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Sample: O0ET-1040
Sample ID: s_40_OET-1040_koo-3_20130620_01
File: /home/walkup2/vnmrsys/data/koo-3/0ET-1040_Proton_01.fid

Puise Sequence: s2pul

Solvent: cdcl3
Ambient temperature

sample #40, Operator: walkup2 i3 2gzeanresanoNsneasy 29 g 5
File: 0ET-1240_Prgt0n_01 < SOONNOOOOMDNTT T T T - - e b4
VNMRS-400  "400MR - N N N N N N N N N N << - =

:

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340084 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

~—1.546
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Sample: OET-1076
Sample ID: s_37_OET-1076_koo-3_20130718_01
File: /home/walkup2/vnmrsys /data/koo-3/0ET-1076_Carbon_01.fid

Pulse Sequence: s2pul

Soivent: cdcl3
Ambient temperature

Sample #37, Operatogr: walkup2 4 W~ oo haidh =G4 « -4 [ =4

File: OET-1076_CarkBn_o01 g &5333 noa & 2 K&
- 1] 11 . . . . . . . .

VNMRS-400 400MR" In Do oo ~~© © L4 Al

A S 2999y nER > |y

Relax. delay 1.000|sec | J LJ L\LJ L\E

Pulse 45.0 degrees

Acgqg. time 1.300 sec

Width 24509.8 Hz

512 repetitions

OBSERVE C13, 100.5886346 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

O\V/JQ§>/“\
X SO.Ph

3a

HMWMWWWM
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Sample: OET-1025
Sample ID: s_40_OET-1025_ko0~3_20130529_01
File: s/home/walkup2/vnmrsys/data/koo-3/0ET-1025_Proton_01.fid

Pulse Sequence: s2pul
Solvent: cdcl3
Ambient temperature
Sample #40, Operator: wa]kuBZ\ ol
File: OET-1025_Proton_01 o
VNMRS~400 "400MR" e e e e~~~
Relax. delay 1.000 sec //J
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340091 MHz
DATA PROCESSING
Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

5.721
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5.682

—
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4.674
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3.802
3.788
3.744
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2.172
0.000

o
X" 50,Ph
0
5
L
T T T T ] T T T T I T T T T r T T T T !
9 8 7 6
2.00 2.24
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Sample: OET-neo
Sample ID: s_38_OET-neo_koo-3_20130718_01
File: /home/walkup2/vnmrsys/data/koo-3/0ET~-neo_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdci3

Ambient temperature

Sample #38, Operator: walkup2
File: OET-neo_Carbon_01
VNMRS-400 "400MR"

142.504
138.451

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 1.300 sec

Width 24509.8 Hz

512 repetitions

OBSERVE C13, 100.5886324 MHz
DECOUPLE H1, 400.0360169 MHZz
Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 19 min, 42 sec

—133.677
129,059
\_128.539

SO,Ph

4 N TRV " i i "

— - 114.559

103.055

77.319
77.148
77.000
76.687

.

11.555
-1.726
7558

55.457

—_30.145

—22.880

—21.780
-1
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Sample: SHK-1507
Sample ID: s_30_SHK-1507_koo-2_20130403_01
File: s/home/walkup2/vnmrsys/data/koo-2/SHK-1507_Proton_01.fid

Pulse Sequence: s2pul

Soilvent: cdci3
Ambient temperature

Sample #30, Operator: walk TOOOTOMNMTOWIDNW O © I
PR Lt s 4 R R R S T L
VNMRS-400 ~ "400MR" NIRRT

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 2.049 sec

width 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340119 MHz
DATA PROCESSING

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

7.182
7.189
7.179
7.174
7.169
7.159
7.156
7.1583
5.788
5.786
5.769
5.767
5.750
5.748
5.034
4.694
3.646
3.644

—3.619
3.602
3.592
3.578
3.505
3.483
3.456
3.441
3.414
1.810
1.807

—1.7083
1.702
1.561
1.877

—1.203
1.174
1.021
0.913
0.871
0.724
0.699
0.000

\
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Sample: SHK-1507
Sample ID: s_44_SHK-1507_koo-2_20130404_01

File: shome/walkup2/vnmrsys/data/koo-2/SHK-1507_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #44, Operator: walkup2 T MW T ] oNo o NN = ©
File: SHK-1507_Carbon_01 P L4 =4 2Se2 e o2 )
VNMRS-400 "400MR" © o®>owT <« ~N©o "o oo -
M NNNNN o LSS S MmN NN -
et el e oed -
Relax. delay 1.000 sec U] LA L)
Pulse 45.0 degrees /J
Acgqg. time 1.300 sec
Width 24509.8 Hz
256 repetitions
OBSERVE C13, 100.5886493 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
O NS
SPh
(0]
7
A ” L Li. "
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Sample: O0ET-927
Sample ID: s_40_0OET-927_koo-3_20130131_01
File: /home/wa1kup2/vnmrsys/data/koo S/OET 927_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #40, Opemm-o g«-ﬂr\vvmmr\oumvmmmmmeooNmu'>moooooo—tmﬁvhaommwv-ﬂmvvmm@muvmncco-—c—ao.—camnmecwuooo;nnoox
. NN N AP CO O NN AP~ ONTTTANADONNNOORNTTNAONTINONDINOVONONLOINMANNTOLHNROWNDNAOODC
File: OET- 927P wt.otnmlnl.nl.nvNmmmuNNdmmu)macnmmwnooooocnwmmmmmmmvvmmmommwvwvﬁﬂmwwwmmmmuq—tdﬁonr\mcoc
- n u.... [ PERR “ e e o4 R [ e e e e e e e e e e e . e e e e e Wi
VNMRS~-400 4°°¥1R hl\l\f\l\i\r\r\l\v\l\mmmmmmmvvu‘vmmmmmmmmmmmmmmmmmmmmmmmuw NNNNNAAAdArAA T A OO OQOPC
| [

Relax. delay 1.
Pulse 45.0 degrees
Acq. time 2.049 sec
wWidth 6410.3 Hz

8 repetitions
OBSERVE H1, 400.0340086 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

T

SO2Ph SO2Ph

%M%M%L

8

e g s W Lt ! e e R e
0.56 2.36 2.00.83 2.02 0.58 3.80 0.61 2.58 0.46 2.130.70.65
4.20 4.16 0.39 0.32 2.19 8.83 2.0068 0.78 5.960.671.13 6.24



Sample: OET-neo-2
Sample ID: s_33_0ET-neo-2_koo-3_20130729_01
File: /home/walkup2/vnmrsys/data/koo-3/0ET-neo-2_Carbon_02.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #33, Operator: walkup2 PNVOTHDNONONONNNSTNOON COPOON NN wHT® NNOTAAONDOONN ot

" ’ DONNATONANDNOCODONNNNT = NOoHOOD A0 Mo CANHDLINOOLNODOM W

File: OET-neo-2_Carbon_02 TONNTTONOLTNODONODMWINT O OO NnafHove N TO» THNAOONNNDOOOLW 0

VNMRS-400 400MR NNNOODONNDDODDORVOONTTTONN Ao H NN wEHO ARNOON— OO o~
TTLTTNNNONNNNNNNH AT —=O OO NNERNKNN OO0 LWL NNOONNNN—S A= )
B R R R R R R R I R R R R R R e e e e e ]

Acg. time 1.300 sec

Width 24509.8 Hz

2048 repetitions
OBSERVE C13, 100.5886346 MHz
DECOUPLE H1, 400.0360169 MHz
Power 42 dB

continuously on

WALTZ2-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 1 hr, 18 min, 50 sec

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

T@
3
&
e
Y

SOPh SO2Ph
o} NS NS = = O
//S\\
o o
8
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Sample: OET-RAM-Cro
Sample ID: s_43_OET-RAM-Cro_koo-4_201305/07_01
File: /home/wa]kup2/vnmrsys/data/koo 4/0ET-RAN- ~-Cro_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #43, Opera®oy:o %mtcl\—dvmmmvur\uothbmwﬂuwﬁmvmmmwmmmmumm-—o(\lmvmovmmmmwwhmmmw—iovmmr\—cv-cereocomm.
S0, 4 g& ? HONO—ADNRORNINMNOCOONNADPINODPODONTNDAONDPNODNRNONOOONONOOTNANRNNIDNOONOLILNBIDNEO T
File: OET-RAM-CrogP: M T TNNd AR T TN NONEROREINEEINNTI TN TTNNAINENNNNNT IO OENORROOBNN~~®O.

_ " e e e e S e e e s .
VNMRS-400 400MR NeNNAANARAN N O E O ORI BT TN N NNNNNNNNNNNDIINNNNNNATATATA A A HOOC0000OO00000oD:
Relax. delay 1.0 -

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

b byt e s o b bl LW e i
2.00 2.26 0.88 0.32 1.16  2.35 1.33  0.40 3.89 0.8448.77

1.29 0.95 1.13 1.15 2.31 1.29 0.31 2.68 1.BAS49.523.64



Sample: OET-1028-1

Sample ID: s_45_OET-1028-1_koo-4_20130603_01

File: /home/walkup2/vnmrsys/data/koo-4/0ET-1028~1_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3

Ambient temperature

Sample #45, Operator: walkup2
File: OET~1028-1_Carbon_01
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 1.300 sec

Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886323 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

OWNOITAINNDOANNENNNO OO A
PNRONOETNMMNOAOONDO—dWON-D0
DT AP ONTTTOMNDDDN®ODoMN
EHANTODONONNDDDNDOODONNNOONN
TONONONONNNNNNNNANNNS O
R R R R R R R R R R R R R e I IR I R ]

E-
.
hE

77.320
22 00

76.680

63.132
63.102
63.058
62.946

37.649
37.589

30.101

DA MDD O N -4
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Sample: SHK-1570-0-1
Sample ID: s_45_SHK-1570-0-1_koo-2_20130606_01
File: shome/walkup2/vnmrsys/data/koo-2/SHK-1570-0-1_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #45, Operator: walkup2 HWWOWOOoORdHT AT NON T N <0 © m © - w =3
File: SHK-1570-0-1_Proton_01 S ennno28538383% P 2893 o2 & I N S
VNMRS-400  "400MR P P P P P QPP P < woooa e - - e =
Relax. delay 1.000 sec | \ LJ
Pulse 45.0 degrees
Acq. time 2.9049 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
JL N
T T T T l T T T T l T T T T I T T T T I T T T T —l T T T T I T T T T | T T T T l T T T T | T T T T ]
9 8 7 6 5 4 3 2 1 PF
1.000.66.98 4.08 1.16 3.33
1.05.34 1.00 5.92 3.14
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Sample: SHK-1570-0-1
Sample ID: s_45_SHK-1570-0-1_koo-2_20130606_02
File: /home /walkup2/vnmrsys/data/koo-2/SHK-1570-0-1_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdci13

Ambient temperature

Sample #45, Operator: walkup2
File: SHK-1570-0~1_Carbon_01
VNMRS-400 "400MR"

—_138.817
. 136.166
—134.054
- 132.708
—_130.090
—_128.581
—_123.651
104.607
77.309
26997
\_76.677
—30.180
. 22.974
—_21.858
—12.772
—_12.125

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

1000 repetitions
OBSERVE C13, 100.5886319 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 38 min, 29 sec

160 140 120 100 a0 60 40 20 ppr



Sample: SHK-1570-3-1

Sample ID: s_46_SHK-1570-3-1_koo-2_20130606_01

File: /home/wa1kup2/vnmrsys/data/koo 2 /SHK- 1570-3-1 _Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #46, Operator: walkup2
File: SHK-1570-3-1_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

]
©w
<«

i

OBSERVE H1, 400.0340088 MHz

DATA PROCESSING

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

O AR

2.171
—2.0386
—1.912

—1.579

-0.000

2

e
2.78
2.80 1.50
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Sample: SHK-1570-3
Sample ID: s_48_SHK~1570-3_ko0o-2_20130607_01
File: /home/walkup2/vnmrsys/data/koo~2/SHK-15706-3_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3

Ambient temperature
Sample #48, Operater: walkup2
File: SHK-1570-3_C&rbon_01
VNMRS-400 "400MR" ;

o
-

Relax. delay 1.000 sec

Pulse 45.0 degreeg

Acq. time 1.300 sec

Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886310 MHz
DECOUPLE H1, 4060.0360169 MHz

Power 42 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1% min, 42 sec

148.823

—_145.410
137.402
137.075
136.732

\131.973

—123.667
77.319

25 9849
\_76.687
__12.819
—9.685

\—

O AR AR PN

" ! 2y n i d g i i i (1 b m 4 i
i L § { ! i ! i
| ’ y "

LRI LA L LN L L L L A N L L L L L M B L ) L N Y UL O B e |
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Sample: OET-1024-2
Sample ID: s_40_0ET-1024-2_koo-3_20130530_01
File: shome/walkup2/vnmrsys/data/koo-3/0ET-1024-2_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #40, Operator: walkgp@wvwﬁmw N o
File: OET-1024-2_Proton_018 o B8 Qo8B0 ns 2
VNMRS-400 "400MR" T

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz

8 repetitions

0BSERVE H1, 400.0340089 MHz

DATA PROCESSING

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

/N\)\/\
SN 50,ph

5.490
5.470
5.449

2.861

—1.498

—1.561

0.000

|
11a
T T T T ' T T T T I T T T l T
9 8 7
o o
2.00 2.15
1.11 1.20
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Sample: OET-1024-2-c
Sample ID: s_43_0ET-1024-2-c_koo-3_20130530_01
File: /home/wa1kup2/vnmrsys/data/koo-3/0ET-1024-2~c_carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #43, Operator: walkup2 T 0 +Ho oo ~ cow © © -
File: OET-1024-2-c_Carbon_o01 S R332 83 o 8283 2 b a
" R T . P . . .
VNMRS-400 "400MR 2] o WM o < N~ o w N -
< M MM NN Aol N~ RN wn < -
- Lo I ] - - -
Relax. delay 1.000 sec L] UJ
Pulse 45.0 degrees
Acq. time 1.300 sec
Width 24509.8 Hz
512 repetitions
OBSERVE C13, 100.5886316 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
N\)\/\
SN SO,Ph
| 11a
i h il it
|||||rl|l||l|||||ll|||ll|l|1|’|\|l||r||'||||||1||'|||||||I|[1||||||||I|l1x|||r|'|||||ll|x’|rr|||lﬁ
180 160 140 120 100 80 60 40 20 ppl\



Sample: SHK-1501-1
Sample ID: s_40_SHK-1501-1_koo-2_20130326_01

File: s/home/walkup2/vnmrsys/data/koo-2/SHK-1501-1_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #40, Operator: wa]kupzcng—cw-—-gmvmgm © o » © © n P < © o
File: SHK-1501-1 Proton 01 S3IINIISIISISZ 223 R o B o~ =4
VNMRS-400 "400MR NNNANNNNNNSSN© w6 ® o o b - s
Relax. delay 1.000 sec le/J FJ J J
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6410.3 Hz
8 repetitions
OBSERVE H1, 400.0340111 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
TJotal time 0 min, 31 sec
~N N\\//L§;//A\
lil/ N SPh
11b
T T T T ] T T T T I T T T T | T T T T T T | T T T |
9 8 7 2 P
Emmusiiay e b o e
2.1P.161.05 0.20 7.34 2.90 0.35
2.50.18 1.00 2.50 0.52 0.41
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Sample: SHK-1501-1
Sample ID: s_46_SHK-1501-1_koo-2_20130403_01
File: shome/walkup2/vnmrsys/data/koo-2/SHK-1501-1_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

Sample #46, Operator: walkup2 ONOINOCOWLTOND ~Noo oo ~ o %)
File: SHK-1501-1_Carbon_01 enANSRIZNS2 PN o8 8 s o
_ “ .Lnaenennaneas S . . . .
MMM NNNNNN [ - < [y] - -
et vd v v e e e e e -
Relax. delay 1.000 sec J L
Pulse 45.0 degrees

Acq. time 1.300 sec
Width 24508.8 Hz
256 repetitions
OBSERVE C13, 100.5886416 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

e
—
=
A
—
—C

T T\ _81.496

\N’N%)\/\sph

| 11b

Wit/

lllIl‘!||||i]lTTTYTIII'IIII|IITI|||ll|l¥|IIII|||lllI|II1I]llI|]YIXI]IIIXIIITTTIIII)IIII[IIII'IIIl]lll![ll!l]llllll

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



Sampie: KYH-699-2
File: exp

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature
Operator: walkup2

VNMRS-400 "A00MR" NN NOTONCOAANDMNM WO MT MLDWON ®:D ~ M~ m Mg mnm ~ o oo NN =3
NTTHNNOODPODOMNMNNS—ODOMDIN D o — O o @ n o w OO T M o
MMM MNOOMOANNNNNNNNNA N e 0N < oo o> 0 O ™~ et e e e e o
Relax. delay 1.000 sec L e e T o o e S e I AL Sl i SN - W Y- - ST R T 1) < ST ™ INENEY P =
Pulse 45.0 degrees J L
Acg. 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
N
SN sph
Me OH
12b
Jvt ‘k _me " ,LJ
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 | |
9 8 7 6 4 3 1 ]
e e - s Lt hiiag
3.93 1.09 0.20 1.08 01 684
1.07 00 0.95 6.71 21981
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Sample: KYH-699-2-C
File: /home/walkup2/vnmrsys/data/koo-1/KYH-699-2-C_C.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature
Operator: walkup2
File: KYH-699-2-C_C
VNMRS-400 "400MR"

77.294
76.982
76.662

\.72.535

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

512 repetitions
OBSERVE C13, 100.5886417 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

—48.568
—42.858
—20.959
—17.270

— 142,077
—185.994
—128.830
—126.312
—-123.2178

L
\—

SneNs A SPh
| Me OH
12b
J_ ul dahl l e :
V’lillll[lllXlll‘||||||Illll|ll|I‘II||]llll‘|Ill[ll‘I‘I[]"'17']"|][‘(rl]]|l]r]Tf"[lll|l]llll|||||l‘YY||||||II||||
220 200 180 160 140 120 100 80 60 40 20 0
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Sample: KYH-696-1R
File: exp

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature
Operator: walkup2
VNMRS-400 "400MR"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 2.048 sec

Width 6830.6 Hz

8 repetitions
OBSERVE H1, 400.0340089 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec

T MO TOR0DNON N~ «© NN O W oW Mmoo ON w o (S Y] wn 0w N » o 0 O
MO EAD DL ONNT N OO 2 SO S0 00NN S @ o« ™ o T ~ T O0MN o o oo
W W®OWOWLILWLND® ~ L O R ™ 00 0 N o~ - nwmmmm - oo o
L AT S S S S S S O V- 7= w LS i S - g nmmmm MM NN o~ R ) - oo

1

\a
=

=

N\
_\.\‘

Me OH
AL
TN SO,Ph
| 13a
A ﬂ - i} N mML n JL@ - JLJ JL
T T T T [ T T T T I T T T [ T T T T | T T T T I T T T T | T T T T | T T T T r T T T T | T T T T |
9 8 7 6 5 4 3 2 1 pp
e ooy e o e o
1.76 1.90 0.22 1.03 0.82 1.360.55
1.00 0.94 0.97 0.94 5.45 2.23.04
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Sample: KYH-627~1-cC
Sample ID: s_41_KYH-627-1-c_koo-1_20131217_01
File: /home/walkup2/vnmrsys/data/koo-1/KYH-627-1-c_Carbon_01.fid

Pulse Sequence: s2putl

Solvent: cdcl13
Ambient temperature

Sample #41, Operator: walkup2 L ogdse s Mo D @ N T © ~
File: KYH-627-1-c_Carbon_01 S J53ax b oas i o >a > 0~
VNMRS_QOO "400"R" . L . DR . . . . .
i W Mo 0 o n NO O o Wn NN o -
Relax. delay 1.000 sec LJ/J
Pulse 45.0 degrees
Acq. time 1.300 sec
Width 24509.8 Hz
1024 repetitions
OBSERVE C13, 100.5886340 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 39 min, 25 sec
Me OH
\IN\)J
ril\ SO5Ph
13a
\ll'llll|ll||lllll]llIl]l|ll]lll1|IIII||IIIITI|l||\lI'IIJl]l|||’||||[l|Il|llll||l|1|ll|l,lllll!\!lill!l'llll][r]rrl
220 200 180 160 140 120 100 80 60 490 20 0
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Sample: NDA-249
File: exp

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature
Operator: walkup2

- n R" D HONOTOOO®© 0 w o QN oo - - o TO =T O o
VNMRS=400 400M THNANNOOMN—HO OO N o O o~ W W~ ~ cCoNOo NN =
VROV LOBWWWN® oo - o oo 0 r~ -t OLWwwnwnw T T o

Relax. delay 1.000 sec L N T N T o e O N ) T YN o~ o - 1=

OBSERVE H1, 400.0340081 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 31 sec

wnwn
Pulse 45.0 degrees
Acq. time 2.049 sec
Width 6830.6 Hz
8 repetitions

Me
N /N\)\/k
NS SO,Ph

N M ﬂ UJL.L L UL._, l
T T L T l 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 T T T T | T T T T ]
9 8 7 6 5 4 3 2 1 1] §
- (- [S—— L
1.672 1.72 0.85 4.87 1.06.33
1.00 0.88 0.92 0.51 2.64
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Sample: KYH-692-1-C
File: exp

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature
Operator: walkup2

VNMRS-400  "400MR" Jegoegge oS 3 g @3
CWOINMOO M w Les =73 - o m o~
Relax. delay 1.000 sec HNW MO oo o~ ~r~© o N o 0 -
Pulse 45.0 degrees SO999998Y o ~N~ © < < - -
Acq. time 1.300 sec L U) L
Width 24509.8 Hz L\\
1500 repetitions
OBSERVE C13, 100.5886346 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 57 min, 44 sec
\)\/Nﬁ
~. ,N N
N™ SO,Ph
| 15a
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 l T I T T I T T [ I T T T T
160 140 120 100 80 60 40 20 ppm



Sample: KYH-706
—Files+-shomeswakup2 /vamisys/data/koo-1/KYH-206_proton.fid- e - e

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature
Operator: walkup2

File: KYH-706_proton mussoEdRaS 23 SeeR 2335 e 2 32X =
VNMRS"“OO "400MR" T OO N NNND - < N~ - 0 r~ o L2~ T m =]
NNN~NNN~S~S S © TS R SRR - e e o
Relax. delay 1.000 sec L ///J J J f
Pulse 45.0 degrees
Acg. time 2.049 sec
Width 6830.6 Hz

16 repetitions
O0BSERVE H1, 400.0340094 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 55 sec

—_——————— . 2.824

\v//L\\v/Eff
N
SN Ngph

| 15b

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 AN D m—1 T T T T T
9 8 6 5 4 3 2 1 p|
o - e by e b - b - bt R T T
1.58 1.00 1.13 2.64
3.85 1.03 6.39 3.18
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Sampte: KYH-706-c

File: shome/walkup2/vnmrsys/data/koo-1/KYH-706-c_C.fid

Pulse Sequence: s2pul

Solvent: cdc13
Ambient temperature
Operator: walkup2
File: KYH-706-c_C
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

width 24509.8 Hz

1024 repetitions
OBSERVE C13, 100.5886346 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 39 min, 25 sec

\\//J\\\//Eff
N
SN Ngph

| 15b

—133.224
- 128.658

———127.282

77.305

—42.935
—\_42.236

SS——

21.282

11.645

LI FULENL A L L I I L L O L L L I L R N [ L (N A N 0 L L B L B L Y I

220 200 180 160

140

120

100

86

60

40

29

0
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Sample: OET-1017

Sample ID: s_46_0ET-1017_koo-3_20130521_{01
File: /home/walkup2/vnmrsys/data/koo-3/0ET-1017_Proton_01.fid

Pulse Sequence:

Solvent:

cdci3

s2pul

Ambient temperature

Sample #46, Operator: walkgp%:g
File: OET-1017_Proton_01 o oo
VNMRS-400

7.648
7.630
7.611
7.538

"400MR" . .

~ SN

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1, 400.0340097 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

Ak " "
W W ¥ e Lamaus

18
7.499
7.260
6.810

a

=

5.266
5.244
5.148
5.123

4.113
4.095
4,086
4.068
4.060

3.492
= 3.473
3.027

2.896

2.836

& . 700

761

509

475

447

2.045

_1.532

1.335

1.332

—1.618

/_

1.259

0.008
~U.000

T T T T T T T T T T T

T T
3 2
o e o
1.080.55 0.4

3.53 1.13

s
5 4.46

1.79 1.921.90
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Sample: OET-1069-cou
Sample ID: s_43_0ET-1069-cou_koo-3_20130723_02
File: shome/walkup2/vnmrsys/data/koo-3/0ET-1069-cou_Cqrbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature

Sample #43, Operator: walkup2
File: OET-1069-cou_Carbon_01
VNMRS-400 "400MR"

140.792
137.483
134.404
133.780
129.333
129.095
128.961
128.812
114.245

77.318

26.992

142.770
140.918
63.174
—51.321

—37.907
16.729
16.640

—-11.687

/4742.666

\—-42.346

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

1024 repetitions
OBSERVE €13, 100.5886333 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 39 min, 25 sec

\__76.686

I
/S~
——
I~
\=
<=

SO,Ph SO,Ph

A A = NN~

o”s\‘o ’\Il

16

“"HH ”P“”

e 1‘;;1”1'1 ; . i : , ) ! . ! | N ".MH,HH ’Fx
i1 i R L RN | Al . il 1l ! T R R ok Ly 1] 1 A1 il 1 nk iy : L BTG de bl

il do
i

S-29



Sample: 0ET-1023-3
Sample ID: s_44_OET-1023-3_ko00-3_20130527_01
Fite: /home/wa]kup2/vnmrsys/data/koo-S/OET-1023-3_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13
Ambient temperature

PTG LG adn B & 2
I S RIS b b b b bbb bbb S S SRR BB SRR DO

™ e L

Relax. ///J thtt L\ //J

Pulse 45.0 e
gt at02s h v

Width . z

8 repetitions \\::it: =

OBSERVE Hi, 400.03400

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec

NTWOOONHOANNNONDRADANNATORNONNNOALNTINDPOINNNTOONOOT
PO OCNCNOOE—AOBOONOOWLITNNTONNAOCONONONNONNAOOORONNTOR
mmmmmveqvvvNou—n—n—dmcoNNH-—i—o—caoomoommooeocommr\r\wwmvvvm
~

7
7
7
7
?
7
7
7
6
6
6
6
5
5
S
S
4
4
4
4
4
4
4
3
3
3
2
2
2
2
2
2
2
2
2
2
2
2
2
2
2
2

SO,Ph
|
\N,N\ ™ X N N \N,N\
I
17 SO,Ph

fJNLJ\)k)\J\ljhy, /n\__~_}}\; JJ&_PL,N_ﬁ_n__~__.JA\_,JK\________.,___..*aw’/me\J L~~'NJ L_
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 T T T T | T T ] T l T T T T l T T T T ]
9 8 7 6 5 4 3 2 1 pI

o e L e e e = T T

1.000.65 0.36 0.46 0.13 0.48 2.28B.35 0.27 1.23 0.42

0.431.53 0.47 0.37 0.12 1.320.61 0.52 0.32 1.01
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Sample: 0ET-1213-C
File: shome/walkup2/vnmrsys/data/koo-3/0ET-1213~-C_C.fid

Pulse Sequence: s2pul

Solvent: cdci3
Ambient temperature
Operator: walkup2
File: OET-1213-C_C
VNMRS-400 "400MR"

128.263
127.802
121.333

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.300 sec

Width 24509.8 Hz

2048 repetitions
OBSERVE C13, 100.5886354 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 1 hr, 18 min, 50 sec

142.354
142.338
137.766
137.394
135.654
133.565
133.4786
133.074
133.007
129.282
129.044
128.850
128.709
128.471
128.367

N

17 SO,Ph

77.311
77.200

-

76,992
76.679
63.800
63.733
42.615
42,258
37.938
37.878

—_—

LEB B D L R Bt NN N (N O R D A M A A A0 A N AN I N D AR B O B T O B S G O D Y N B B R O N N D NS B B O N I O N SO O D O D O N Y O D N B D N I D Y N D D B S B N I N D B B
l T T ! I i T f I T I T I T I T T T I T f T

220 200 180 160 140 120

80
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Sample: OET-1184
Sample ID: s_43_0ET-1184_koo~3_20131031_01
File: /home/walkup2/vnmrsys/data/koo-3/0ET-1184_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdc13

Ambient temperature

Sample #43, Operator: walkup2
File: OET-1184_pProton_01
VNMRS-400 "400MR"

(2}
wn
N
‘ -
Relax. delay 1.000 sec L\\\ L\E:
Pulse 45.0 degrees

7.261
7.082
6.712
6.683
6.675
6.647
6.629
6.622
6.375
6.338
6.274
6.240
6.211
3.499
3.486
2.949
——2.896
2.173
,—2.022
—-1.976
1.551
1.810
~—0.069
~0.000

Acq. time 2.049 sec

Width 6410.3 Hz

8 repetitions

OBSERVE H1i, 400.0340093 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 31 sec
NS
\N,N\ Na Y YN N S N N/N\
18
_J L — A JJL UL_,\__,_JJL
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 I T T T T ] T T T T | T T T T |
9 8 7 6 5 4 3 2 1 pp
e e i - e o B i !
1.00 0.90 0.53 0.59 3.05 0.65 2.83
1.87 1.60 4.06 4.18 0.43 1.05
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Sample: OET-1179-1

Sample ID:

s_33_0ET-1179-1_koo-3_20131025_01

File: /home/walkup2/vhmrsys /data7koo-3/0ET-1179-1_Carbon_01.fid

Pulse Sequence: s2putl

Solvent: cdcl3

Ambient temperature

Sample #33, Operator: walkup2
File: OET-1179-1_Carbon_01
VNMRS-400 "400MR"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24509.8 Hz

2056 repetitions
OBSERVE C13, 100.5886324 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 1 hr,

A o s el i g i mluLm.M\mhmmuu..mmmm il
160

180

19 min, 8 sec

WNINOOLNODHPNMINODNDOND0
DPNOEMNONODO®WMOWSD N T 0
TEHTONNTTONOENONNDO
ONOWLANNHACODIDHO®TM
MONMNONOMNONOMMNMNNNNNNN
R B B B B B IR B B B B B I

140 120

Ikmﬂ sl il
100

77.319
77.207

dd ~ N m oo
o~ © N o 0
P © w @ N o~
O o o NN N o~
M~ -] <T < - -

—C

dl‘u\hwull Widids bl 2
80

|

i il i b, o ) iligh nJm.uJ..u.Mm, b i st it b
60 40 20 ppm
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Sample: GET-1181-1
Sample ID: s_41_OET-1181-1_koo-3_20131105_01
File: /home/walkup2/vnmrsys/data/koo-3/0ET-1181-1_Proton_01.fid

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature

Sample #41, Operator: walkup2 WD M 0O® T TR wo - e
File: OET-1181-1 Proton_01 SOTIRNRGR883I8 235 ]
- “ " .annaEnRmmEssE® . % " .

Relax. delay 1.000 sec LJ

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

CN
NG N Ve Y N ™ X
19
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 ' T T T T I T T T T I T T T T ] T T T T [
9 8 7 6 5 4 3 2 1 pp!
L b et
1.001.02.25
1.081.06 6.94
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Sample: OET-1196
Sample ID: s_50_OET-1196_koo-3_20131113_01
File: /home/walkup2/vnmrsys/data/koo-3/0ET-1196_Carbon_01.fid

Pulse Sequence: s2pul

Solvent: cdcl13

Ambient temperature
Sample #50, Operator: walku
File: OET-1196_Carbon_01
VNMRS-400 "400MR"

063
877

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.300 sec
Width 24509.8 Hz

2000 repetitions
OBSERVE C13, 100.5886333 MHz
DECOUPLE H1, 400.0360163 MHz
Power 42 dB

continuousty on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 1 hr, 16 min, 59 sec

—136.456
—131.742
121.964
{121.726

144
C1a3

NG N T T S N

19

106.430

CN

77.318
76..998

\_76.678

——15.271

—12.7183

LI AN L N S N L N N N L AL D BN A A B AL B B L L B B B

160 140 120



