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JYM-467

Sample: JYM-467
Sample ID: s_43_JYM-467_koo-4_20130128_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-467_Proton_01.fid

Pulse Sequence:

Solvent: cdcl13

Ambient temperature
Sample #43, Operator: walkup2
File: JYM-467_Proton_01
VNMRS-400 "400MR"

s2pul

7.266
4.234
4.229
4.225
4.216
4.211
4.208
4.193
4.190
4.175
4.172
3.518
3.499
3.482
2.525
2.521
2.506
2.488
2.260
2.249
2.189
2.178
2.150
2.140
2.128
2.118
2.111
2.101
2.094
2.082
2.076
2.064
2.036
1.582
1.325
1.307
1.297
1.289
1.279
1.262

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340074 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec
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JYM-460
Sample: JYM-460

Sample ID: s_42_JYM-460_koo-4_20130123_01

File: s/home/walkup2/vnmrsys/data/koo-4/JYM-460_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #42, Operator: walkup2 e gens oo~y © oMo T WD o
File: JYN-460_Proton_01 S ERER) °233%233 Jam R S
VNMRS-400  "400MR ~ YT mOHONNN NN - o
Relax. delay 1.000 sec LJ J L\EJ

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340074 MHZz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

O O
EUD/JL\Tr/”\\V/iL\\
(0]
uLA Jx_J thL
T T T T | T T T T T T T T l T T T T | T T T T T T I
9 8 7 3 pp!
o — i
2.00 2.02 0.55 0.49
2.02 3.33 2.89



JYM-686-2

Sample: JYM-686-2
Sample ID: s_41_JYM-686-2_koo-4_20130619_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-686-2_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #41, Operator: walkup2 w ~NoNTN DANOOOPANRNNOONND =N D o
File: JYM-686-2_Proton_01 < MRS e re8sIITININISIE b4
- " " . EE D ) L R .

Relax. delay 1.000 sec /J ////TL//J

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340078 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec
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JYM-680-2-cC

Sample: JYM-680-2-c
Sample ID: s_42_JYM-680-2-c_koo-4_20130620_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-680-2-c_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #4 perator: walkup2 I Mo~~~ ~ © N ~ -mo
File: JYM%&-Z—c_Carbon_Ol S PR 4 PRS- 3 e
VNMRS-400 [ "JOOMR™ o NG o o ~ oo I e
o o Z © NN~ ©w o NN N - LU}
N N
Relax. dejay 1.000 sec ‘ L\LJ ) L\
Pulse 45. egrees
Acq. time|1{300 sec

Width 24509.8 Hz

128 repetitions

OBSERVE C13, 100.5886392 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

OH
EtO
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Sample: MD-299
Sample ID: s_40_MD-299_koo-4_20140421_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-299_Proton_03.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #40, Operator: walkup2
File: MD-299_Proton_03
VNMRS-400 "400MR"

7.265

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6830.6 Hz

8 repetitions

OBSERVE H1, 400.0340075 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

o 4 OH

2.539
2.5833
2.531
2.525
2.466
2.449
2.431
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Sample: MD-299

Sample ID: s_42_MD-299_koo-4_20140422_01

File: /home/walkup2/vnmrsys/data/koo-4/MD-299_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #4 Operatog: walkup2
File: %ﬂks_carbom\ml
VNMRS-20Y ©"300MR"

N~ O o
oo

o

Relax® ay 1.0007sec

Pulse |[49.0 degrees

Acq. tjme 1.300 se

Width 24509.8 Hz

128 repetitions
OBSERVE| C13, 100.5886433 MHz
DECOUPL H1, 400.0360168 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

4

OH

108.747

77.315
76.995
76.675

/—
—

__66.622
—_43.711
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JYM-567

Sample: JYM-567
Sample ID: s_41_JYM-567_koo-4_20130408_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-567_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #41, Operator: walkup2
File: JYM-567_Proton_01
VNMRS-400 "400MR"

7.264

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340080 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

2.992
2.440
2.428
2.418
2.406
2.395
2.384
2.321
2.304
2.268
2.2583
2.235
2.2283
2.138
2.053
2.039
2.025
[EA'E 24
2.011
2.005
1.991
1.977
1.825
1.820
1.810
1.801
1.791
1.786
1.780
1.777
1.765
1.753
1.731
1.718
1.580
1.361
0.008
0.000

I
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JYM-567-C

Sample: JYM-567-C
Sample ID: s_44_JYM-567-C_koo-4_20130408_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-567-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature

Sample # erator: walkup2 © < T TN cweHOo®©
File: JY%&%EC_Carbon_M - ans ese32
VNMRS-40Q; _#'Z00MR" o w IO KD KON
Relax. delgy 1.000 sec | l
Pulse 45E\0 ﬂegrees k) |\JJ
Acq. time 1.300 sec
Width 24508.8 Hz
128 repetitions
OBSERVE C1B, 100.5886367 MHz
DECOUPLE H[l, 400.0360169 MHz
Power 42 d|
continuous(ly on
WALTZ-16 mpdulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 655836
Total time 4 min, 56 sec
o o
?
O 5
OH
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JYM-573
Sample: JYM-573

Sample ID: s_35_JYM-573_koo0-4_20130409_01

File: /home/walkup2/vnmrsys/data/koo-47JYH—573_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdci3

Ambient temperature

Sample #35, Operator: walkup2
File: JYM-573_Proton_01
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

width 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340044 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

7.273

2.948
2.946
2.935
2.928
2.918
2.916
2.848
2.846
2.836
2.829
2.816
2.353
2.3833
2.256
2.201

_
=
\

2.174
2.142

0.000

R
20.87
21.21

L
26.8B.D6 60
28.08549

10



JYM-573-C

Sample: JYM-573-C
Sample ID: s_41_JYM-573-C_koo-4_20130730_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-573-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #419 Opera®vor: walkup2

File: JYM-573-Cor&rbon_01

VNMRS-400 _"400MR'™
® o

- -

1./000 sec

s

77.299
76.980
76.660
—37.450
—29.545
23.641
-1.515
-1.530

o~

Relax. delpy
Pulse 45.0| degr
Acq. time [1.300 |sec

Width 24509.8 H

512 repetitions

OBSERVE C1B, 100.5886344 MHz
DECOUPLE H{L, 40Q|. 0360169 MHz
Power 42 d

continuousfly on

WALTZ-16 mpdulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

/[—
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JYM-604

Sample: JYM-604

Samplie ID:

s_40_JYM-604_koo-4_20130422_01

File: /home/walkup2/vnmrsys/data/koo-4/JYM-604_Proton_01.fid

Pulse Sequence:

s2pul

Solvent: cdcl13
Ambient temperature

4.375
2.384

[ _4.357
4.321

\—4.338

1.603
1.385
1.367
\—1.350

/=

Sample #40, Operator: walkup2 ~uwn~ © ©
File: JYM-604_Proton_01 85 o3
VNMRS-400 "400MR" ~ oo
Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.049 sec
width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340068 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
7
T T T T | T T T T | T T T T ] T T T T l
9 8 7 6
yo B
0.18 0.87

-0.000



JYM-604-C

Sample: JYM-604-C
Sample ID: s_45_JYM-604-C_koo-4_20130423_01

File: /home /walkup2/vnmrsys/data/koo-4/JYM-604-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature
Sample #45, Operator: walkup2
File: JYM-604-C_Carbon_01
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886383 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

—158.796
—156.982

EtO,C ’ﬂ\

O

143.151

119.140

108.291

77.312
76.993
76.673

-
—

60.626

—14.300

\—13.913

||1|||||]|v||||||v||s|5[|||1|||r||xx|r|||||1||||||11||\|||||.|:|||r|
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Sample: MD-313-4
Sample ID: s_49_MD-313-4_ko0-4_20140703_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-313-4_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature K
Sample #49, Operator: walkup2
File: MD-313-4_Proton_01
VNMRS-400 "400MR"

-

-l

™

< <

Relax. delay 1.000 sec Wr

7.610
7.601
7.262
6.762
6.753
2.518
0.001

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6830.6 Hz

8 repetitions
OBSERVE H1, 400.0340091 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

EIOZC/@\

S

14



Sample: MD-313-4-C
Sample ID: s_40_MD-313-4-C_ko0-4_20140703_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-313-4-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature J
Sample #40, Operator: walkup2
File: MD-313-4-C_Carbon_01
VNMRS-400 '"400MR"

131.385
77.318
76.998
76.686
60.869

—15.733
—14.342

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

width 24509.8 Hz

256 repetitions
OBSERVE C13, 100.5886325 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 9 min, 51 sec

-
A

162.297
147 .715
—133.661
—126.262

coc A~

LANLINL LN L L L L L N L 0 i  LL H
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JYM-461

Sample: JYM-461
Sample ID: s_37_JYM-461_koo-4_20130124_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-461_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #37, Operator: walkup2 g o 855 wod Py DDT AT DN O
File: JYM-461_Proton_01 S & 833 ER oA opS oRBrasS
- h . d g % aan 0 E Rt A A
Relax. delay 1.000 sec LJ L\\\
Pulse 45.0 degrees
Acqg. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340093 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
/Q\COZEt
H
9
S
T T T T ‘ T T T T [ T T T T | T T T T [ T T T T I T T T T l T T T T ‘ T T T T
11 10 9 8 7 6 5 4
—_ e - e
2.43 2.00




JYM-469

Sample: JYM-469
Sample ID: s_41_JYM-469_koo-4_20130129_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-469_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature

5.991
5.990

5.613
4.226
2.180
2.174
1.558
1.297
1.279
1.261
0.000

[ _4.208
4.173

—

4,190

—

Sample #41, Operator: walkup2 N o@owL N O XN DA N AN ND = — @
File: JYM-469_Proton_o1 288N ERRI22888a 2
VNMRS-400 "400MR" R R
Relax. delay 1.000 sec L
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340103 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
//i;;&\COZEt
]
Bn 10
J
T T T T | T T T T I T T T T | T T T T l
9 8 7 6
Y Y
©.03834.13

21099.94 2.0



JYM-469-C
Sample: JYM-4639-C

Sample ID: s_44_JYM-469-C_koo-4_20130129_01

File: s/home/walkup2/vnmrsys/data/koo-4,/JYM-469-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature
Sample #44, Operator: walku
File: JYM-469-C_Carbon_01
VNMRS-400 "400MR"™

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886395 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

N

/ﬂ\COZEt

Bn 19

—138.306
137.086

126.832
125.732
121.813

128.550
128.520
—117.760

=

108.153

77.308
76.996
76.676

-/
-

59.506

47 .988

—14.325

—12.525

LI L B B B L L R B B N B |

180 160

T T
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140
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L B B |

20

T T

ppn

18



JYM-688

Sample: JYM-688
Sample ID: s_43_JYM-688_koo-4_20130628_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-688_Proton_01.fid
Pulse Sequence: s2pul
Solvent: cdcl13

Ambient temperature N 1
Sample #43, Operator: walkup2 2 22 =23 eooYsy TR PR LR RS S b E AR
File: JYH'Ggs_P“O&O"_Ul ~ o © © © NNNNN N MANCOOOLOOOOOOOTNMNMNNMMM®MD DD
VNMRS-400  "“400MR ~ oo w o seceow PN N e e o g i b S b - O O
Relax. delay 1.000 sec LJ
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340105 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
/Q\COZEt
]
Bu 11
L

T T T T | T T T T | T T T T l T T T T I T T T | |' T T T T I T T T T ‘ T T T T I

9 8 7 6 4 3 2 1 o] ¢

- ! — o — —
0.08 1.05 0.14 3.07 4.03
1.00 4.91 3.55 6.58
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JYM-688-C
Sample: JYM-688-C

Sample ID: s_45_JYM-688-C_koo-4_20130628_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-688-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature

Sample #45, Operator: walkupg

File: JYM-688-C_Carbon_01 o

VNMRS-400 "400MR" -
©w
-4

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

218 repetitions
OBSERVE C13, 100.5886350 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 8 min, 23 sec

136.208

/@\COZEt

121.203
117.432

107.647
77.315
77.003

/—

\_76.683

wn <« L - o~
© w < N N
5} 3 ~ o o~
o < [l o T ™
w < Ll o~ —

—

\__12.495

Bu 11
MWWWMWMW
rtrrrrrrrrrrryrrrrrrrryrrr|rrrryrrr oy rrrryyrrrrrrrr [ rrrr[rrr o e et
180 160 140 120 100 80 60 40 20 pp!
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Sample: MD-J-12
Sample ID: s_46_MD-J-12_koo-4_20140530_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-J-12_Proton_03.fid

Pulse Sequence: s2pul

Solvent: cdci3

Ambient temperature
Sample #46, Operator: walkup2
File: MD-J-12_Proton_03
VNMRS-400 "400MR"

.7.262
6.940
6.930

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

width 6830.6 Hz

8 repetitions
OBSERVE H1, 400.0340091 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

—

CO, Et

o
_ N—(CH,);0H

.5.937
5.927

4.449
4.432
4.416
4.289
4.271
4,253
4.235

/e
N\

3.582
3.569
3.556

2.964

2.289
2.256

0.000

12
T T T T | T T T T I T T T T ‘ T T T T l T T T I T T I T T ‘ T T I
9 8 7 6 4 3 2 pp
v w s o - Le o o
1.00 2.60 2.51 3.57 3.47
1.03 2.34 1.08 2.63
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Sample: MD-J-12
Sample ID: s_46_MD-J-12_koo-4_20140603_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-J-12_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13 .
Ambient temperature J
Sample #46, Operator: walkup2
File: MD-J-12_Carbon_01
VNMRS-400 "400MR"

162.005
121.464
118.051
108.272
77.323
77.004
76.684

/_
—

136.998

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886342 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

—41.207
—33.763

—14.377
—12.496

—59.856
— 58.711

CO, Et

-
— N—(CH,);0H
12

LRI L L L L L L L L L L L L B L L O N L O O B B B B

200 180 160 140 120 100 80 60 40 20 ppr
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JYM-699

Sample: JYM-699
Sample ID: s_45_JYM-699_koo-4_20130702_01
File: /home/walkup2/vnmrsys/data/koo-4,/3JYM-699_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature

5.936

5.192

5.189
5.187

-

4.309

_/—4.291

4.255

=\—4.273

2.347
2.261
2.255
2.251
2.249

1.577
1.359
1.341
—1.323

P

Sample #45, Operator: walkup2 b g ©
File: JYM-699_Proton_01 & oS3 >
VNMRS-400 "400MR" ~ © o -
Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340103 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

CO, Et
—
N—CH,C=CH
==
13
T T T T ' T T T T I T T T T ] T T T T I
9 8 7 6
H—J
0.31 1.00
0.96

0.000



JYM-699-C

Sample: JYM-699-C
Sample ID: s_42_JYM-699-C_koo-4_20130702_01
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-699-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

ann

a

Sample #42, Operator: walkup2 o o o~ 0 N» O SN~ © foid © o o N
File: JYM-699-C_Carbon_01 ? N a9 Q °eS3x a p4 a8 K~
VNMRS-400  "400MR" - © -~ © BNN G o o < <o -

:F ‘3 : : 3 ~ o~~~ W & vql -—j- i

7
/—

Relax. delay 1.000 sec L\L//J

Pulse 45.0 degrees

Acqg. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886361 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

CO, Et
—

N—-CH,C=CH
==

13

LIt I L L L L B L L L L L D L L L L O N I L L L L L L L L DL B |

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



JYM-466

Sample: JYM-466
Sample ID: s_42_JYM-466_koo-4_20130128_01
File: /home/walkup2/vnmrsys/data/koo 47JYM-466_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #42, Operator: wadiug@= ¥ 2T 2B S NZBIISTE8S538385 2823 g 29833298 =
File: JYN 45‘3.5 Proton 01vvvvvvvvvvvvvvNNNNNN—u—noooc -“ooco = WWDWW - =)
" . . e . (A AN e e . AT N .
Relax. delay 1.000 sec I LJ LJ/J
Pulse 45.0 degrees
Acgqg. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340095 MHZz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
CO,Et
—
N
==
14
J o e . -
T T T T I T T T T ] T T T T [ T T T T I T T T T [ T T T T I T T T T I T T T | T T T T I
9 8 7 6 3 2 1 pp!
oy W E L Y B
2.86 0.89 2.00 0.51
1.74 0.92 3.20 3.03
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JYM-466-C

Sampie: JYH-466-C
Sample ID: s_43_JYM-466-C_koo-4_20130829_01
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-466-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #43, Operator: walkup2
File: JYM-466-C_Carbon_01
VNMRS-400 "400MR"

160.359
139.270
137.337
127.982
77.283
76.964
76.644
59.348

127.707

-
\_
\_123.550

128.607
—117.669
107.950
—14.070
—12.873

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

256 repetitions
OBSERVE C13, 100.5886442 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 9 min, 51 sec

A
——

| L ¢

LRI NN L L L L L L LN L L L L L L L L L L L L L L I L B B

220 200 180 160 140 120 100 80 60 40 20 0 pp
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Sample: MD-J-15
Sample ID: s_47_MD-J-15_koo0-4_20140527_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-J-15_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #47, Operator: walk
File: MD-J215_Proton_01 YRameggmanoesan s P-4 o N oo~ 2
VNMRS-400 "400MR" nRRRRRANeeaooeeS e< e < woanan <
NARANANMNNMNNMANNMNRNMNOOO O OO w o T T T ~N -l - - Q‘
)
Relax. delay 1.000 sec \ J NP
Pulse 45.0 degrees .
Acq. time 2.049 sec
Width 6830.6 Hz
8 repetitions
OBSERVE  H1, 400.0340098 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
CO, Et
—
N |
=
15
T T T T I T T T T | T T T T ] T T T T | T I T T T T ] T T T T ] T T T T ' T T T T I
9 8 7 6 4 3 2 1 pI
et L o [ W B
2.00 .08 2.18 1.33
0.96 0.99 3.49 3.38
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Sample: MD-J-15
Sample ID: s_47_MD-J-15_ko0-4_20140603_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-J-15_Carbon_02.fid

Pulse Sequence: s2pul

Solvent: cdci13

Ambient temperature
Sample #47, Operator: walkup2
File: MD-J-15_Carbon_02
VNMRS-400 "400MR"

160.378
139.051
—137.944

\-137.282

—129.734

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec -
Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886348 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

123.532

118.022

108.400

93.602

77.310
76.998

\_76.678

/—

59.612
—14.201
—12.944

PR T L R T T IR R P A

LALENL L L L L L L L L L L L L L O L L L L L L L L I O L O O L O O B

200 180 160 140

120

100

80

60 40 20 ppn
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JYM-694

Sample: JYM-694
Sample ID: s_43_JYM-694_koo-4_20130702_01
File: /home/walkup2/vnmrsys/data/koo-4/3YM-694_Proton_01.fid

Pulse Sequence: s2pul
Solvent: cdci3

Amhient temperature

Sample #43, Operator: walkup2 NNONHO-HON m < - < © oMo w © ~ ~o o NN O
File: JYM-éstl_Prolt'on_Ol «283533883 38 322588 53 br a1 2383
- " e e e v e . e e . APt . . A o

Relax. delay 1.000 sec ’ ///J J |

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340097 MHZz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

CO,Et
-
N OMe
==
16
_ .
T T T T I T T T T ] T T T T I T T T T | T T T T ] T T T T | T T | T T T [
9 8 7 6 5 a4 2 1 pp
! E o o e
0.620.96 0.98 3.29 1.63
2.0D.05 2.10 3.19 3.18
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JYM-694-C

Sample: JYM-694-C
Sample ID: s_33_JYM-694-C_koo-4_20130703_01

File: /home/walkup2/vnmrsys/data/koo-4/JYM-694-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature
Sample #33, Operator: walku
File: JYM-694-C_Carbon_01
VNMRS-400 "400MR"

160.46%
159.071

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886384 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

——137.744

131.989

128.650

123.571

—117.526
—113.830

—107.762

77.319
76.999
76.680

-
\__

—59.369
—55.331
—14.210

L

—12.893

Y-~

LA AN L S N L L N L L N L [ L O O L N I L N L L L L L L L L LB L

180 160

140

120

100

80

60 40 20

pp
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JYM-726

Sample: JYM-726
Sample ID: s_47_JYM-726_koo-4_20130715_01
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-726_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #47, Operator: wa EMLN NNNOMT » o N T ©W0®TOO D WW NNWLNNT O o
File: JYM-726_Proton 01 g¥Ecee 25ces = bea83385883 eSS Banmalds S
VNMRS-400 “400MR BODDNN NN NN © o TeTTTTTITT T P e L L L =
Relax. delay 1.000 sec A/JH/J L# H HJ LH L\E:Equ\EgjiﬁLJ LJ Li\L:II\l/
Puise 45.0 degrees N

Acq. time 2.049 sec |
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340093 MH
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec

CO,Et CO,Et

Cal
N
==
17
T T T T | T T T T | T T T T i T T T T | T T T | | T T T | |
9 8 7 6 4 2 1 g
ooy e e e e o
1.00 1.09 0.99 .13 1.20 3.28
0.87 0.94 2.26 6.52 3.50
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JYM-726-C
Sample: JYM-726-C

Sample ID: s_44_JYM-726-C_koo-4_20130716_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-726-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature
Sample #44, Operator: walkup2
File: JYM-726-C_Carbon_01
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886371 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

CO,Et

165.836

CO,Et

17

—160.251

138.746

—141.743
—136.597

130.396
129.555
129.065

—

=

128.990

\__123.071
—117.792

—108.378

77.310
76.990
76.678

/—
A

—60.988
+-59.478

17.383
14.245
—14.104
\__12.579

—
—

LR L I L 0 [ N I B L [ O I L I N L L L O B |

220 200 180

160

140

120

100

80

60

40

20
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JYM-690
Sample: JYM-690

Sample ID: s_44_JYM-690_koo-4_20130628_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-690_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #44, Operator: walkup2 ToTW!w < S NWw N bl © ~oo =3

File: JYM-630_Proton_01 a8ss 85 naeds S o 285 =

VNMRS-400 "400MR" NN~ ce cece o o adn K
J

Relax. delay 1.000 sec LH HJ LH L\SQ/J ’ L\LJ

Puise 45.0 degrees Il

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340105 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 0 min, 31 sec

CO,Et
T S
N N
= —
18 EtO,C
T T T T ] T T T T ] T T I T T T [ T T T T | T T T T [ T T T T I T T T T ] T T T T | T T T T I
9 8 7 6 5 4 3 2 1 ppi
i ! L ! ! -
2.13 1.06 3.44 3.29
1.00 2.23 0.86
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JYM-690-C

Sample: JYM-690-C
Sample ID: s_46_JYM-690-C_koo-4_20130628_01

File: /home/wa]kup2/vnmrsys/data/koo—4/JVM-GSO-C_Carbo1_01‘fid

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature
Sample #46, Operator: walkup®
File: JYM-690-C_Carbon_01 &
VNMRS-400 "400MR"

160.3
139.031
128 205

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

218 repetitions

OBSERVE C13, 100.5886361 MHz
DECOUPLE H1, 400.0360169 MHZ
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 8 min, 23 sec

CO,Et

/ \
P

éz)
\ /

18 EtO,C

123.780
118.188

108.343
77.320
77.000
76.680
59.548

/—
—

—14.218
+13.080

i o T e A

LIRS L L R B L B O B B B B B

180 160 140

T T T T T

120

LIS L B N O N N O L N L L O L L O B L L L B

100 80 60 40 20 ppn
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JYM-695-1

Sample: JYM-695-1
Sample ID: s_44_JYM-695-1_koo-4_20130702_01

File: /home/walkup2/vnmrsys/data/koo-4/JYM-695-1_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature

Sample #44, Operator: walkugio s oo ooy nen -} S2eNSTINSs © auS23as Loy Q3
File: JYM-G?'S-I_P::OtOn_Ol wCoenTITITNNnNooSS == NOMOANNH—AHO O < vvvmuﬂg DaNANNaN s3S
Relax. delay 1.000 sec L\///J /J L//J
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340093 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
CO,Et
Cal
N
S
19 CH,OH
— T T T T T T T T T T T — L e T AL T T T T
9 8 7 6 4 2 pp!
! o et Ly - P L e s e
0.941.02 0.94 2.21 0.970.25 1.12 0.21
1.00 1.82 2.21 0.56 0.26 3.25 3.20

35



JYM-695-1-C
Sample: JYM-695-1-C

Sample ID: s_41_JYM-695-1-C_koo-4_20130702_01

File: /home/walkup2/vnmrsys/data/koo-4/JYM-695-1-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3

Ambient temperature

Sample #41, Operator: walkup2
File: JYM-695-1-C_Carbon_01
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886436 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

—161.198

CO,Et

-

N
S

19" CH,OH

138.540
137.797
\_137.246

/_

129.052
129.000
128.204
127.803
123.490
\118.069

c
=

—108.328

77.318
77.000
76.680

-
A

60.730
59.770

—

— \_-58.090

40.325

21.527

14.061
13.957

\_12.619

-1.882
-1.889

f—

220 200 180 160

140

120

100

80

60

40

20
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JYM-703

Sample: JYM-703
Sample ID: s_40_JYM-703_koo-4_20130704_01
File: /home/wa]kup2/vnmrsys/data/koo 47JYM- 703_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature

Sample #40, Operator: walkp2 DN O O NON AR T O OO NN M N = M N WD

File: avM-703 Proton 01 G5 SSS 555513225533 58Ra88R
" " c e e e e . . . RN

VNMRS-400 400MR mv\munr\m:\mnr\r\r\r\r\r\nr\wcwwm

(D
Relax. delay 1.000 sec Ll§Q>\
Pulse 45.0 degrees

Acq. time 2.049 sec
Width 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340093 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536

Total time 0 min, 31 sec

o

o

- [

8 1.05

4.112
4.108
4.094
4.091
4.076
4.073
4.058
4.055
2.171
—1.965
—1.452
1.130
1.112
1.094
0.000

T

_  1.581

-/

__4§
=




JYM-703-C

Sample: JYM-703-C
Sample ID: s_46_JYM-703-C_Koo-4_20130708_01
File: /home/walkup2/vnmrsys/data/Koo-4/JYM-703-C_Carbon_01.

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #46, Operator:cwalkup2 N © MON® T WA
File: JYM-703-CiCarbo® 01 ce &L3228383
VNMRS-400 “40QMR" ; N e me e NS

o n " m NANNNNN-

el - - - R R B B B B I ]
Relax. delay 1000 se J
Pulse 45.0 deglees A
Acq. time 1.300 sec

Width 24509.8 Kz

128 repetition
OBSERVE C13, 100.5886358 MHz
DECOUPLE H1, 490.0360169 MHz
Power 42 dB

continuously o

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

CO,Et

20 NHBoc

LA L L L O L L N N B B B B s

160 140 120

109.059
80.869
77.315
77.003
59.744
28.170
13.997
12.465

\—76.683

/-




JYM-503
Sample: JYM-503

Sample ID: s_42_JYM-503_koo-4_20130227_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-503_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature
Sample #42, Operator: wal
File: JYM-503_Proton_01
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 2.049 sec

Width 6830.6 Hz

8 repetitions

OBSERVE H1, 400.0340066 Mjz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

EtOZC—O—

7.477

- \—-7.455

7.268
4.564

_/—4.546

4.510
2.823
1.958

0.000

=\\—4.528

T T T T | T T T T I T T T I T T T T I T T T T I T T T T | T T T T i T T T T | T T T T ’ T T T 17"7
9 8 7 6 5 4 3 2 1 pp
L Bl L oo e oy v
1.79 0.26 0.88 0.54 0.33 6.01 0.1S
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JYM-503-c

Sample: JYM-503-c
Sample ID: s_44_JYM-503-c_ko0-4_20130227_01
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-503-c_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3

Ambient temperature

Sample #44, Operator: walkup2
File: JYM-503-c_Carbon_01
VNMRS-400 '"400MR" .

164.339

162.480
e
\__76.684

149.906
62.429
——22.505
—14.228

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acgqg. time 1.300 sec

Width 24509.8 Hz

512 repetitions

OBSERVE C13, 100.5886335 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

—127.420
127.137

eo,c—{ y—

LN L L L L L L L L L L L L L L L L I B LB

220 200 180 160 140 120 100 80 60 40 20 0
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Sample: MD-J-22
Sample ID: s_45_MD-J-22_koo0-4_20140604_01
File: shome/walkup2/vnmrsys/data/koo-4/MD-J-22_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature
Sample #45, Operator: walkup2

<

File: MD-J-22_Proton_01 e m RO RRbpnoY® BnIT D Ta S ~ =3
VNMRS-400 "400MR" mmEtaoaaaadt qaaaq N o < e e
L S I S S A A T ) -7 -7 - nww T o~ -t oo
Relax. delay 1.000 sec J
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6830.6 Hz
8 repetitions
OBSERVE H1, 400.0340091 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
O
—
N
=
22
N J A
T T T T | T T T T l T T T T ] T T T T T I T T ‘ T T T T ] T T T T |
9 8 7 5 2 1 PP
oy v — L o
2.09 0.92 3.03 1.89
.17 1.00 3.583
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Sample: MD-J-22
Sample ID: s_50_MD-J-22_koo-4_20140604_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-J-22_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature J
Sample #50, Operator: walkup2
File: MD-J-22_Carbon_01
VNMRS-400 "400MR"

162.401
135.230
125.109
124.425

137.594
77.318
76.998
76.678

—67.487
14.335

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec -
Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886355 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

—129.935
—127.095

120.491
—111.680

=

-
-
-

U
/-

/ \

22

vlllllil]IIII||l|||IIlll'I|I||||II|IIXT|IIII|!IYI]II|I|I|II]I|I||IIII[llll'Tll||llIY'II1I'|III|||lll]l|ll|l|II|I|II|I
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JYM-717
Sample: JYM-717

Sample ID: s_43_JYM-717_koo-4_20130709_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-717_Proton_01.fid

Pulse Sequence: s2pul

Solvent: dmso
Ambient temperature
Sample #43, Operator: walkupzv

File:
VNMRS-

JYM- 717 _Proton_01
400 "400MR"

11.14

8.076
8.055
7.288
7.283
7.268
7.263
7.242
7.241
7.223
7.165
7.161 .
7.144
7.140
7.127
7.123
6.944
6.935
6.415
6.406
5.720

3.482
3.413
3.363
3.354
3.311
ST26T
3.210
3 183
3 170
3 140
2.971
2 834
2.783
2.519
2.472
2.467
2.463
2.417
2.296
2.050
1.071

1.054
1.036

Relax. delay 1.000 sec L\\J?
Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0359168 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

(X
N o
H
23
1 . L 1 i
|
T T T T I T T T T I T T T T ' T T T T I T T T T I T T T T ] T T T T ' T T T T ] T T T T | T T T T ] T T T T I T T T T | T T T T | T T T
13 12 11 10 9 8 7 6 5 4 3 2 1
(- o L e ‘H o e
0.97 1.810.87 0.10 4.52 0.31
1.00 0.94 2.77 0.25



JYM=-717-C

Sample: JYM-717-C
Sample ID: s_46_JYM-717-C_koo-4_20130709_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-717-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: dmso

Ambient temperature

Sample #46, Operator: walkup2
File: JYM-717-C_Carbon_01
VNMRS-400 "400MR"

131.475
129.370
122.388

—116.774

-
-

116.350
114.231

124.604
111.100

.
f—
//:L124 247
N .

155.017
125.325

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

wWidth 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5891350 MHz
DECOUPLE H1, 400.0379170 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

40.324
40.116
39.908
20 200
39.491
39.276
39.068

A

17.228

-6.634
-6.664

/=

NI LA AN LN L L L L L L L L L L L L L L L L L L L L L L 0 L L L L L L B LY L L

220 200 180 160 140 120

100

80

60

40

20

0
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JYM-674

Sample: JYM-674
Sample ID: s_40_JYM-674_koo-4_20130614_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-674_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

ELARALIE Tt e A S o R R EEEE PR R R R e e R I S E F R RS E R §
File: JYM-GI' I.Mﬁgmmmmmvvvvvvmmmmmww NHAAAAAAAAAAAAOOOCOOONOWMINTTNNNNTNAOLLNNHAHNOO OO
Relax. dela

Pulse 45.0 deg

Acq. time 2.049 s

Width 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340080 M

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

(0] NO, (o] NO,
o OH
24
Jll J
T T T T | T T T T ' T T T T I T T T T | l T T T T ] T T T T | T T T T ] T T T T I T T T T I
9 8 7 6 5 4 3 2 1 pp
L L gt ooy v L
0.87 1.13 2.400.36 1.20 0.48 3.01
0.15 1.97 1.00 1.21 2.90 0.92 0.54
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JYM-639-C

Sample: JYM-639-C
Sample ID: s_34_JYM-639-C_koo-4_20130718_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-639-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature
Sample #34, Operator: walkup2
File: JYM-639xC_Carbon_01
VNMRS-400 "400MR"

o

172.634

168.604
148.951

135.595

133.588

/—133.327
/—133.261
———\_132.718
126.769

125.096

124.293

~N

Relax. delay [L.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886384 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

\__128.055

=

——129.267

EtO EtO

24

97.285

77.312
77.000
76.680

—

=

61.555
60.536

\_59.607

—

—29.580

\28.189

,—31.223

18.887

13.897

LINLINL L LLL LLL LLL LL NLL L L  LL  L L LJ

220 200 180 160 140 120

100

80

60

40

20

0
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Sample: MD-310
Sample ID: s_42_MD-310_koo-4_20140623_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-310_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature
Sample #42, Operator: wal

kg2
File: MD-310_Proton_ 01 oo BHAO oSS ao huoDe hud® b4
VNMRS-400 "300MR" nToeeennYaad A wes" <

o © NN T T - - o
Relax. delay 1.000 sec / QY L
Pulse 45.0 degrees
Acq. time 2.049 sec -
width 6830.6 Hz
8 repetitions
OBSERVE  H1, 400.0340081 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec

(0] NO,
EtO
(@)
25
e L . A J AL JL
T T T T I T T T T | T T T T | T T T T T T T T T T | T T T T I
9 8 7 1 pp
ey e ]
1.00 1.11 2.40 2.12
1.18 1.14 2.41 3.52
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Sample: MD-310

Sample ID: s_49_MD-310_koo-4_20140623_01

File: /home/walkup2/vnmrsys/data/koo-4/MD-310_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature

Sample #49, Operatorg walkup2

File: MD-310_Carbon_61
VNMRS-400 "Z00MR"

o

©
Relax. delay 1.000 Tec

Puise 45.0 degrees
Acq. time 1.300 sec
width 24509.8 Hz
256 repetitions

OBSERVE C13, 100.5886345 MHz

DECOUPLE
Power 42 dB
continuously on
WALTZ-16 modulated

DATA PROCESSING
Line broadening 0.5 Hz

FT size 65536

Total time 9 min, 51 sec

H1, 400.0360169 MHz

EtO

160.477

25

NO,

133.908
133.723
129.0S3

128.926

C
~

-125.469

62.887

44.408

13.950

AL LI L L L L L L L L L L L L L L L L L L L L L L L L [ O L O L L L B |

200

180

160

140

120

100

80

60

40

20

ppt
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Samplie: MD-305
Sample ID: s_41_MD-305_koo-4_20140613_01

File: /home/walkup2/vnmrsys/data/koo-4/MD-305_Proton_02.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature
Sample #41, Operator: walkpypl

=

4.199
4.066
3.820
3.784
3.751
3.715

2.246

—1.563
1.298
1.279
1.262

/_
A

0.000

File: MD-305_Proton_ 02 Oo-®ooad®s~e PInS23
VNMRS-400 "300MR" RRITEIITo00q ayNaay
NANANMNNMNNANNNMNNNNNN T T T T
Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.049 sec -
Width 6830.6 Hz
8 repetitions
OBSERVE H1, 400.0340087 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
O NO,
OH
EtO
O
26
- - 1,&
T T T T I T T T T [ T T T T I T T l
9 8 7 4
e . el
1.00 2.23 0.94
1.19 2.
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JYM-657-C

Sample: JYM-657-C
Sample ID: s_41_JYM-657-C_koo-4_20130607_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-657-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature
Sample #41, erator: walkup2
File: JYM-65%-C_Carbon_01
VNMRS-400 "ﬁpOMR“

o

170.210
151.115
133.008
132.198
—129.208
77.000
76.680
63.280
35.551
24.747
13.861

\__128.115
__83.603
77.320

N

Relax. delay| 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886368 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

\—124.605

-
a
A

o NO,
OH

EtO

26

v|||vn|1||||||||||x||||||||||l|:||||||ll|||vn||||;|||||r||||||||||1]|vr||||||||||||'|||||1r|'|||V||vv|]|:|||vr|xr

220 200 180 160 140 120 100 80 60 40 20 0
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JYM-649-1

Sample: JYM-649-1
Sample ID: s_45_JYM-649-1_koo-4_20130515_02
File: shome/walkup2/vnmrsys/data/koo-4/JYM-649-1_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #45, Operator: walk POTNNNNONNRAOHAOITHNO0ONS « enomn ®r~ oo =
File: JyM-649-1_Proton_01 EP.%::&s::zgz;::wmz:zzm S SS58 hag= 2
VNMRS-400  "400MR NP PP P PR RN w ceew e S
Relax. delay 1.000 sec LJ Ll/J

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340132 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 0 min, 31 sec

mcoza
N
H 27
A I L i
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 I
11 10 9 8 7 6 5 1 ppn
! R ] W o
6.96 .3922 0.39 2.30
8.298.8682 18.29 28.38
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JYM-649-1-C

Sample: JYM-649-1-C
Sample ID: s_46_JYM-649-1-C_Koo-4_20130725_01

File: /home/walkup2/vnmrsys/data/Koo—4/JYM:649-1—C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature
Sample #46, Operator: walkup2
File: JYM-649-1-C_Carbon_01
VNMRS-400 "400MR"™

162.224

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886383 MHz
DECOUPLE H1, 400.0360163 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, S6 sec

Z

@COZB

27

T

136.912

—127.424
—125.252
—122.531
—120.694

—111.897
—108.603

77.312
77.000
76.680

a
A

61.035

14.344

200 180 160

140

120

100

52



JYM-715

Sample: JYM-715
Sample ID:
File:

Pulse Sequence:

Solvent: cdcl13
Ambient temperature

s2pul

s_46_JYM-715_koo-4_
/home/walkup2/vnmrsys/data/koo-4/JYM-715_Proton_01.fid

20130709_01

Sanple #96, Operator: walkupz NS STeTREoTSSsasLesconupTEBRIpeyesISsasSeIcesNozerdugnaTs enaReTens
File: J -7'1IS_PI‘O‘It;On_01 cowmm—c—c—1-c---c-c-cmmmmNv<rvooN—1-c—c-cH.-qv-n-t‘-1vc-c-c-cggc::nm;mgnngmgvggzgﬁzg;ggﬁg:zgaggg
Relax. delay 1.000 sec L\\ J

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340072 MHz

DATA PROGESSING

Line brgadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

o NO, (6] NO,
(6] CO,Et OH CO,Et
28
T T T T l T T T T | T T T T 'I T T T T l T T T T I T T T T I T T T T I T T T T | T T T T | T T T T I T T T T | T T T T | T T T T ' T T T I[
13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
Y vy v oy o e Yoy g
0.15 0.160.59 0.24 2.41 0.98 0.01.%66 2.82 0.883.15
0.72 0.48 1.00.37 2.50.500 06.42 0.73 3.600.76

53



JYM-715-C

Sample: JYM-715-C
Sample ID: s_46_JYM-715-C_koo-4_20130726_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-715-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature

Sample #46 p-Operator: walkup2
File: JYM-XJ5-C_Carbon_01
VNMRS-400 %400MR"

o

164.402

\164.186
148.980
140.383
138.168
133.111
125.378

N

Relax. delay 1.000 sec

Pulse 45.0'degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886377 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 4 min, 56 sec

—168.321
——130.769

\129.653

—126.106

/—
/—

o} NO, (0] NO,
6} CO,Et OH CO,Et
8

2

96.831

77.319
76.999
76.679

-

\—

61.762
61.636

60.677
59.398

\—

—31.111

—29.542

\28.553
T —-25.058

18.923

—14.164
-13.912

W

LA L L L L L L L O L L L I L I L L L L L L O B O

200 180 160 140 120

100

80

60

40

20

ppr
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JYM-718
Sample: JYM-718

Sample ID: s_42_JYM-718_koo-4_20130710_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-718_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #42, Operator: walkup2 S8 oR G eSS 22822 83283 282335388820 3328583328385 23
File: JYM—7&3_PI’OEOH_01 ORLLIININNNNNNNT T NN S @D CITTTTTTTMMO® NNHOTTTTITTTONN s
Relax. delay 1.000 sec L\\{//J

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340082 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

EtO,C. EtO,C.
(0] OH
OEt = OEt
NO, (0] NO O
29 2
T T T T | T T T T | T T T I T T T ' T T [ T T T T I T T T T T T T I—[ﬁ
11 10 9 7 5 4 ppn
vy e L R ! B
0.77 0.36 1.00 2.03 0.62 7.66
.3a. 0.68 5.22 2.24
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JYM-723-C
Sample: JYM-723-C

Sample ID: s_49_JYM-723-C_koo-4_20130717_01
File: shome/walkup2/vnmrsys/data/koo-4/JYM-723-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcli3
Ambient temperature

Sample #49, Operator: galkupz

File: JYM-723-C_Carbony01
VNMRS-400 "400MR" ©
©

-
Relax. delay 1.000 se
Pulse 45.0 degrees
Acq. time 1.300 sec
Width 24509.8 Hz
128 repetitions

OBSERVE C13, 100.5886355 MHz
DECOUPLE H1, 400.0360169 MHz

Power 42 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 4 min, 56 sec

165.227
164.349
164.156

— \_160.185

—

134.233

133.981
126.433

148.191
142.941
133.691
133.579
132.902
132.300
131.668
—129.958
126.151
125.563
125.452

/
I~

102.370

77.318
76.998
76.679

/—
(-

63.442
63.041
61.918
61.755
59.434

-
s

44.429

31.155
29.579

14.201
14.067
13.911
-0.812
-1.623
-1.638
-1.652
-1.667

r
I

EtO,C o Et0,C o
OFt N__OEt
No, . O NO, o}
L L A AL e L
220 200 180 160 140 120 100 80 60 40 20 (
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JYM-722
Sample: JYM-722

Sample ID: s_46_JYM-722_koo-4_20130711_01

File: /home/walkup2/vnmrsys/data/koo 4/JYM 722_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #46, Operator: walkup2 © ©=HOOW®W®DONT TOADMOWDO NANNNODNAT T OO o
File: JYM-;%Z_ProEon_Ol S 8388 RNREII 2IISSISR SeRRSSIISSISaAS S
Relax. delay 1.000 sec LJ J
Pulse 45.0 degrees
Acq. time 2.049 sec
width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340093 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
mcoza
EtO,C ”
30
T T T T ‘ T T T T l T T T [ T T l T T T | T T T I T T T [ T T T T | T ]
11 10 9 8 5 4 2 1 ppr
- o L e
1.03 . .64 3.12
0.91 1.05 3.82 5.46
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Sample: MD-317-C
Sample ID: s_47_MD-317-C_koo-4_20140627_01
File: shome/walkup2/vnmrsys/data/koo-4/MD-317-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #47, Operator: walkup2
File: MD-317-C_Carbon_01
VNMRS-400 "400MR"

<

77.300
76.988
76.668
14.339
14.324

167.097
161.714

Relax. delay 1.000 sec

Puise 45.0 degrees

Acq. time 1.300 sec -
Width 24509.8 Hz

512 repetitions

OBSERVE C13, 100.5886351 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

—136.052

—130.676
—61.879
\_60.956

/—
A
-

\_130.192
—127.129
—122.169
_121.366
—114.346
—108.241

mcoza
EtO,C N

30

LN DL LN L L L L L L L L L L L L L N I L O N B [ B B B B

220 200 180 160 140 120 100 80 60 40 20 0
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JYM-772-1
Sample: JYM-772-1

Sample ID: s_49_JYM-772-1_koo-4_20130808_01
File: /home/walkup2/vnmrsys/data/koo-4,/3YM-772-1_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature

Sample #49, Operator: walkup2
File: J¥M-772-1_Proton_01
VNMRS—4£0 "400MR"

-

Relax. [delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

Width §410.3 Hz

8 repetjitions

OBSERVE H1, 400.0340078 MHz
DATA PROCESSING

Line brjoadening 0.5 Hz

FT size [65536
Total time 0 min, 31 sec

7.997
7.975
7.890
7.868
7.441
7.436
7.392
7.386
7.370
7.364
7.334
7.329
7.313
7.307
7.264
7.212

h

7.207

4.208
4.200
4.190
4.182
4.172
4.164
4.154
4.150
4.146
4.133
4.115
4.097
3.987
3.973
3.965
3.952
3.869
3.520
3.507
3.486
3.472
3.343
3.822
3.309
3.288
2.303
2.173
2.047
1.584
1.250

s

.

-\

Cl Cl
0. HO
OEt | OEt
NO, NO, o)
31
J LUL.__JLJ
— T T T T T T R B o ST S
12 10 8 6 4 2 -0
- Wy e Wow
0.372 — -0 5 0.8%90 _ 1.14 1.31 3.13 2.40 1.38
1.00 10045 3.10.01 1.33 1.3 3.48
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JYM-772-1-C

Sample: JYM-772-1-C
Samplie ID: s_46_JYM-772-1-C_koo-4_20130808_01
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-772-1-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature
Sample #46, Operator: walkup2
File: JYM-772--C_Carbon_01
VNMRS-400 "40QMR"

o

o
Relax. delay %.000 sec

174.841
172.372
168.357
139.580

139.290
129.407

147 .172
138.018
135.802
133.237
128.202
127.035
126.626
125.942

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886385 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

/
2
=

Cl Cl
HO

OEt | OEt

NO, o] NO, o]
31

96.659

77.310
76.991
76.671

—

\—

61.762
60.676

\59.397

—

31.051
29.467

\_28.418

—

18.945

13.911

LI L B I B B B A LA L B LA L L N O e B

220 200 180 160 140 120

1||1||||’||||||lv||||||v"'|'|’vr||’|7\'1"|'|‘|'rv'1||x\ll]"v'vw[\llT"[

100

80

60

40

20

0
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JYM-776
Sample: JYM-776

Sample ID: s_33_JYM-776_koo-4_20130808_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-776_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #33, Operatpr: walkup? 228822550285 ¢838338388 SI835888532 2R2583598852935832 8
File: JYM-?:I'G_PrOHn_Ol NNAARPOIIITNNNONONND DD ® WYTTTTTNO®M® NEAMTLTTTOMNONNNN A - =
Relax. delay 1.00p sec ﬁj;LJ L\\\
Pulse 45.0 degrees
Acq. time 2.049 sgc
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.p340080 MHz
DATA PROCESSING
Line broadening 0[5 Hz
FT size 65536
Total time 0 min, Bl sec
Cl Cl
O OH
P OEt
NO, NO, o
32
| A
Illllif'rk\ Y’l L |I|Il]"l T T T l T 7 T T T T | T T T T [ T L
11 10 9 8 7 2 1
W Pt — v A
0.14 1.56.00.2.43 _ 0.37 72.724.56
0.820.34 1.46 1.74 3.010.8®.32
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JYM-776-C

Sample: JYM-776-C
Sample ID: s_47_JYM-776-C_koo-4_20130808_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-776-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3

Ambient temperature

Sample #47, Operator: ga]kupz
File: JYM-776-C_Carbony01
VNMRS-400 "400MR" :

165.229
140.274
139.077
131.373
131.053
130.154
77.306
76.986
76.674
44.238
14.070
13.921
-1.144
-2.133
-2.148

+—-129.031
126.934

142.304
133.559
\__127.990
Xms.soa
102.261
/—
_

©
-t
Relax. delay 1.000 seq
Pulse 45.0 degrees
Acq. time 1.300 sec
Width 24509.8 Hz
128 repetitions
OBSERVE C13, 100.5886360 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 4 min, 56 sec

——160.210
,—63.393
—-63.021

f
_//,/:
/=

Cl Cl

O OH
OEt = OEl

NO O NO. o
2 4 2

) o i , N - L o Lo 1
Lk o | " | | ki o | m i ad J " e L |

LI L O L L I O L B |'v'|||||;‘I!'l]ffifl||vw'|"|"|'1rl1x|1<|vv'|||||xy‘||l'1'f1"l‘r'v|i'(’T'|’|'7|'Tv'\||;\vly'r"l—'tl'|1||||4'|'|'\'l

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



JYM-789
Sample: JYM-789

Sample ID: s_44_JYM-789_koo-4_20130816_01
File: shome/walkup2/vnmrsys/data/koo-4,/JYM-789_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature

Sample #44, Operator: walkup2 293237 nNNY 2 PR NbNYNSoNDINS ®BT3X8 S285383 S
File: JYM-7ﬁ9_PI‘O£Oh_01 NNNHAA O ® ™ e v e e i 00 00 0O LD MMM o NI =3
VNMRS-400  "400MR NNNNNNNKN® w TTTTTITTTNNDNOM  NANNN o o I~
)
Relax. delay 1.000 sec C;A/J J,J I L\ Lth
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340078 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
O HO
OEt OEt
NO, 33 O NO,
- 1 R 1 T Y,
T T T T l T T T T l T T T T ] T T T | T T T T T ' T T T T ' T T | T T T T l |
9 8 7 6 4 3 2 1 pp
Wiy B o w B
1.720.37 2.90 0.84 4.64 1.14 3.09
2.3 0.14 1.00 2.25 3.08 1.15 1.17
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JYM-789-C

Sample: JYM-789-C
Sample ID: s_45_JYM-789-C_koo-4_20130821_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-789-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature
Sample #45, Opgerator: walkup2
File: JYM-7891%_Carbon_01
VNMRS-400 "40QMR"
o

129.928
129.891
129.839
129.794
129.147
128.909
128.753
126.024
96.971
77.318
76.998
76.678
61.635
60.565
29.631
29.251
T \—-26.783
18.804
17.436

———17.205
=

130.017
13.903
13.881

174.470
172.625
168.380
151.619
132.047
130.657
///——130.125
/—
-
—

\_59.843

—
jW—

~N

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886385 MHz
DECOUPLE H1, 400.0360163 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

OEt OEt

NO, 33 O NO, 0

LI IR L L L L L L L L L I L L L L L L L L L L L I L B At

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



JYM-791

Sample: JYM-791
Sample ID: s_41_JYM-791_koo-4_20130816_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-791_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature

Sample #41, Operator: walkup2 NMNOMHON®MTID O N T © Do © O O~ wwooowT (=4
File: JYM-791_Proton_01 Socaaaad comaa ERREEN homeN S
VNMRS-400  "400MR" NNNR NN~ cevvw NN o R s
Relax. delay 1.000 sec L/I ) uj
Pulse 45.0 degrees .
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340076 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
(@] OH
OEt = OEt
NO, 34 O NO, O
| l J L " | Jh LLJL "
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 '
9 8 7 6 4 3 2 1 pp
v el o o oy e it Lo
0.12 0.96 0.1 1.76 0.14 0.70 0.63 0.31
0.9a.00 0.11 1.69 2.37.19 2.63
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JYM-791-C

Sample: JYM-791-C
Sample ID: s_50_JYM-791-C_koo-4_20130816_02
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-791-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

samp]e #50 Operator: rwalkup2 [’-3 NOOTNM—M XX © ~ N~ 0 ™ © oo m
File: JYM-791-C_Carbody 01 & 23282323 R by 5 a33S SR8
- " " 0 . e A S e . . L% H 9
o o MMM NNNN ~ Ny~ w < Ll I ) LI
- - L B B B I B I I ]
Relax. delay 1.000 se QP L Q
Pulse 45.0 degrees K‘\J/
Acq. time 1.300 sec
Width 24509.8 Hz
256 repetitions
OBSERVE C13, 100.5886338 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 9 min, 51 sec
(6] OH
OEt / OEt
NO, 34 O NO, (6]
| if
LI L L L L L L L L L L L L L L I L O L L LB LB B
220 200 180 160 140 120 100 80 60 40 20 0
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Sample: MD-J-35
Sample ID: s_42_MD-J-35_ko0-4_20140605_01
File: /home/walkup2/vnmrsys/data/koo-4/MD-J-35_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13 )
Ambient temperature g
Sample #42, Operajor: walkup2

TWHLONONO O - nwNooN (]
File: MD-J-35_Prodon_01 TADLONNON WD TNO® I o hela 283
VNMRS-400 "400MR™ wuaaganeses TEE w - ne s Ses
L}
Relax. delay 1.000 sec LJ

Pulse 45.0 degre€s

Acq. time 2.049 sec -
Width 6830.6 Hz

8 repetitions
OBSERVE H1, 400.0340106 MHz
DATA PROCESSING

Line broadening (.5 Hz

FT size 65536
Total time 0 min, |31 sec

/-

[_
-
\_
\_1.255

CO,Et

ITZ

35

9 8 7 6 S 4 3 2 1 pp!
= w ¥ L e e
1.01 0.89 2.22 2.61
1.00 2.09 3.25 3.29
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Sample: MD-J-35
Sample ID: s_40_MD-J-35_ko00-4_20140605_01

File: /home/walkup2/vnmrsys/data/koo-47MD-J-35_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature

Sample #40, Operator: walkup2
File: MD-J-35_Carbon_01
VNMRS-400 "400MR"

162.157

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec -
Width 24509.8 Hz

512 repetitions

OBSERVE C13, 100.5886331 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

136.644
127.201
127.074
77.320
22 000

—125.527
121.140

——121.014
\_
—

120.196
109.109

CO,Et

Iz

35

76.680

|

60.998

—16.671
—14.403

LANL IR L L L L L L L L L L L L L L L L N L L L L O U I L L N L N L O L L O A L O L B B

200 180 160

140 120 100 80

60

40

20

ppm
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JYM-785

Sample: JYM-785
Sample ID: s_45_JYM-785_koo-4_20130814_01

File: /home/walkup2/vnmrsys/data/koo-4/JYM-785_Proton_02.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #45, Operator: wﬂ g —HN©®©OOTN ONTON—EAOINANNONDOTAONNNOAIAHAOINIDOOMWLNON T o
File: JYM- 785_Proton 0255538 -84 R R e R L L R R R R R B EE R S
Relax. delay 1.000 sec ) J/y
Pulse 45.0 degrees
Acq. time 2.049 sec
width 6410.3 Hz 4
8 repetitions
OBSERVE H1, 400.0340054 z
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
OMe OMe
O HO
OEt | OEt
NO, 36 O NO, O
N L |
T T T T l T T T T I T T T T | T T T T T ] T T T T ‘ T T T T I T T T T | T T l
9 8 7 4 3 2 1 PF
W W e v Y Wiy
1.00 0.55 1.00.12 1.33 0.34 3.47
1.70 2.48.49 1.30 3.31 0.60 0.41



JYM-785-C

Sample: JYM-785-C
Sample ID: s_47_JYM-785-C_koo-4_20130814_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-785-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #47, Ogerator: walkup2 © 1 29 o o a5 %8s 2385 3 o g

File: JYW-785sC_Carbon_01 s g 28 8 S 88 ol PR PR P &K
_ " R 2 g TS 2 2uRe ' e 4 ?

Relax. delay 1.000 sec

Pulse 45.0 degrees | I I L I l L\’J

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886372 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

—127.613
— \—29.056

OMe OMe

OFEt OEt
NO, 45 O NO, o)

LRI LN L LN L LN L L L L L I L I L L L L L L [ L L O L L B o

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



JYM-790
Sample: JYM-790

Sample ID: s_40_JYM-790_koo-4_20130816_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-790_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #40, Operator: wa&lkup2 o oN© o0 o oo N © [ ©oNT© =3
FiTe: avH-330 proton 015 gZE32R8 g3888 2 2338 g
VNMRS-400  “400MR ® © Now®oooo TeeTT o - o
1
Relax. delay 1.000 sec L\\ L
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340068 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
OMe
O
OFEt
NO, 37 O
,J | Iy JNJ At l
T T T T | T T T T [ T T ‘ T T T T ] T T T |
9 8 7 4 pp
Y Wy v L w
0.90 1.02 2.14 3.17
1. 2.22 3.41
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JYM-790-C

Sample: JYM-790-C
Sample ID: s_49_JYM-790-C_koo-4_20130816_01
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-790-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature
Sample #49, Operator: walkup2
File: JYM-780-C_Carbo#; 01
VNMRS-400 "400MR" R

3

Relax. delay 1.000 seF

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

256 repetitions

OBSERVE C13, 100.5886350 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 9 min, 51 sec

—163.640
——160.539
140.997
—132.178
—128.252

OMe

OEt

NO, 37

—118.987

—113.246

77.315
76.995
76.683

a
A

—62.845

—55.937

44.998

13.953

789

-1

LN NN 0L A L LN L L L O L L L L L L L L O L L I B B B

220 200 180 160 140

120

100

80

60

40

20

0
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JYM-793
Sample: JYM-793

Sample ID: s_40_JYM-793_koo-2_20130821_01
File: shome/walkup2/vnmrsys/data/koo-2/JYM-793_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #40, Operator: wa]kupz ~ NeEONWLANON-WLOM © Ll R ling s N oo ST o
File: JYM-793_Proton_01 E3 6el333s53383% b SI8S o oSTnd b4
VNMRS-400  "400MR" © NN NSNS N © © w cece o - I
Relax. delay 1.000 sec LJ L\l/

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340103 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

MeO
N
3g M
T T T T ] T T T T [ T T T T l T T T T [ T T T T T T T T T T T '
11 10 9 8 pp!
v ¥oypy L3 e L W
0.79 0.8391 2.19 1.31
1.00.96 0.21 3.32 3.24
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JYM-793-C

Sample: JYM-793-C
Sample ID: s_46_JYM-793-C_koo-4_20130822_01
File: shome/walkup2/vnmrsys/data/koo-4/JYM-793-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature
Sample #46, Operator: walkup2
File: JYM-793-C_Carbon_01
VNMRS-400 "400MR"

162.048
154.597
132.236
127.790
127.745

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

256 repetitions
OBSERVE C13, 100.5886382 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 9 min, S1 sec

—116.881

—112.762
—108.129

—

MeO.
mcoza
N

3g H

—102.448"

77.292
76.979
76.660

—

=

—60.925
—55.601
14.338

WIS

LIS L O L L L I L L N L L L L I L L L L L

220 200 180 160 140 120

100

80

60 40 20 0
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JYM-727

Sample: JYM-727
Sample ID: s_44_JYM-727_koo-4_20130716_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-727_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #4d, Operator: walkupz g g 3 588525 In883I2335R385053N2353558885 g
Fi'le:JYM-72l7_PFOEOn_01 © ~ © dHHdAd A OO0 CoRANVVLVLNNNNNSOBINNNN =3
- " . . . . e e . e e e e e AN .
Relax. delay 1.000 sec EELJ/J
Pulse 45.0 degrees
Acq. time 2.049 sec
width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340066 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
OMe
MeO. O
OEt
NO, O
39
JL Ny .JL.H
[|I!|IIIX|!II[IIIII] I|I[l|l||1lll|!||l[l |
9 8 7 6 4 3 2 1 [o]¢
! ! e i i i
0.96 2.06.03 1.07 2.73 0.87 0.29
1.00 0.9323 1.08 0.29 2.84
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JYM-727-C

Sample: JYM-727-C
Sample ID: s_45_JYM-727-C_koo-4_20130716_01
File: /home/walkup2/vamrsys/data/koo-4/JYM-727-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature
Sample #45, Ogerator: walkup2
File: JYM-7272C_Carbon_01
VNMRS-400 "4QPMR"

o

168.730

140.778
128.843

~N

Relax. delay |[1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886414 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

—152.906
—147.686

OMe
MeO. O,

OEt

NO, o
39

—114.856

—108.164

77.304
76.985

/—76.
\_76.665

61.443

59.421
—56.335
\_56.164

—
—

~—31.945

—29.691

—13.905

/-

-1.666
-1.681
-1.711

LA L L N I L L L L L L L L L L L L LN AL BRI L L L |

220 200 180 160 140

120

100

80

60

40

20

0
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JYM=-777-2

Sample: JYM-777-2
Sample ID: s_50_JYM-777-2_koo-4_20130809_01
File: shome/walkup2/vnmrsys/data/koo-4/JYM-777-2_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature
Sample #50, Operator: walkup2

File: JYM-777-2_Proton_01 ~ 2R ® o SR allTIISESSS8IRS b eSS hmla b4
VNMRS-400 400MR ~ ~ 0~ © © T T T TTTTTTMNOMN DN O ® «~ [ R R I~
Relax. delay 1.000 sec [:{//J L\\ J
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340052 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
OMe OMe
MeO. MeO O,
O
OEt OEt
HO
NO, O NO, (0]
40 41
m U J N S .|}
T T T T | T T T T | T T T T ] T T T T | T T I T T T T I T T T 1“' T T T T T T |
9 8 7 6 5 4 3 PE
Y v Yoy P i L Yy e
- -0.94 1.25 - 2.102.6114.98 .29 1.55 3.85
1.13 1.00 2.121.101.56 3.72 3.16



JYM=-777-2-c

Sample: JYM-777-2-c
Sample ID: s_49_JYM-777-2-c_koo-4_20130809_01
File: /home/walkup2/vnmrsys/data/koo-4,/JYM-777-2-c_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample w49, @perator:malkupz ¥ o Sggeg 28 2292 533 89833% £ 208 82 3
File: JYM'7? ‘Z‘C_Car&n_(]l » © WLwWHEHTo O =g ~® < w ondoe NOTOHON © © = o o =)
VNMRS-400 4oOoMR o © mNO~N® <o T T ©0® o ~NNo MmN ©G®© oo < w < mm -
S 2 S8 B8SSF SEEEE IR |

Relax. delay| 1.000 se | J

Pulse 45.0 degrees r ! I IJ LJ LJ LJ - L\\ L\E/, g

Acq. time 1.300 sec ]

Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886331 MHz

DECOUPLE H1, 400.0360169 MHz

Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

OMe OMe
MeO. MeO O
o
OEt OEt
HO
NO, o NO, o
40 41

’ ik |
| Y I I | !
] i i / 1 Lo
X AR !
! 1 1" |

Lk 4 llm.i b “MMW“ bl L g v\WH:MJhlh.lix..uu.ﬂ\lw. .m!Jhiﬁml,l;‘i‘tmgullm.ﬂ: !.,.nlm,nl. i L 1 : il ﬂlu.numh!mmmmm it m‘l|1h.»1h.|.iim. L ol s ikila

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




JYM-782-1

Sample: JYM-782-1
Sample ID:
File:

Pulse Sequence: s2pul
Solvent: cdcl3

Ambient temperature

s_46_JYM-782-1_koo-4_20130812_01
s/home /walkup2/vnmrsys /data/koo-4/JYM-782-1_Proton_01.fid

Sample #46, Operator: walkup2 F g::gu—; Ngo= ww © DAL~ oo =3
FaNSs_qen-782 1 proton_01 R icids SRn6 e AR S
o L - ] TTT T OmM N o e e e o
0 | Ll i h :
Relax. delay 1.000 sec L L/J'J L\L}/J L 1\‘ l\l I/J
Pulse 45.0 degrees | l 3 e
Acq. time 2.049 sec | !
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340088 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
Me
N—co,Et
MeO' ”
42
T T T T T | T T T ] T T T T ‘ T T T L T T T T ] L T T T T T T “ T T T T T ‘ T T T T ]
11 10 8 7 6 5 4 3 2 1 pp
- Yoy o - Y Yoy
0.98 0.821.04 - 6.24 1.670.65 —
0.58.00 2.00 0.21 2.97
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JYM-782-1-C

Sample: JYM-782-1-C
Sample ID: s_45_JYM-782-1-C_koo-4_20130812_01
File: s/home/walkup2/vnmrsys/data/koo-4/JYM-782-1-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature

Pulse 45.0 degrees

Acg. time 1.300 sec

Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886325 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

Sample #45, Operator: walkup2 INd © @ w =3 w ~ - < ®© o S wes
File: JYM-782-1-C_Carbon_01 ® S 3 e o < S o NS ol ®aZ
VNMRS-400 "400MR™ o s o - u e o o o ~oo s oo
=3 wn < (2] N o~ o o o N~ N~ ©w wnwn
2 A R = 2 7 1]
Relax. delay 1.000 sec | ! ‘ L J | )
f \ i
|

MeO
mcoza
MeO N

42

LN B e B B B B S LI [ S R e B LN B B B S B e [ T T LI S B e T T T LI N B e e
T T T T T T T T i T T T T

200 180 160 140 120 100 80 60

14.439

LA e e
|

40

ML e e

20

pp
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JYM-729

Sample: JYM-729
Sample ID: s_48_JYM-729_koo-4_20130717_01
File: /home/walkup2/vnmrsys/data/koo-d/JYM-725_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature

Sample #48, Operator: walkup2 © w [l w M DHATODNONDONMNNDO - w o ow-HmT o
File: JYM-729_Proton_01 n % 4 23 QoSNNS 88859559a & S 2 {33 b4
- " " H . 4 " .. e o s s s e @ e e . . M-I .
VNMRS-400 400MR ~ ~ ©w w 0 SETTLTTTONNONOONNO® o~ o~ - v e - o
Relax. delay 1.000 sec L ‘ [
Pulse 45.0 degrees
Acq. time 2.049 sec
width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340082 MHZz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec
/R /R
O o (¢ HO.
OEt | OEt
N0243 (0] NO, O
. / J\“ L "
T T T T I T T T T I T T T T ] T T T T | T T T T [ T T T T T ] T T T
9 8 7 6 4 2 1 p
v W L e i o v
0.56 1.65 0.79 0.91 2.14 1.30
0.69 1.700.18 0.89 0.22 2.46
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JYM-729-C

Sample: JYM-729-C
Sample ID: s_46_JYM-729-C_koo-4_20130717_01
File: s/home/walkup2/vnmrsys/data/koo-4,/JYM-729-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature
Sample #46, Ogerator: walkup2
File: JYM-7293C_Carbon_01
VNMRS-400 "40pMR"
o

142.624
102.945
102.714

130.994
—112.054

o~

Relax. delay [1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions
OBSERVE C13, 100.5886368 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 4 min, 56 sec

168.650
—151.785
—_147.078

,—105.860

] /9

NO, o} NO, o)

77.313
77.001

/—77.
\_76.681

—61.601
—59.615

—32.013
—29.670

13.958

LI B o L L B L N L L L L L L O L L L L LN L BN L LI L LR L L L B L |

220 200 180 160 140 120 100

80

60

40

20
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Sample: JYM-778-3
Sample ID: s_45_JYM-778-3_koo-4_20130812_01
File: shome/walkup2/vnmrsys/data/koo-4,/JYM-778-3_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature
Sample #45, Opergtgr; Wal]

File: JYM-778-3_Rrotono0d RS-SRSl B
VNMRS-400 "400MR™% TTITONNONNNNNNNN <
!\'\l\l\'\ L B B B B B B B B B IR B B I Y

ff ’

Relax. delay 1.0

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340068 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec

/—0 /=0
o, 0, o,
0
OEt OEt
HO
NO, o} NO, 0
44 45

T T T T ] T T T T —[ T T T T ' T T T T [ T T T T I T T T T ' T T T T ' T T T T ] T T T T | T T T T I
9 8 7 6 5 4 3 2 1 pp
W o e e i e R o iy
0.10.42 1.00 10933 1.92.090.29 0.31 0.82 3.4@.94
0.66 0.66 0.87 01438 2.420.99 2.12 0.32 2.58 2.82
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Sample: JYM-778-3-C
Sample ID: s_46_JYM-778-3-C_koo-4_20130814_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-778-3-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature

Sample #46, Operator: walkup2 ~ ~ oweH® w o CHNONWO N ~ »
File: JYM-778~23-C_Carhon_ 01 o o~ N oo - o 0N O =D o o
VNMRS-400 "4HOMR™ < ? nooaene N Tneaeeaex we
m o o o NONN w wn NN-OWLLLOMONN o~
o © ~ -1 T N~ OO OOOO 0 ~

Re]ﬂx. de]ayt\ll.ooo Secﬂ Lal - Lo ] - - Ll B B N R e

Pulse 45.0 ddgrees | I\' |J LJ Q\KJJ

Acq. time 1.300 sec

Width 24509.8 Hz

512 repetitigns

OBSERVE C13, 100.5886345 MHz

DECOUPLE H1, 400.0360169 MHz

Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 19 min, 42 sec

/=0 /=
(e) (0] o
(@]
OEt OEt
HO
NO, (e} NO, O
44 45

26 QRS5

76.666

\—62.872

——59.645

—63.318

44.802

35.857

24.837

13.950
13.891

-
/=

-1.539
-1.613

ol va bl b .IyJ;‘quiJ L Dt et LI i o) it b B 0t S ) mleih.vth{H\h b

1 Al
220 0 ( 40 L20 0 ( 80

60

84



Sample: MD-316
Sample ID: s_47_MD-316_koo-4_20140630_01
File: s/home/walkup2/vnmrsys/data/koo-4/MD-316_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #47, Operator: walkup2
File: MD-316_Proton_01
VNMRS-400 "400MR"

8.790
7.263
7.100
7.097
7.095
6.992
6.825

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec -
Width 6830.6 Hz

8 repetitions

OBSERVE H1, 400.0340087 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

<

5.971
4.401
4,383
4.365
4.347
2.176
1.585
1.413
1.395
0.000

—

—/

—

T\ _1.377

| —




Sample: JYM-784-C
Sample ID: s_42_JYM-784-C_koo-2_20130813_01
File: /home/walkup2/vnmrsys/data/koo-2/JYM-784-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature

Sample #42, Operator: walkup2
File: JYM-784-C_Carbon_01
VNMRS-400 "400MR"

161.793
147 .858

144.103
132.711

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886331 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 19 min, 42 sec

0
{ :Ejf\>fco2 Et
o N

46 H

126.182
121.646
—108.997
-99.769
—91.805
77.312
77.201
77.000
76.680
60.730
14.411
-0.543
-1.606
-1.629

/—

—100.989

LRI L L L L L L O L L L L I L L L O L I L O L L I O O O o |

220 200 180 160 140



JYM-740

Sample: JYM-740
Sample ID: s_46_JYM-740_koo-4_20130722_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-740_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdci13

Ambient temperature

Sample #46, Operator: wak
File: JyM-740_PRoRon_0t: & a8
VNMRS-400 "400§B$ > 0 O ©

[
=3
o

\__7.930
7.268
4.489
4.482

/_4.471
4.464

A

(_4.453

\_4.446
4.435

~

Relax. delay 1.8f0 sec

Pulse 45.0 degrees

Acq. time 2.049 |Sec

Width 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340068 §Hz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

N
N CO,Et

o o R K -X-X ] =3
o o w0 WeT N =4
< o oS T T o
< ] - o

'

/_
/=
-

47
o L
T T T T ' T T T T I T T T T | T T T T I T T T T | T T T T | T T T T I T T T T l T T T T | T T T T [
9 8 7 6 5 4 3 2 1 P
o Yooy [ W o
1.61 1.00 2.88 5.88
0.91 3.95 1.06
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JYM-740-C

Sample: JYM-740-C
Sample ID: s_49_JYM-740-C_koo-4_20130722_01
File: /home/walkup2/vnmrsys/data/koo-4/JYM-740-C_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdci3

Ambient temperature

Sample #49, Operator: walkup2
File: JYM-740-C_Carbon_01
VNMRS-400 "400MR"

159.306
130.878
128.558
128.060
125.546

77.316

77.004

\_76.684

133.064
125.977
,—61.596
61.470
25.606
14.244

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

128 repetitions

OBSERVE C13, 100.5886335 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 4 min, 56 sec

—166.184
\166.006
—139.280

/—

—147.891

//:
—
=

NS
N CO,Et

47

.5 e e e L L L [ L L L O L L L O L L L L L L B L L B

200 180 160 140 120 100 80 60 40 20 ppm



