HO

Sample Name: Pd
Data Collected on: Os é
400mr—vnmzrs400 O/
Archive directory:
Sample directory: 6a
FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: dmso
Data collected on: May 11 2016

7.874
7.852
7.678
.658

Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

Single scan
OBSERVE  H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 0 min 2 sec

13.059
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Electronic Supplementary Material (ESI) for RSC Medicinal Chemistry.
This journal is © The Royal Society of Chemistry 2022

\

17T

3.336

3.356

2.465

1.430

/f71.412

1.396
1.379

0.803
0.788

1|||||ly\\)i\!|ll\]\1

T

L L B

8

b Lt
1.06 1.97
2.08.97

T

T




Sample Name: C)\l

Data Collected on:
400mr-vnmrs400
Archive directory: 6 a

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

76 repetitions

OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 30 min

167.073

143.291
137.695

130.462
30.120

s
129.777

133.691

128.378

127.590

56.913

40.542

40.125
39.917
39.708
39.500
39.292
26.880

40.334

19.974

i

[WllIITI[\]IVIII\4I\‘I\|IlIl||1I!II!I\II|III!1IITT|III!|\]ll|l|l1||!\1|[TT||‘Vl!\]ll\I‘I\|\1|ill||l\11‘I1I\1\|\\|l||f{11r7|

220 200 180

160

140

120

100

80

60

40

20

0 ppm

1




Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

6b

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

Single scan

OBSERVE  H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 0 min 2 sec

13.049

1.392
1.375
0.817
0.799

8.263
8.128
8.108
7.842
7.237
7.218
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3.426
3.409
2.465

3.317

1.426
1.408
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1.02.171.12 2.12 6.75
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HO

Sample Name:

O O
\\ /7
wn-Z

Data Collected on:
400mr-vnmrs400

Archive directory: Gb

Sample directory:

FidFile: CARBON

40.125

39.917

39.708
39.292

26.924
20.004

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

39.500

~ )
erator: work [ o ®

op T A s 5 < <
o TV lto b4
Relax. delay 1.000 sec o S o I o S H
. o
Pulse 58.1 degrees * N § i <

~

—

Acq. time 0.813 sec

Width 24509.8 Hz

84 repetitions

OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 30 min

<

128.274
128.111
122.961

143.350
135.016
134.823
132.129
57.047
40.542

167.073
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HO

Sample Name:

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

6¢c

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

Single scan

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 2 sec

13.065

~

()/

7.897

.547

/

7.261

7.241

3.399
3.379

3.319

2.465

1.451

1.433
1.418

1.400
1.385
0,891
0.874
0.821
0.805

0.80

2.03.04
4.02.02.04




HO

Sample Name: ()Q~|
0*°

Data Collected on:
400mr-vnmrs400
Archive directory:

6¢c

Sample directory:

FidFile: CARBON

40.125
39.917
39.708
39.500
39.292
26.909
20.004

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

129.614
29.123
128.438
128.334
127.813
127.515

Operator: work

-

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

120 repetitions

OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

130.507

130.164
40.334

143.335
138.573
40.542

144.898
136.474

56.913

167.088
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HO

Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

Single scan

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 0 min 2 sec

6d

7.883
7.862
7.572

7.558
7.551
7.537

7.408
7.386

7.365

7.216

7.194

3.352
3.332

3.313

2.465

1.408
1.390

1.373

0.876

0.805
0.789




Sample Name: CJQ
S

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

6d

Sample directory:

FidFile: CARBON

40.125
39.917
39.708

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

39.292

26.865

39.500
19.974

Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

192 repetitions

OBSERVE C13, 100.5180202 MHz
DECOUPLE H1l, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

30.521
130.268
128.497
117.112
40.334

A\

167.058
143.172

133.989

130.774
130.685
116.874
56.957
40.542

“—166.269
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Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: May 11 2016

Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees
Acq. time 1.278 sec
Width 6410.3 Hz
Single scan

6e

Cl

7.206
059
7.038
6.987

tl.

2.297

1.398

1.383
0.805

0.789

OBSERVE H1, 399.7531926 MHz . 3
DATA PROCESSING ~ g <
Line broadening 0.5 Hz "o O S - ~
FT size 16384 2832y «
Total time 0 min 2 sec ~ o~ ~ %o S
~o~ )
(. :
©
~
<
~
L I L Y L B T T T T T T TT T
12 10 8 Ppm
L By B L L
0.86 2.00 2.®02 6.12 6.10
0.00 1.992.01 2.29 1.10




Sample Name: ClQl
S

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

Sample directory: G
e

FidFile: CARBON

40.125
39.917
39.708

Pulse Sequence: CARBON (s2pul)
Solvent: dmso Cl
Data collected on: May 11 2016

Operator: work

39.500
39.292
26.895
20.763

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

136 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1l, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

128.453
120.729
40.334
20.004

130.120
117.990

130.477
130.224

167.088
161.328
153.024
143.425
138.335
131.667
56.898
40.542
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new experiment
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Nov 5 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

16 repetitions
OBSERVE H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 1 min 8 sec

HO

OH

Cl

WT-5

Os
O//
6e-OH
x
8
oy

2.08.09




Cl

162.415

161.701
138.290

173.547
147.250

152.533

131.325

129.688

%

120.178
119.925
117.217
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new experiment

Sample Name:

Data Collected on:
400mr-vnmrs400

Archive directory: 1 7aa

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Nov 5 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

16 repetitions
OBSERVE H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 1 min 8 sec

73

T
Ppm




HO j/ WE-\

17aa

o 9 P o
38 3 g
8 = oo e
~ 0 o © o
3 N 0 o~ -
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= ~o
Lol
5y
® o
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o ™ o
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173.756
162.415
147.160
137.710
110.192
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HO

new experiment
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory: 17ab

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Nov 5 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

16 repetitions

OBSERVE H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 1 min 8 sec

B

OH
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new experiment
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

17ac

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Nov 6 2015

Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

16 repetitions

OBSERVE H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 1 min 8 sec
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new experiment
Sample Name: O\\ é

Data Collected on:
400mr-vnmrs400
Archive directory:

17ad F

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jul 17 2015

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.556 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

FT size 32768

Total time 0 min 14 sec




Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jul 17 2015

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 1.285 sec

Width 25510.2 Hz

324 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 38 min

17ad

—166.236

—163.727

144.744

134.180

130.756

130.663
118.519

117.056
116.831

116.420

4
|

56.908

40.551

40.342
40.132
39.923

39.714
39.505

39.296

26.873
19.996
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HO

new experiment
Sample Name: C)Q}é

Data Collected on:
400mr-vnmrs400
Archive directory: B r

17ae

Sample directory:
FidFile: PROTON

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

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.556 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING
FT size 32768

Total time 0 min 14 sec

<

VARIAN

2

P L

0.16
0.14 1.00




Sample Name: C)Q~|

Data Collected on:
400mr—vnmrs400
Archive directory:

17ae Br

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso

Data collected on: Jul 2 2015

Temp. 22.0 C / 295.1 K
Operator: work

132.813

Relax. delay 1.000 sec

Pulse 58.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

256 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 30 min

144.243
—137.100
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129.614

“—127.575

118.243
116.368

o
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VARIAN

40.348
40.140
39.932
39.723
39.515
39.307
26.850
19.989

40.557

56.972
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HO
new experiment
Sample Name: CJQI
o0°°

Data Collected on:
400mr-vnmrs400
Archive directory:

17af

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Nov 5 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

16 repetitions
OBSERVE H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 1 min 8 sec
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HO

Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory:

Sample directory: 17ag
FidFile: LC-4-099-DMSO

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Nov 24 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 2.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

FT size 16384

Total time 0 min 13 sec

VARIAN

0.92.88.64
1.90.12

L'_l

1.84




HO

O

NY%
wn

Sample Name:

o

Data Collected on:
400mr—vnmrs400

Archive directory: O VA R I A N

Sample directory: 1 7ag

FidFile: CARBON

40.780
40.587
40.378
40.170
39.961

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Nov 24 2014

39.768

27.326

40.988
20.450

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec

Pulse 58.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

520 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 30 min

131.251
118.437

130.611
120.922

125.848
118.824

172.178
162.385
161.760
145.315
132.278
116.755
57.329

77.703

—+—64.875
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HO

Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory: 17ah
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Dec 12 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 9 sec

mn-Z2

\\ /7

O O

VARIAN

Py
0.941.81 2.00
1.84 3.63




HO

Sample Name: O\\
)
(0]

Data Collected on:
400mr—vnmrs400

Archive directory: O VA R I A N

Sample directory: 17ah

FidFile: CARBON

130.159
39.322
27.950
40,0790
20.772
20.026

131.201
131.085
120.896
120.588
118.594
117.577

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Dec 12 2014

/)
40.583

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees
Acq. time 0.813 sec
Width 21186.4 Hz

388 repetitions

116.368

OBSERVE C13, 100.5180202 MHz -~ 2
DECOUPLE H1, 399.7551914 rgz n o ©
Power 39 dB < - g
continuously on § a9

WALTZ-16 modulated
DATA PROCESSING
Line broadening 3.0 Hz
FT size 32768
Total time 30 min

145.172

152.723
113.615

)
o
ial

o
~
r \A

if!ll‘I\\\ll\|||4\YI’[TII|!II!|IIII|T||I|]!\1|IT|]Ill}l]llllll\||!1I\f|||\\||l]lll\}ll'}I\lllI

180 160 140 120 100 80 60 40 20

171.698
72.397




Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Nov 24 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 2.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

4 repetitions
OBSERVE H1, 399.7531926 MHz
DATA PROCESSING
FT size 16384
Total time 0 min 13 sec

HO

OH

O O
\\ 7/
w

17ai

VARIAN

0

Ly
.79
1.73

L L)
1.70.66
0.81.75




Sample Name: o \\SI

Data Collected on:
400mr—vnmrs400

Archive directory: O VA R I A N

Sample directory: 17ai

FidFile: CARBON

40.378
40170
39.961
39.753
39.545

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Nov 24 2014

39.336

26.909

21.239
20.034

Temp. 26.0 C / 299.1 K
Operator: work

118.035

117.931

Relax. delay 1.000 sec

Pulse 58.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

436 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1l, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768
Total time 30 min

130.149
126.935
118.243
40:587

140.270
131.682
130.983

161.507
144.690
116.264
56.957

155.107

PR \ L —————— PV Y

L O I o
I [ ] I [ T I I | I I I
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Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

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

4 repetitions
OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 0 min 17 sec

HO

OH

QP
-

17aj

Cl

Cl

VARIAN

i
0.88.661.80
0.910.98

L'_I

1.75




HO

Sample Name:

Data Collected on:
400mr-vnmrs400 1 7aj CI

Archive directory: v B RI a N

Sample directory:

FidFile: CARBON Cl

40.378
40.170
39.961
39.753
39.545
39.336
26.895
20.019

Pulse Sequence: CARBON (s2pul)

Solvent: dmso + 3 9
© n 9 a
Data collected on: Dec 9 2014 VW @ O U g -
N g o B
w0 b
o 9 ~
R @ I ©
Temp. 26.0 C / 299.1 K s = 9
= o
]

Operator: work

Relax. delay 1.000 sec

Pulse 58.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

424 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

130.923
130.581

116.309

149.497
144.481
132.516
57.002

160.376

O

|I\IIIIIK\‘!l\I‘lIII!\III T!llllll\l!l’l|ll|I|f||T1|II\‘\1I\]|III1I[\Il\ll}‘l\l{\\1Illl\ll||1l{{\lI\|\I1I1IIII|I\IIIIIll|!

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




JY-5-304-1H

Sample Name:
jy-5-304p-cdcl3
Data Collected on:

400mr-vnmrs400

Archive directory:

Sample directory:

FidFile:

Pulse Sequence: PROTON (s2pul)

jy—-5-304p-cdcl3

Solvent: cdcl3

Data collected on:

Temp. 26.0 C / 299.1 K

Operator:

Relax. delay 1.000 sec

work

Oct 11 2013

Pulse 45.0 degrees
Acq. time 1.278 sec

Width 6410.3 Hz
16 repetitions
H1, 399.7512853 MHz
DATA PROCESSING
Line broadening 0.5 Hz

OBSERVE

FT size 16384

Total time 0 min 36 sec

10.604

Os_OH

90 O
6.927
6.802

969

7.184
6.9
‘iiéé;

6.949

7.607
7.540
7.519
7.264
7.205
7.202
3.527
3.289
.271

/s

2.370
2.198
1.631
1.615
1.597

1.582
1.564
1.548
1.255
0.930
0.914

—0..879

0.861

0.846

0.000

0.828

by oy
1.811.01 1.69 . 1.96
1.000.412.73 1.17




JY-5-304-13C

Sample Name:

jy—-5-304p-cl3-cdcl3

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:

FidFile: jy-5-304p-cl3-cdcl3

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3

Data collected on: Oct 11 2013

Temp. 26.0 C / 299.
Operator: work

1K

Relax. delay 1.000 sec

Pulse 58.1 degrees
Acqg. time 0.813 sec
Width 21186.4 Hz
1000 repetitions

OBSERVE C13, 100.5175428 MHz
DECOUPLE H1, 399.7532925 MHz

Power 39 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING o
Line broadening 3%
FT size 32768 N
Total time 30 min %

Hz

161.536
161.497

L Tk

136.951

138.264

152.685

W o 1x

PRI P Y PRV PN VRN RPN TRy
LA ol il el (A Ll

i R L

Ll
A

e
TATTIRY A

J
HT TAAr

HO

131.523

130.892

130.776 O

-—

130.674
129.85

OH

7ak

0

120.035
118.517
117.282

%}o

O O
NY%
n-Z2

111.711

Cl

77.324

77.002
76.681

57.963

50.797

31.899

29.674

29.339
26.766
22.675
20.887
19.845

Wb

14.107

mewu»mm

]lllI|I|}\‘l||I|T\\IlI|II\41TT|!\I\||||T‘\i|\\|ll!’!lll|f\P\JI\\\|Tl|IIlI!llI!\J|||II[IK\1|IIII|\1|]‘|[1|]
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““"Solvent: dmso

O

Sample Name:

@]

i Data-Collected on:
400mr-vnmrs400 17ba

Archive directory: V a RI n N

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

Data collected on: Oct 20 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

4 repetitions

OBSERVE H1, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 17 sec

12 10 8 6 4 2 0 pPpm
s o - = S e
1.00.96 1.88 0.53 6.11




O

Sample Name:

n-2

N

o

. Data Collected on:
400mr—vnmrs400
17ba

Archive directory: ‘ h VA R I A N

Sample directory:

© T m
W 0 0
FidFile: CARBON T on
q o O
¥ 0 m
Pulse Sequence: CARBON (s2pul)
e e N e e i s, e e B e L~ e WS s KURSPESRE A,

Solvent ! dmso :
Data collected on: Oct 20 2014

40.373
39.536

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acq. time 0.813 sec

Width 25510.2 Hz

268 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1l, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

’ i o A

||I[IIIII\!II’III\'II||||||11IIII‘\\|||f|||1l\\l|I|\\jl\{Y‘TT!I]llllll|||1III[|II\I|1T‘T‘||!]|Illl[11IJ]\\\Illl!I|TIT![IIII‘II\

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

40.574
39.335
30.583
22.559

28.092
.058
120.394

141.816
137.510
134.753
132.182
130.958
129.889
129.440
128.774
128.278
128.
123
122,237
61.021

129.827




Sample Name:

Data Collected on:
400mr—-vnmrs400
Archive directory: 17bb

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 21 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 9 sec

VARIAN

2.132.81
4.77

1.

93




Sample Name:
RR_2173_f£19_c
Data Collected on:
400mr—-vnmrs400
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Oct 21 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

456 repetitions
OBSERVE C13, 100.5180656 MHz
DECOUPLE H1l, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768
Total time 30 min

PSP UTUTPT VO 8 O

17bb

144.223
141.113
138.836
138.226

129.162
128.626
127.867

X

27.376
127.064

i

121.379

119.756

(I TPRERN T

i

et

60.539

40.150

39.942
39735
39.525
39.316

39.108

Mgt

38.900
30.149
22.127

VARIAN

N g
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Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Dec 1 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE  H1l, 399.7529965 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 9 sec

HO

17bc

OH

Cl

VARIAN




<

Sample Name: O\\ SI

Data Collected on:
400mr—vnmrs400

Archive directory: 17bc O VA R I A N

Sample directory:

n o ~ o Q= min v
< o @~ v n v @
FidFile: CARBON o © noagennn .
o o 9o o o o
a & T e+ om0 J o
— ~ )
Pulse Sequence: CARBON (s2pul) © © o @
~
Solvent: dmso Cl ~ g o “ g ~
P . .
Data collected on: Dec 9 2014 5 a o 5 S
ial
s| g | T
@ «
o) -

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

776 repetitions

OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 30 min

138.305
134.659

60.782

161.031
140.493

153.158

\ ’
MWMM H mmw i w WMW T g Wil A TR N A

|\l|\flli\‘!III‘I\\I|f||||||\1|!|\II!|[|]|!l\!'ll}\||\|||[I'll|]|||||\|\!
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HO

Sample Name:

Data Collected on:
400mr—-vnmrs400
Archive directory: 17ca

Sample directory:
FidFile: PROTON

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

4 repetitions

OBSERVE H1, 399.7531748 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 17 sec

OH

N
O/

VARIAN

Py L or Lo v
1.041.01 4.24 2.00 2.00 0.25
2.11 4.13 1.17 1.47 0.22




HO

Sample Name:
N
//
Data Collected on: O

400mr-vnmrs400

rchive directory: 17ca ,
T VARIAN

Sample directory:

1593

FidFile: CARBON

129.911

129.643

129.108
40.378
40.170
39.961
=2
39.545

128.840

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Dec 9 2014

Temp. 26.0 C / 299.1 K
Operator: work

40.587
39.336

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

712 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 30 min

127.902

122.917

118.437
116.130

136.460
135.254

134.956
53.252

161.611
144.794
132.203
130.894
55.335

171.627
113.154

s i L ——— e
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HO

Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

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

4 repetitions
OBSERVE H1l, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 0 min 17 sec

17cb

OH

\ /7
wn-Z

O O

VARIAN

e
2.00.915.27
4.05.19

LIJ

1.91




HO

Sample Name: N

Os
Data Collected on: //S
400mr-vnmrs400 ()

Archive directory: VA R I A N

Sample directory: 17¢cb

PEET Y

FidFile: CARBON

29.152
128.825
128.423
128.334
127.932
127.545
40.587
40.378
40.170
39.961
39.545
39.336

129.629

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Dec 9 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

304 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1, 399.7551914 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768

Total time 30 min

118.124
116.026

53.192

138.588

145.091
144.407
136.876
36.489
130.849

ﬁ

MM A
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Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
FidFile: PROTON

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
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

4 repetitions

OBSERVE H1, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 17 sec

HO

OH

17cc

©)

\\ /7

o

Cl

VARIAN

.03




Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Dec 12 2014

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec

Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 21186.4 Hz

348 repetitions
OBSERVE C13, 100.5180202 MHg
DECOUPLE H1, 399.7551914 MY
Power 39 dB a
continuously on Anl
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 H
FT size 32768

Total time 30 min

,—161.47

161.767

144.631

138.354
136.488

132.011
130.853

130.326

130.159
128.808
128.306
127.869
——120.703

118.272
118.118

HO

116.008

17cc

OH

n-2

\\ /7

O O

Cl

53.152

40.583
40.364

40.158
39.953

39 747
39.541

39.335

20.759

f
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HO

new experiment
Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory:

Sample directory: 17da
FidFile: PROTON

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

Temp. 22.0 C / 295.1 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, 399.7531926 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 2 sec

NH

O O
\\ /7
wn

<

VARIAN

et

1.061.19
2.152.16€.24

2.

02




OH
HO
NH

Sample Name: ()Q.
~
Data Collected on: ()
400mr—vnmrs400
Archive directory:

Sample directory:

17da

FidFile: CARBON
Pulse Sequence: CARBON (s2pul)
Solvent: dmso

Data collected on: Jun 4 2015

Temp. 22.0 C / 295.1 K
Operator: work

Relax. delay 1.000 sec

Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

172 repetitions
OBSERVE C13, 100.5180202 MHz
DECOUPLE H1l, 399.7551914 MHz
Power 39 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0
FT size 32768

Total time 30 min

———196.615
N
161.581
144.466
133.438

—162.608
154.839

s

|\I[4|\‘{F\I|\J\]

220 200

'l|'TU|—YYII‘HI\I“'IH[I}””

180 160 140

0

13198

130.879
129.748
125.610

120

120.818

117.901

109.493

I

105.415

99.670

100

89.118
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VARIAN
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new experiment
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory: 22aa
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Sep 9 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 2.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

16 repetitions

OBSERVE H1, 399.7512862 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 0 min 52 sec

OH

ONy
>S
O/

<

VARIAN

8 7 6 5 4 3 2 1 0 ppm
W gy - Loy
1.00 3.09 2.13 6.31
1.05.28 1.13




-

J 4

Sample Name: ()\\|

S
s
Data Collected on: ()
400mr—vnmrs400
Archive directory: 22aa

Sample directory:

77.316
76.681

VARIAN

19.840

FidFile: CARBON

29.277
128.890
127.558

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Sep 9 2013

A

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acqg. time 1.285 sec
Width 25510.2 Hz
108 repetitions
OBSERVE C13, 100.5175428 MHz
DECOUPLE H1, 399.7532925 MHz
Power 39 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 5 hr, 42 min

139.942
137.712
134.606
132.848
130.176
129 479
57.706
26.857

170.767

\\ |
i
d ‘k\l Ll il 14

[ | ‘Y VRPN et T TN T i il Iit \‘l! b f{ _\1L H I uth ) ‘fp Ul 1 ! 1“‘} ’ P
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new experiment
Sample Name:

Data .Collected on:
400mr-vnmrs400
Archive directory: 22ab

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Sep 9 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 2.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

16 repetitions

OBSERVE H1, 399.7512862 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 52 sec

OH

o O
\\ /7
(/)_

<

VARIAN

Wy
1.08.12. 216
1.01L.02.03




Oy OH )
N N O O N MO N® SO~ O Vo o
Sample Name: C)\\I N ¥ VN OB A A A A O|IH O O
AN S ¥ A NOO®®GA IO ® O(M o ©
O// N OO0 O~ NN W[~ VY
Data Collected on: 39999999y 9 9>

400mr-vnmrs400

Archive directory: 22ab VA R I A N

Sample directory:

FidFile: CARBON

19.864

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Sep 9 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 1.285 sec

Width 25510.2 Hz

72 repetitions

OBSERVE C13, 100.5175428 MHz
DECOUPLE H1, 399.7532925 MHz

Power 39 dB - o © o
: @ % n 9 9~
continuously on o © o “ o < ® -
WALTZ-16 modulated 234 - 85 © @
DATA PROCESSING AR A ~ ©
n o

Line broadening 0.5 Hz
FT size 65536
Total time 5 hr, 42 min

148.648

170.450

184.220

155.060
154.147

A A i A L "'w '|‘i L L Wl‘r\i\l“ it b kL il u‘i‘j‘N i ‘i\ YT T
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new experiment
Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory: 22ac

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdel3
Data collected on: Sep 9 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 2.000 sec
Pulse 45.0 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

16 repetitions
OBSERVE  H1, 399.7512862 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 0 min 52 sec
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Sample Name:

Data Collected on:
400mr—vnmrs400

Archive directory: 22ac

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdecl3
Data collected on: Sep 9 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 1.285 sec

Width 25510.2 Hz

60 repetitions
OBSERVE C13, 100.5175428 MHz
DECOUPLE H1l, 399.7532925 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 5 hr, 42 min
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new experiment
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

22ad

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Nov 6 2015

Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

16 repetitions
OBSERVE  H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384
Total time 1 min 8 sec

776

OH
ONy
O//
T ‘ T T T
8
ST
1.05 2.04 2.08




ERRE

RR_1005A—C13

Sample Name: Pd
O
Data Collected on: (j?

400mr-vnmrs400
Archive directory:

22ad F

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Nov 6 2015

Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acq. time 0.813 sec

Width 24509.8 Hz

96 repetitions

OBSERVE C13, 100.5175428 MHz
DECOUPLE H1l, 399.7532925 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 32768
Total time 4 hr, 31 min
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new experiment
Sample Name:

Data Collected on:
400mr—vnmrs400
Archive directory: 2239

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdel3
Data collected on: Sep 9 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 2.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

16 repetitions

OBSERVE  H1, 399.7512862 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 52 sec
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VARIAN

Sample Name: O~
N

77.316
76.681

Data Collected on:
400mr—-vnmrs400
Archive directory: 2 2 ae

QA
129.494

Sample directory:

FidFile: CARBON P 2
n S ©
n N .
Pulse Sequence: CARBON (s2pul) “ g R
]

Solvent: cdcl3 E -

Data collected on: Sep 9 2013

19.856

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 1.285 sec

Width 25510.2 Hz

76 repetitions
OBSERVE C13, 100.5175428 MHz
DECOUPLE H1l, 399.7532925 MHz
Power 39 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536

Total time 5 hr, 42 min

140.089
134.800
134.552
130.114
26.826
21.544

143.629
57.574

170.760
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new experiment
Sample Name:

Data Collected on:
400mr-vnmrs400
Archive directory:

Sample directory:
22af
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Nov 6 2015

Operator: work

Relax. delay 3.000 sec
Pulse 79.4 degrees

Acq. time 1.278 sec

Width 6410.3 Hz

16 repetitions
OBSERVE H1, 399.7512853 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 16384

Total time 1 min 8 sec
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RR_1005A-C13
Sample Name:
Os

Data Collected on: O/
400mr-vnmrs400
Archive directory:

Sample directory: 22af
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Nov 6 2015 C|

Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 24509.8 Hz

252 repetitions

OBSERVE C13, 100.5175428 MHz
DECOUPLE H1, 399.7532925 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 4 hr, 31 min
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Sample Name:
jy-5-296p—cdel3

Data Collected on:
400mr—-vnmrs400

Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdecl3
Data collected on: Sep 24 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 1.278 sec

Width 6410.3 Hz

16 repetitions
OBSERVE H1l, 399.7512838 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 16384

Total time 0 min 36 sec
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Sample Name:
jy—-5-296p—cl3-cdcl3
Data Collected on:
400mr-vnmrs400 O N
S

Archive directory: O;S VA R I A N

Sample directory:
FidFile: CARBON 22ba
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Sep 24 2013

130.927
130.757
128.898
127.628
19.833

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 58.1 degrees

Acqg. time 0.813 sec

Width 25510.2 Hz

250 repetitions

OBSERVE C13, 100.5175428 MHz
DECOUPLE H1, 399.7532925 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.0 Hz

FT size 32768

Total time 7 min 33 sec

137.123
132.832
118.566

77.332

77.006
76.696

58.015
26.757

173.261
161.504
137.727
111.564
29.684
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OH

HO

Sample Name:
jy-5-299p-cdcl3

Data Collected on:
400mr—vnmrs400

Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pulg,
Solvent: cdcl3 o

[}
Data collected on: Oct 2016

1
©
a

Temp. 26.0 C / 299.1 K o
Operator: work

7.941

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.556 sec
Width 6410.3 Hz

16 repetitions
OBSERVE  H1, 399.7512875
DATA PROCESSING
FT size 32768
Total time 0 min 57 sec
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6.890
3.345
3.327

2.064

1.625

1.608

1.592

1.574
1.558
1.282
1.257
0.944
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HO

Sample Name:
jy—-5-299p—cdcl3

Data Collected on:
400mr—vnmrs400

Archive directory:

Sample directory:
22bb

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Oct 1 2013

Temp. 26.0 C / 299.1 K
Operator: work

OH
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Relax. delay 1.000 sec a S ©
Pulse 45.0 degrees a ~ o
~ .
Acqg. time 1.285 sec ~ § 2 o
Width 25510.2 Hz h:)
192 repetitions
OBSERVE C13, 100.5175428 MHz
DECOUPLE H1, 399.7532925 MHz PR T T,
q N % N o n
Power 39 dB n o @ N @ o0
continuously on * = °% o N~ o
I o % D o o 3 7o N H N 2 ﬁ
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Sample Name: N
jy-5-300p-cdel3 O-!
Data Collected on: P
~
400mr—vnmrs400 ()
Archive directory:

Sample directory: 22bc

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdecl3
Data collected on: Oct 1 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 2.556 sec

Width 6410.3 Hz

16 repetitions
OBSERVE H1, 399.7512657 MHz
DATA PROCESSING
FT size 32768

Total time 0 min 57 sec
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jy-5-300p-c13-cdel3
Data Collected on:

400mr—vnmrs400 S
Archive directory: VA R I A N

Sample directory:

Os_OH
HO A
Sample Name: j/
ool
O//

22bc o0 o o 1 M o © o+
Yl O~ o~ 1n <
FidFile: CARBON gl< H 0 o m .o~ -
| © ~ I~ ~ ~ WV 3
[y 2 ﬁ S 2 ~ o~ o~ r-l
Pulse Sequence: CARBON (s2pul) T \2
Solvent: cdel3

Data collected on: Oct 1 2013

Temp. 26.0 C / 299.1 K
Operator: work

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.285 sec

Width 25510.2 Hz

250 repetitions
OBSERVE C13, 100.5175428 MHz
DECOUPLE H1, 399.7532925 MHz
Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 9 min 31 sec

26.679

130.842
130.184
117.939
58.054
49.604
49.388
49.171

135.791

145.534
139.160
136.279
48.962

112.912
48.745
29.615

171.596
161.156
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