w
o o @
N SN
P> S
.o~ 0
~ n
~
1n

10 8 6 4 2
i . o Wy
1.00 0.97 2.99 2.95

1.6394 1.97 2.93




55¢80-1
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc80-1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jul 10 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions

OBSERVE  H1, 399.7531796 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 4 min 34 sec

11.410

12r

7.564
7.509

7.487
483

7.405

\
<

/——7.385

7.329

‘\\\

7.321
7.309

7.5 Ppm
e e
1.00

1.03 5.




5jc84~1
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc84-1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Aug 29 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531784 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

10.833

8.212

7.449
7.431
7.394

7.375
7.347
7.330
7.310
7.285

12s

7.263
7.240

7.220

7.202

7.136

7.120

5.079
4.669

iy

652

4.636

3.325
/r_

3T30T
2.667
2.499

e

27020

326
2.258

\\_f.

1.551

1.534

0.850

0.831




MR89

Sample Name:
MR89
Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: MR89

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Apr 23 2015

Temp. 25.0 C / 298.1 K
Operator: work

Relax. delay 2.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1l, 399.7531790 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 26 sec

13d

2.779
2.669

/r—3 323
/-

2.499
2.327

3.597
2.219
2.084

7.626
7.393
\—7.381

7.700
7.316
4.407

6.071




MR_27

Sample Name:
MR_27

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:
FidFile: MR_27

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Dec 4 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531793 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

N
(=]
o0
©

b:s
o
0 o~ 9
0 o
!‘[\'Q‘[\O

. o
~ Y&
~ .

~

7.372
7.339
7.321

13e

5.243

4.683
4.665
4.650

3.328

3.457

3.305

2.498
2.438

324
2.273

1.553

1.08.04




MR_27

Sample Name:
MR_27
Data Collected on:
400mr-vnmrs400
Axchive directozxy:

Sample directory:

FidFile: MR_27

13e

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Dec 4 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531793 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

7.372

7.339
7.321
7.231

r

7.496
7.474
7.390

8.302
7.572
7.169
7.153

7.594
7.302
7.194

“-7.214
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‘_r_l L T il T ot T i
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53jc55
Sample Name:

Data Collected on:
400my~vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc55-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Apr 2 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531789 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

10.865

NH

Iz

12t

7.884

o

7.301
7.291

7.454
432
7.311
7.246

7.228

7.219

7.207

7.197
7.003

5.758
5.371

3.39U0
3.331
2.953
27936
2.918
2.499
2.390
2.223

3.421
3.408

3.439

2.084

1.986

1.233

Wy
1.051.01
1.00 6.45




55e57-1

Sample Name:

Data Collected on:

400mr-vnmrs400

Archive directory:

Sample directory:

FidFile: 5jc57-1-1H
Pulse Sequence: PROTON (s2pul)

Solvent: dmso

Data collected on: Apr 9 2014

Cl

3.502
3334

2.500
‘.‘:‘i.l.
2.279

Temp. 26.0 C / 299.1 K ° 5 ;,
Operator: work ~ 5 R I
o ¥ <™ ©
o @ w o o 0
Relax. delay 3.000 sec o & n ~ 4] o
Pulse 45.0 degrees < ~ & 9 o ~ N
. © ] n ~
Acg. time 1.278 sec [ V- B V=
. ~ v 8 o
Width 6410.3 Hz e~ .0
cy s ™~ <
64 repetitions
OBSERVE H1, 399.7531778 MHz §
DATA PROCESSING -
Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec
m
0
o
o
J o
e
R
-
_J JU UL L J\ JL .\_.,«.JJUU T \.}J_ﬂ.u___J\A—/\
LA A A e Y A B B | T T L I B T T T TT T T T T
12 10 8 6 2 ppm
Wty te ol o g
1.001.03.10 1.99 2.99
1.@102 1.01 .07 2.98




53¢57~1
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc¢57-1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Apr 9 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531778 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

Cl

-
©
o
©

7.725
7.711

7.738

7.633

7.542
7.521

/——7.611

.507

7.497
7.486

"

7.347

—7.315

7.306

7.292
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9.4 9.2 9.0
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7.6

7.4

3.

T

10

7.2

7.0

6.8

ppm




5jc57-2
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc57-2-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Apr 22 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 45.0 degrees

Acg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531787 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

Cl

8.082

14b

7.507
7.497
7.483
7.466
7.438
7.419
7.386
7.366

5.199
4.516
4.502
4.099
4.079
4.060
3.336
2.498

A\

N\

\C

. 443

2

2.279

-

2
574

9

0.903

.554

1.537
1.231
0.940

0.920

8

WP

.95 6.61
1.00

2.82




5je57~2

Sample Name:

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:

FidFile: 5jc57-2-1H

Cl

Pulse Sequence: PROTON (s2pul) 14b
Solvent: dmso
Data collected on: Apr 22 2014
Temp. 26.0 C / 299.1 K -1
Operator: work & o ~
= 5 ~
Relax. delay 3.000 sec § © 5 o - ) g
Pulse 45.0 degrees 5 - w9 © e o v ~
Acq. time 1.278 sec 0 e Yee gy
Width 6410.3 Hz N = Kh c R R
64 repetitions ° L\ - «
OBSERVE  H1, 399.7531787 MHz @ 3 ~ b4
DATA PROCESSING g ™ S ~
Line broadening 0.5 Hz O I
FT size 16384 R
Total time 4 min 34 sec g
~
L S L O O B O
8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4 7.2 Ppm
L . | L . J
0.95 6.61




55¢59-1
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5jc59-1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Apr 22 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531780 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

Cl

7.746
7.732

- O & 4 0 - O M O MIGh O * OO O M O O N O ™
OH M - O O n O W N O W Miw O ~ 10 <« 0 > >~ 0 O T N
Mm ™m0 N @ N N N N 00 WiV 10 10D 1D N M © W 1 1 ¢« 0 N
14c ™~~~ < € T T MO OO N M0 M NN NN N NN

\-

2.257

-
~
©
~

340
5.964
5.207
4.911
4.882
4.868
4522

1.233

o

Il

JMUL U

10 8 6 4 2 0
W P g vy
1.001.0401 0.99 2.05 2.19 2.95

1126%.16 1.04 2.01 3.41




5jc59-1
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 5§¢59-1-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Apr 22 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

64 repetitions

OBSERVE H1, 399.7531780 MHz
DATA PROCESSING

Cl

OH
14c

o
Line broadening 0.5 Hz g 5 "m" 5,'
FT size 16384 T TS
: ~ @
Total time 4 min 34 sec 29 032" o o )
~ © @ © iy M < ™~ oo
o O S - " N
g L X .~
< ~ ~ - ‘\ k
e o ~ o~
T T T T T T T T T T T T T T T T [T T [T T[T [T T T T T T T T T T T T T T T T[T T OO T [T T[T T [ T T [T T T T e T T T T T T
9.8 9.6 9.4 7.8 7.6 7.4 ppm
T SN S S [ N— —
.00 1.04 1.01
1.26 1.16 3.16




5j¢70
Sample Name:

Data Collected on:
400mr-vnmrs400
Axchive directory:

Sample directory:
FidFile: 5jc70-1H-pure

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jun 11 2014

Temp. 26.0 C / 299.1 K
Operatoxr: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

64 repetitions
OBSERVE H1, 399.7531795 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 4 min 34 sec

Cl

0)

NH

N

OH
14d

—7.491

7.368
7.354

UL

7.346

7.329

7.319
7.315

7.305

4.543

5.228
4. 911

4530

36

LT

2,278

.500
/——2

\~—2.073

1.231

b
1.00 1.01
1.014.94




Cl

735c06
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 7jc06-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 4 2015

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 Hz

32 repetitions

OBSERVE H1, 399.7531798 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 2 min 17 sec

NH N OMe

\

17a

8.150
8.144
7.958
7.937
7.863
7.849
7.837
7.536
7.512
7.493
7.375
7.363
7.354
7.318
7.309
7.297
6.980
6.958
5.216
4.541
4.527

o

\

8.642

8.636
8.432
8.172

8.168

3.501
3.345
2.499

1.229

Wy i Yooy g
0.95 1.00.98 3.01 0.98 2.88
1.00 1.022.01 0.93 2.00 3.12




75c06

C

Sample Name:
N._ _OMe
Data Collected on: NH |
400mr-vnmrs400 N
Archive directory: =

\

Sample directory: () N

FidFile: 7jc¢06-1H
17a
Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 4 2015

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 Hz

32 repetitions

OBSERVE H1l, 399.7531798 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 2 min 17 sec

7.375
7.363
7.354

7.493
7.318

8.642
8.636
8.432
7.863
7.849
7.536
//r~ 7.512
7.309
7.297
6.980
6.958

7.837

8.172
8.168
8.150
8.144
7.958
7.937

J J
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T5cl8
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: 7jcl8-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 8 2015

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 Hz

32 repetitions
OBSERVE H1, 399.7531793 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 2 min 17 sec

17b

8.271

7.991
7.844
7.821
7.799
7.480
7.459
7.386
7.369
7.339
7.322
7.261
7.245
7.228
6.570
6.546
5.319
y m—
4.489
3.546
3.475
3.348
2.500

8.208
8.015

\
T

WL
1.0B.03 1.07
1.002.05 5.02




Tjcls8

Sample Name:

Data Collected on:
400mr-~vnmrs400

Archive directory:

Sample directory:

FidFile: 7jcl8-1H

17b

Pulse Sequence: PROTON (s2pul) $ g
Solvent: dmso : @
Data collected on: Oct 8 2015 ™
Temp. 22.0 C / 295.1 K
Operator: work
Relax. delay 3.000 sec
Pulse 79.4 degrees
Acq. time 1.278 sec
Width 6410.3 Hz -
ces -
32 repetitions ~ g 2 & @
OBSERVE H1, 399.7531793 MHz ® N o -]
. ) o
DATA PROCESSING @ L IS S ‘:
Line broadening 0.5 Hz P E "~ § PO o :
FT size 16384 23 X S g
Total time 2 min 17 sec - = e ~ .~
(<]
N
~
~
T T T T 1 T T I ] T T T I T T T T I T T T T T T T T | T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 ppm
(- e [ (R
1.02 1.03 1.07 0.94
1.00 2.05 5.02




75c20-1

Sample Name:

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:

FidFile: 7jc20-1-1H 17¢

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 13 2015

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 Hz

32 repetitions

OBSERVE  Hl, 399.7531802 MHZz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

7.296
6.570

(=]
Total time 2 min 17 sec 2 © o = 2
N O o iy N 3 «m .
N S o o o om0 o .~

-] o . O Y o o o = U, o~

® .0 9 @0 o~
N
| (
LA A I N
12 10 8
R Py .

0.9%.0195 3.13
1.0a.02.01 1.05

3. 489
3.350

3.541
.524

/s

6.546
4.548
4.534

5.192
3.635
3.236

1.230




7jc20-1

Sample Name:

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:

FidFile: 7jc20-1-1H 17c

Pulse Sequence: PROTON (sZpul)
Solvent: dmso
Data collected on: Oct 13 2015

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 Hz

32 repetitions
OBSERVE H1l, 399.7531802 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384 P LR
Total time 2 min 17 sec 0 a8
~ LI NN
8 ~ T oo o &
2 o wn $353 3 & 53
D] S Q@ @ % o ~ ~ c @
© > O Gt :\ ~ 0 ©
© © ™ ll { {I ( 1 r
AR R R R R R R RN R N R R N RN RN A RN RN R AR R R RN EARE
9.2 9.0 8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4 7.2 7.0 6.8 6.6 Ppm
\_'__JI : 1 L T | L T 1 T J \_r._l
0.94 1.01 0.95 3.13

1.00 1.07 2.01 1.05




7§c19-3
Sample Name:

Data Collected on:
400mxr~vnmrs400
Archive directory:

Sample directory:
FidFile: 7j¢19-3-1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Nov 2 2015

Temp. 22.0 C / 295.1 K
Operatoxr: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

32 repetitions
OBSERVE  H1, 399.7531794 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 2 min 17 sec

17d
N M0 T O 0O N HA W T O MM Sl 0 Wi O
< N 0 0 W O O «H O W T M~ W g O W Wil O
0 ® T T T MO N NN YW 0w < M Win 0
NN N NN NN~ ®©® Y9N eflm 0 NN
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7jcl9-3
Sample Name:
Data Collected on:

400mx-vnmrs400
Archive directory:

Sample directory:

17d

FidFile: 7j¢cl9-3~1H

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Nov 2 2015

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acg. time 1.278 sec

Width 6410.3 Hz

32 repetitions
OBSERVE H1l, 399.7531794 MHz

DATA PROCESSING g
Line broadening 0.5 Hz -
FT size 16384 it
Total time 2 min 17 sec © o e
© & O ©
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i sl < 0 .
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MR_45

Sample Name:
MR_45

Data Collected on:
400mx-vnmrs400

Archive directory:

Sample directory:
FidFile: MR_45
Pulse Sequence: PROTON (s2pul)

Solvent: dmso
Data collected on: Dec 12 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 3.000 sec
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Pulse 79.4 degrees
Acqg. time 1.278 sec
Width 6410.3 Hz
64 repetitions
OBSERVE H1, 399.7531780 MH=z g 8
DATA PROCESSING & B § I
. . ~ .3
Line broadening 0.5 Hz ~ o © bl b «
FT size 16384 N S 2] g
Total time 4 min 34 sec P
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MR_45

Sample Name:
MR_45

Data Collected on:
400mr-vnmrs400

Archive directory:

Sample directory:

© i v
<« o <
FidFile: MR_45 Mm@ N
17e SRR
Pulse Sequence: PROTON (sZ2pul)
Solvent: dmso
Data collected on: Dec 12 2014
Temp. 26.0 C / 299.1 K
Operator: work
Relax. delay 3.000 sec
Pulse 79.4 degrees
Acg. time 1.278 sec <«
Width 6410.3 Hz e
64 repetitions N ~
OBSERVE H1, 399.7531780 MHz o
DATA PROCESSING ~
Line broadening 0.5 Hz by
FT size 16384 © < o
. : =3 ~ 0
Total time 4 min 34 sec ~ a ~ 3 b
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HRMS Spectra

Compound 6 (5jc21, CG13250)

x10 6 |-ESI Scan (rt: 0.342-0.468 min, 24 scans) Frag=400.0V SF-4_FIA_neg_12222022_001.d
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Compound 12a

x10 5 |+ESI Scan (rt: 0.205-0.326 min, 23 scans) Frag=400.0V 86-1_FIA_pos_MS1_001.d
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Compound 12b
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Compound 13b
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+ESI Scan (rt: 0.212-0.344 min, 25 scans) Frag=400.0V 86-3_FIA_pos_MS1_001.d

347.1506

102.1277

174.0793
305.1401

L |

447.0749  521.3272

ok ‘L

I \‘ [

e bt b bl i Ah

758.2212

684.2025 804.4885

m

922.0098

L ‘\M UML.‘

612.3731 980.5924

.

N N .

[T

T

T

100

150 200 250 300 350 400 450 500 550

“ i } i } A m\; ‘
T T T VU ™
750 800 850 900 950 1000
Counts vs. Mass-to-Charge (m/z)

600 650 700

1050

1100

1150

1200

1250 1300 1350 1400 1450 1500 1550 1600 1650 1700




Compound 12h

x10 5 |+ESI Scan (rt: 0.212-0.317 min, 20 scans) Frag=400.0V 85-2_FIA_pos_MS1_001.d
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Compound 13c
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Compound 12i
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Compound 12k

x10 5 |+ESI Scan (rt: 0.200-0.416 min, 40 scans) Frag=400.0V 80-2_FIA_pos_MS1_001.d
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Compound 121

x10 5 |+ESI Scan (rt: 0.206-0.383 min, 33 scans) Frag=400.0V 88_FIA_pos_MS1_001.d
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Compound 12m

x10 6 |+ESI Scan (rt: 0.210-0.325 min, 22 scans) Frag=400.0V 89_FIA_pos_MS1_001.d
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Compound 12p

x10 6 |+ESI Scan (rt: 0.211-0.322 min, 21 scans) Frag=400.0V 83-1_FIA_pos_MS1_001.d
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Compound 12q

x10 6 |+ESI Scan (rt: 0.186-0.362 min, 33 scans) Frag=400.0V 77_FIA_pos_MS1_001.d
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Compound 12r

x10 5 |+ESI Scan (rt: 0.199-0.315 min, 22 scans) Frag=400.0V 80-1_FIA_pos_MS1_001.d
7.5+

74
6.5 360.1713
6
5.5+
54
4.5+
4
3.5+
34
2.5+
24
1.5+
14

0.5 102.1278

663.4529 760.4627 848.5151 936.5666

e b bbbk bk b b o b e b o e

04 bl o e . e i

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 1700
Counts vs. Mass-to-Charge (m/z)



Compound 12s

x10 5 |+ESI Scan (rt: 0.175-0.363 min, 35 scans) Frag=400.0V 84-1_FIA_pos_MS1_001.d
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Compound 13e
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Compound 14a
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Compound 14c
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Compound 17a
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