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Wxn582-2_27NoviDl3

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxnS82-2_27Nov2013

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: PROTON
INOVA-500 “nmr0o3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.747 sec

Width 8000.0 Hz

8 repetitions
OBSERVE H1, 499.7288080 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 38 sec

Ns~
Me

1f




wxn538-3-2_245ep2013-21:03:35

archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn538-3-2_245ep2013-21:03:35

Pulse Seguence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: CARBON

INOVA-500 “nmr03"

Relax. delay 1.000 sec

Pulse 45.0 degrees (]
Acqg. time 1.197 sec H
Width 25157.2 Hz N

1044 repetitions N -

OBSERVE C13, 100.5263821 MHz S

DECOUPLE H1, 399.7885243 MHz |
Power 43 dB

continuously on Me

WALTZ-16 modulated H

DATA PROCESSING

Line broadening 0.8 Hz -
FT size 65536 1f

Total time 3 hr, 3 min, 49 sec
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wxn595-1_170ec2013

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxn595-1_170Dec2013

Pulse Sequence: s2pul

Solvent: CDC13 AN
Temp. 25.0 C / 298.1 K
File: PROTON
INOVA-500 "nmro3"

O

Relax. delay 1.000 sec N F

Pulse 45.0 degrees -

Acg. time 3.754 sec Ts

Width 6387.7 Hz ’

& repetitions

OBSERVE H1, 399.7865124 MHz Me

DATA PROCESSING . H

FT size 65536

Total time 0 min, 57 sec 1
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wxn595-1_17DecZol3

Archive directory: /export/home/xiaona/vnmrsys/data
Sample directory: wxn5935-1_17Decz013

Pulse Sequence: s2pul

Soivent: CDCI3 .
Temp. 25.0 C / 298.1 K X
File: CARBON

INOVA-500 “nmro3"

Relax. delay 1.000 sec H
Pulse 45.0 degrees N

Acg. time 1.187 sec TS/

Width 25157.2 Hz

212 repetitions

OBSERVE C13, 100.5263913 MHz

DECOUPLE H1, 399.7885243 MHz Me

Power 43 dB H
continuously on

WALTZ=16 modulated

DATA PROCESSING 1g
Line broadening 0.8 Hz

FT size 65536

Total time 3 hr, 3 min, 49 sec
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wxn590=-1_130ec2013-14:49:02

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxn590-1_130ec2013-14:49:02

Pulse Seqguence: s2pul

Solvent: CDCI3

Temp. 25.0 C / 298.1 K N
File: PROTON

INOVA-500 “nmro3"

Relax. delay 1.000 sec N F
Pulse 45.0 degrees -

Acg. time 3.754 sec Ns

Width 6387.7 Hz

& repetitions

OBSERVE H1l, 399.7865179 MHz hﬂe

DATA PROCESSING F
FT size 65536

Total time 0 min, 57 sec

S ——
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wxnb890-1_13Dec2013-13:14:14

Archive directory: /Jexport/home/xiaona/vnmrsys/data
Sample directory: wxn590-1_13Dec2013-13:14:14

Pulse Sequence: sZpul

Solvent: CDCI3

Temp. 25.0 C / 298.1 K
File: CARBON

INOVA-500 "“nmro3™

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 1.197 sec
Width 25157.2. Hz

370 repetitions
OBSERVE Cl13, 100.5263852

MHz

DECOUPLE H1, 3299.7885243 MHz

Power 43 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.8 Hz
FT size 65536

Total time 3 hr, 3 min, 49 sec
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wxnd2i9-2_l11lMar2ol3

Archive directory: /fexport/home/xiacna/vnmrsys/data
Sample directory: wxnd29-2_11Mar2013

Pulse Sequence: sZpul OH
Solvent: CDC13 Bn
Temp. 25.0 C J 298.1 K \
File: PROTON N
INOVA-500 ‘“nmro3" /
Mbs
Relax. delay 1.000 sec H

Pulse 45.0 degrees

Acg. time 3.747 sec

Width 8000.0 Hz

8 repetitions 3a
OBSERVE H1, 488.728B170 MHz

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 0 min, 38 sec
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wxndz9-2_09Marz0ol3

Archive directory: fexport/home/xiaona/vnmrsys/data

Sample directory: wxnaz2d-2_09Mar2013

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 € / 298.1 K
User: 1-14-87

File: CARBON

INOVA=500 “nmro3"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.239 sec
Width 31446.5 Hz

267 repetitions

OBSERVE C13, 125.6568915 MHz
DECOUPLE H1, 499.73128397 MHz

Power 438 d8
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 131072

Bn\

/N
Mbs

Total time 3 hr, 12 min, 23 sec
bs

OH

3a

A A b b

A i M B S B

200 180

120

e

oy 1o Aa

ok A i ey *

LA B

100
S21

AN B B R S B

80

T T

T T

40

L I

20

L e S e e T e

0

ppm



wxnS19-1_07Sepz0l3

Archive directory: fexport/home/xiacna/vnmrsys/data
Sample directory: wxn519-1_075ep2013

Pulse Sequence: 52pul

Solvent: COCI3 ()F
Temp. 25.0 C / 298.1 K
File: PROTON Bn

INOVA-S500 "nmro3" \
N

Relax. delay 1.000 sec 'Ts/

Pulse 45.0 degrees H
Acg. time 3.754 sec

Width 6387.7 Hz

8 repetitions
OBSERVE ~ H1, 398.7865231 MHz 3b
DATA PROCESSING

FT size 65536

Total time 0 min, 57 sec

R LmUL |
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wxn519-1_075ep20l3

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn519-1_07Sep?2013

Pulse Sequence: s2pul
Solvent: COC13

Temp. 25.0 C / 298.1 K OH

File: CARBON Bn

INOVA-500 “nmro3" \ -
N

Relax. delay 1.000 sec /

Pulse 45.0 degrees TS

Acg. time 1.187 sec H

Width 25157.2 Hz
342 repetitions

OBSERVE C13, 100.5263844 MHz 3b
DECOUPLE H1, 399.7885243 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536
Total time 3 hr, 3 min, 49 sec
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wxnd76-1_05JunZ013

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxnd476-1_05Junzil3

Pulse Sequence: s2pul

Solvent: CODCI13

Temp. 25.0 C / 298.1 K
File: PROTON

INOVA-500 “nmro3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.754 sec

width 6387.7 Hz

8 repetitions
OBSERVE H1, 399.7865218 MHz
DATA PROCESSING

FT size 65536

Total time 0 min, 57 sec

OH
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wrna76-1_05Jun2013

Archive directory: Jexport/home/xiaona/vnmrsys/data

Sample directory: wxnd476=1_05Jun2013

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: CARBON
INOVA-500 “nmro3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.197 sec

Width 25157.2 Hz

306 repetitions
OBSERVE (€13, 100.5263844 MHz
DECOUPLE HL, 399.7885243 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536
Total time 1 hr, 13 min, 31 sec
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wxnS3d4-2_215ep2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn534-2_21Sep2013

Pulse Sequence: s2pul

Solvent: COC13 \\

Temp. 25.0 C / 298.1 K C)F
File: PROTON

INOVA-500 “nmr03"

Relax. delay 1.000 sac )V

Pulse 45.0 degrees Ts

Acg. time 3.747 sec [ H
Width 8000.0 Hz

8 repetitions
OBSERVE H1, 499.7288117 MHz
DATA PROCESSING 3d
Line broadening 0.% Hz
FT size 65536
Total time 0 min, 38 sec

—r——




wxn534—-2_215ep2013

Archive directory: Jexport/home/xiacna/vnmrsys/data
Sample directory: wxn534-2_2Z1Sep2013

Pulse Seguence: sZpul

Solvent: CDOC13

Temp. 25.0 C / 298.1 K
User: 1-14-87

File: CARBON

INOVA=500 “nmro3"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.299 sec
Width 31446.5 Hz

335 repetitions

OBSERVE €13, 125.6568905 MHz
DECOUPLE H1, 499.7312837 MHz

Power 48 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 131072

\

OH
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3d

Total time 3 hr, 12 min, 23 sec
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wxn518-3_30Sepz013-14:24:46

archive directory: fexport,.-’home;xiaonafunmrsysmata
Sample directory: wxnS18-3_30Sep2013-14:24:456

Pulse Seguence. s2pul

Solvent: CDC13 TBSO

Temp. 25.0 C / 298.1 K
File: PROTON OH
INOVA-500 "nmro3"

Relax. delay 1.000 sec N

Pulse 45.0 degrees /

Acg. time 3.747 sec Ts

Width 8000.0 Hz / F
8 repetitions
OBSERVE H1, 499.7288163 MHz
DATA PROCESSING

\
Line broadening 0.5 Hz . OTBS
FT size 65536
Total time 0 min, 38 sec 3e

B [ J \/
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wxn518-3_06Sep2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn518-3_06Sep2013

Pulse Seqguence: s2pul

Solvent: COC13
Temp. 25.0 C / 298.1 K

File: CARBON
INOVA-=500 "nmr03" TBSO

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.197 sec

Width 25157.2 Hz

1052 repetitions
DBSERVE C€13, 100.5263814 MHz
DECOUPLE H1, 399.7885243 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536

Total time 3 hr, 3 min, 49 sec
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wxn518-1_065ep2013
Archive directory: sexport/home/xiaona/vnmrsys/data
Sample directory: wxn518-1_06Sep2013 .

TBSO

Pulse Sequence: sZpul

Solvent: CDCI13

Temp. 25.0 C / 288.1 K
File: PROTON

INOVA-500 "“nmro3"

Relax. delay 1.000 sec N
Pulse 45.0 degrees T /
Acg. time 3.754 sec S /
width 6387.7 Hz
& repetitions
OBSERVE H1l, 399.7865245 MHz
DATA PROCESSING
FT size 65536 OTBS
Total time 0 min, 57 sec .
3e

e F S S — r T T T T T i
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wxnS18-1_06Sep2013

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxnS18=1_06Sep20l3

Pulse Sequence: sZpul

Solvent: COC13
Temp. 25.0 C / 288.1 K

File: CARBON -
INOVA-500 “nmr03" TBSO

Relax. delay 1.000 sec

Pulse 45.0 degrees

Achg. time 1.197 sec

Width 25157.2 Hz N

373 repetitions /
OBSERVE C13, 100.5263821 MHz Ts

DECOUPLE Hl, 399.7885243 MHz /
Power 43 dB

continuously on

WALTZ~16 modulated

DATA PRDCESSING OTBS
Line broadening 0.8 Hz

FT size 65536 3e|
Total time 3 hr, 3 min, 49 sec

L i B g .;"'l"1"]'-|'_'1'—l—"r—'—|—|_|—l"!—l—'r‘vl[lr"l“pr‘l|||||||r|||"-‘"‘. Y =
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wxn541-3_23Sepz0nla

Archive directory: fexport/home/xiaona/vnmrsys/data

Sample directory: wxn541-3_295ep2013

Pulse Sequence:

Solvent: COC
Temp. 25.0 C

File: PROTON

INOVA=500

Relax.

Width 8000.0 Hz
32 repetitions

OBSERVE

DATA PROCESSING

sZpul

13
/ 298.1 K

“nmro3"

delay 1.000 sec
Pulse 45.0 degrees
Acq. time 3.747 sec

H1, 499.7288148 MHz

Line broadening 0.5 Hz
FT size 65536
Total time 2 min, 32 sec
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wxn541-3_285ep2013

archive directory: fexport/home/xiacona/vnmrsys/data
Sample directory: wxn541-3_285ep2013

Pulse Seguence: s2pul

Solvent: CDCI3

Temp. 25.0 C / 298.1 K
User: 1-14-87

File: CARBON

INOVA-500 “npmr03"

Relax. delay 1.000 Sec OH
Pulse 45.0 degrees
Acg. time 1.2359 sec
Width 31446.5 Hz h
18641 repetitions /
OBSERVE C1i3, 125.6568857 MHz NS
- DECOUPLE Hl, 499.7312887 MHz
Power 48 d8 H
continuously on
WALTZ-16 modulated 3f
DATA PROCESSING
Line broadening 0.5 Hz
FT size 131072
Total time 128 hr, 12 min, 49 sec
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wxnbdl-1_285ep2013-22:12:32

Archive directory: Jexport/home/xiaona/vomrsys/data
Sample directory: wxn54l-1_28Sep2013-22:12:32

Pulse Sequence: sZpul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: PROTON

INOVA-50C "nmro3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.747 sec

Width 8000.0 Hz h
32 repetitions /
OBSERVE H1l, 489.7288168 MHz Ng

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 2 min, 32 sec 3f'
i
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wxnSd41-1_28Sep20i3-15:01:42

Archive directory: fexportfhomc{xIEOnajvnmreysfdata
Sample directory: wxn541-1_28Sep2013-15:01:42

Pulse Seguence: sZpul

Selvent: CDC13

Temp. 25.0 C Jf 298.1 K
User: 1-14-87
File: CARBON
INOVA-500 "nmro3"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.299 sec
Width 31446.5 Hz

11026 repetitions N
OBSERVE CLl3, 125.6568852 MHz /
DECOUPLE H1, 1499.7312897 MHz Ns

Power 48 dB

continuously on

WALTZ~-16 modulated

DATA PROCESSING 3f|
Line broadening 0.5 Hz

FT size 131072

Total time 12821 hr, 15 min, 40 sec
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wxnE01-2_270ecz0l3

archive directory: /export/home/xjaona/vnmrsys/data
Sample directory: win601-2_270ec2013 .

Pulse Seguence: s2

Solvent: CDCI3
Temp. 25.0 C / 29
File: PROTON
INOVA-500 "nmro3"

Relax. delay 1.00
Pulse 45.0 degree
Acg. time 3.754 s
Width 6387.7 Hz

8 repetitions

OBSERVE H1, 399.7865227 MHz

DATA PROCESSING
FT size 65536
Total time 0 min,

pul

8.1 K

0 sec
s
ec

57 sec

/N
Ts

39

e




wxn601-2_270ec2013-10:21:16

Archive directory: /export/home/xiaona/vnmrsys/data
Sample directory: wxnG01-2_270ec2013-10:21:16

Pulse Seqguence: sZpul

Solvent: COC13

Temp. 25.0 C / 298.1 K
File: CARBON

INOVA-S00 "nmr03"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.137 sec

Width 25157.2 Hz

3489 repetitions
OBSERVE C13, 100.5263821 MHz
DECOUPLE H1, 399.7885243 MHz
Power 43 dB

continuously on

WALTZ=16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536

OH
N

T

Total time 122 hr, 33 min, 8 sec
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wxn594-601-1_30Dec2013

Archive directory: /fexport/home/xiaona/vnmrsys/data
Sample directory: wxn594-601-1_300ec2013

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: PROTON

INOVA-500 “nmr0o3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 3.754 sec —
width 6387.7 Hz Ts~N
8 repetitions

OBSERVE H1, 399.7865227 MHz

DATA PROCESSING

FT size 65536

Total time D min, 57 sec 39"

M
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wxn584-601-1_30Dec2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxnbh94-501-1_300ec2013

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: CARBON

INOVA-500 “nmro3"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.197 sec TS\N
Width 25157.2 Hz
1644 repetitions
_ OBSERVE C13, 100.5263837 MHz
DECOUPLE H1, 399.7885243 MHz
Power 43 dB
continuously on 39
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.8 Hz
FT size 65536
Total time 3 hr, 3 min, 49 sec

ﬂ " Idi I"'Hh i i ” !“ . i " “
L B B L0 B e e e e A N N L e B L B BRI B L B L L e e e A L L L S LA B N
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wxn593-4_160ec2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn593-4_16Dec2013

Pulse Sequence: s2pul //

Solvent: CDC13 .

Temp. 25.0 C / 298.1 K

File: PROTON OH
INOYVA-500 ‘“nmro3"

N
Relax. delay 1.000 sec /
Pulse 45.0 degrees NS
Acg. time 3.747 sec H

Width 8000.0 Hz

& repetitions
DOBSERVE H1, 499.7288165 MHz

DATA PROCESSING 3h
Line broadening 0.5 Hz

FT size 65536

Total time 0 min, 38 sec
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wxn593-4_150ec20l13

Archive directory: /expurt{home/x1aona}vnmrsys;dutn
Sample directory: wxn533-4_15Dec2013
Pulse Seguence: s2pul

solvent: COG13 //

Temp. 25.0 C / 298.1 K

File: CARBON ) OH
INOVA-500 “nmro3"

o

Relax. delay 1.000 sec N
Pulse 45.0 degrees /
Acg. time 1.137 sec Ns
wWidth 25157.2 Hz H
3998 repetitions
OBSERVE C13, 100.5263814 MHz
DECOUPLE H1, 399.7885243 MHz 3|1
Power 43 dB
continuously on .
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.8 Hz
FT size 65536
Total time 3 hr

, 3 min, 4% sec

I
B B B B B B
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wxn593-1_15%0ec2013-19:40:02

Archive directory: Jexport/home/xiaocna/vnmrsys/data
Sample directory: wxn593-1_150ec2013-19:40:02

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: PROTON

INOVA-500 “nmro3"™

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 3.747 sec

Width 8000.0 Hz

8 repetitions
OBSERVE H1, 499.7288175 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536

Total time 0 min, 38 sec
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wxn593-1_150ec2013-21:48:11

Archive directory: /export/home/xiaona/vnmrsys/data
Sample directory: wxn593-1_150ec2013-21:48:11

Pulse Sequence: s2pul .

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: CARBON

INOVA=500 “nmro03"

Relax. delay 1.000 sec

Pulse 45.0 degrees NS\N
Acg. time 1.197 sec

Width 25157.2 Hz

18633 repetitions
OBSERVE C13, 100.5263814 MHz
DECOUPLE M1, 399.7885243 MHz 3[f|
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536

Total time 12 hr, 15 min, 18 sec

VLI VRPN P ) WPPORIS W 0 MOS8
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wxn528-4_175ep2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn528-4_17Sep2013

Pulse Seguence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K Mbs.  .Bn
File: PROTON N
INOVA=500 "nmro3"

O
Me. -

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.747 sec

Width 8000.0 Hz

8 repetitions .
OBSERVE  H1, 499.7288139 MHz 12a-cis
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 38 sec




wxnS528-4_17Sep2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn528-4_17Sep2013

Pulse Sequence: s2pul

solvent: cOC13 Mbs.. .Bn
Temp. 25.0 C / 288.1 K N 10
User: 1-14-87

File: CARBON Me_ _~

INOVA=500 “nmro3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.239 sec ,
Width 31446.5 Hz -
579 repetitions 12a crs
OBSERVE €13, 125.6568910 MHz

DECOUPLE H1, 499.7312897 MHz

Power 39 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 131072

Total time 1 hr, 17 min, 0 sec

LI I B B e S L B B B S B B B B B B S B
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WwWrnNE38-1-2-3_01Mar2014-19:32:38

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn638-1-2-3_01Mar2014-19:32:38

Pulse Seguence: sZpul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: PROTON

INOVA=500 "nmro3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.754 sec

Width 6387.7 Hz

& repetitions

OBSERVE Hl, 399.7865224 MHz
DATA PROCESSING

FT size 65536

Total time 0 min, 57 sec

Mbs.. _.B
ban

0
=z
Me

12a-trans

S——

o
S _UL_WLJLA

S et Bt

1

e



WxnNE38=1-2-3_01Mar2014-19:32:38

Archive directory: Jexport/home/xiaona/vimrsys/data
Sample directory: WxnB38-1-2-3_01Mar2014-19:32:38

Pulse Seguence: s2pul
Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: CARBON MbS\N/Bn
INOVA=500 "nmr03" (J
Relax. delay 1.000 sec =

Pulse 45.0 degrees

Acg. time 1.1837 sec
Width 25157.2 Hz Me

2555 repst;tions 5263837 MH
OBSERVE 13, 100. MHz

DECOUPLE Hi, 399.7885243 MHz 12a-frans

Power 43 dB

continuously on

WALTZ—-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536 .
Total time 3 hr, 3 min, 49 sec .

i i Loaihl IJ L™ ; S " 4 o e I Ak <l l ; t PHPPRT otk

i L b "

[ S S A N It A B A S A N SR R B SR B T R S SEULS B B S N N AN B S e S A R LN R R L A

220 200 180 160 ‘ 140 120 100 80 60 40 20 0 ppm
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wxn563-1_300ct2013

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxn563-1_300ct2013

Pulse Seguence: s2pul

Solvent: CDC13 TS\N,BH
Temp. 25.0 C / 298.1 K

File: PROTON

INOVA-500 “nmr03" Me. _~

0

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.754 sec

Width 6387.7 Hz -]
8 repetitions 12b cis
OBSERVE H1, 39%.7865220 MHz

DATA PROCESSING

FT size 65536

Tetal time 0 min, 57 sec

1 A/
I
Wl
] B A
iﬂ T é o é o -7 ‘

N

ppm



wxn563-1_280ct2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn563-1_280ct2013

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 C / 258.1 K
File: CARBON

INOVA-500 "nmro3"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.197 sec
Width 25157.2 Hz

1186 repetitions
OBSERVE

Ci3, 100.5263844 MHz

DECOUPLE HL, 399.7885243 MHz

Power 43 dB
continuously on
WALTZ=16 modulated
DATA PROCESSING

Line broadening 0.8 Hz
FT size 65536

Total time 3 hr, 3 min, 49 sec

o e T T T T T T T e e g e s

220 200

180

Ts.,,.B
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wxn563-2-2_25MNovZ013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxnS63—-2-2_25NovZ0l3

Pulse Sequence: sZpul

Solvent: CDC13 TS\N,BH
Temp. 25.0 C / 298B.1 K

File: PROTON

INOVA=500 "nmro3"

0O

=

Relax. delay 1.000 sec

Pulse 45.0 degrees Me

Acg. time 3.754 sec

Width 6387.7 Hz .

& repetitions 12b-trans
OBSERVE Hl, 399.7865233 MHz

DATA PROCESSING

FT size 65536
Total time 0 min, 57 sec
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wxn563-2-2_25Nov2013-16:42:23

Archive directory: Jexport/home/xiaona/vomrsys/data
Sample directory: wxn563-2-2_25Nov2013-16:42:23

Pulse Sequence: s2pul

Solvent: COCI3 Ts.. .Bn
Temp. 25.0 C / 298.1 K N 0
File: CARBON
INOVA=500 ‘“nmro3"

/

Relax. delay 1.000 sec

Pulse 45.0 degrees “ﬂe

Acqg. time 1.187 sec

Width 25157.2 Hz

4588 repetitions 12b-trans
OBSERVE Cl3, 100.5263821 MHz
DECOUPLE H1, 393.7885243 MHz

Power 43 dB -
continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536

Total time.3 hr, 3 min, 49 sec

Wmm AP —

T T H LA S R R A L e e L B

L IR S e B

CEN N e S e S B e L B LN L L L L AR IR B

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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wxn553-2_180ct2013

Archive directory: Jexport/home/xiaona/vomrsys/data
Sample directory: wxn553-2_180ct2013

Pulse Sequence: sZpul

Solvent: CDCI3 NS\N’Bn
Temp. 25.0 C / 298.1 K O
File: PROTON

INOVA-500 “pmro3" “Ae ///

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 3.754 sec
Width 6387.7 Hz i
8 repetitions 12c-cis
OBSERVE H1, 399.7865218 MHz
DATA PROCESSING
FT size 65536
.Total time 0 min, 57 sec

.
."_r_l’ﬁ_1 '“i—i"' T
-0 ppm



wxn553-2_180ct2013-21:59:33

Archive directory: /Bxport/home/xiaona/vnmrsysfdata
Sample directory: wxn553-2_180ct2013-21:59:3

Pulse Sequence: sZpul

Solvent: CODC13 NS\Nan
Temp. 25.0 C / 298.1 K

File: CARBON :

INOVA=-500 ‘"nmro3" Me_ ~

0

Relax. delay 1.000 sec

Pulse 45.0 degrees

aﬁg.htimesl,lS? sec

th 25157.2 Hz ,

5000 repetitions 12c-cis
OBSERVE C13, 100.5263829 MHz
DECOUPLE H1, 399.7885243 MHz

Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536 .
Total time 3 hr, 3 min, 49 sec

A N AY Mk 1 i L) i | N T

A Bt I A el el e it | L L Rt [t S A N B B S A L B L
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wxn553-3_180ctz0l3

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn553-3_180ct2013

Pulse Seguence: s2pul

Solvent: CDCI3

Temp. 25.0 C / 298.1 K
File: PROTON

INOVA-500 “nmro3"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.747 sec

Width 8000.0 Hz

& repetitions
OBSERVE H1, 499.7288158 MHz
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 0 min, 38 sec

Ns. _.Bn
N o

7
Me

12c-trans




wxn553-3_180ct2043-22:05:45

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn553-3_180ct2013-22:05:45

Pulse Sequence: sZpul

Solvent: CDCI13 NS\N’Bn
Temp. 25.0 C / 298.1 K O
User : 1-14-87

File: CARBON

INOVA-500 "nmro3" Z

Relax. delay 1.000 sec Me

Pulse 45.0 degrees

Acg. time 1.299 sec

width 31446.5 Hz 12c-trans
5000 repetitions
OBSERVE C13, 125.656B876 MHz

DECOUPLE H1, 499.73128397 MHz

Power 33 dB : -
continuously on .

WALTZ—-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz
FT size 131072
Total time 3 hr, 12 min, 23 sec

B AL e e S e L L WL S BB L L B T

LA A B S B L R s S R L ML L O SN R B L L LR L B
220 200 180 160 140 120 100 a0 60 a0 20 0 ppm
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WANBE36-641-1_01Mar2014

Archive directory: Jexport/home/xiaona/vnmrsys /data
Sample directory: wxn636-641=1_01Mar2014

Pulse Sequence: s2pul

Solvent: COC13 Bn
Temp. 25.0 C / 298.1 K \
File: PROTON N
INOVA=500 “nmro3" Mbs/

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.747 sec '
Width 8000.0 Hz 3a
8 repetitions

OBSERVE H1, 499.7288183 MHz

DATA PROCESSING -

Line broadening 0.5 Hz

FT size 65536
Total time 0 min, 38 sec




WHNE36-641-1_01Mar20l4

Archive directory: /Jexport/home/xiaona/vnmrsys/data
Sample directory: wxn636-641-1_01Mar20l4 .

Pulse Sequence: sZpul
Solvent: COC13

Temp. 25.0 C / 298.1 K B
User: 1-14-87 \
File: CARBON N
INOVA=500 "nmr03" /

Mbs

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 1.299 sec

Width 31446.5 Hz 3 ]
3998 repetitions a
OBSERVE C13, 125.6568867 MHz

DECOUPLE H1, 499.7312897 MHz

Power 46 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 131072
Total time 3 hr, 12 min, 23 sec

ol N
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WHNE41-636-624-1_01Marz014

Archive directory: {export;home;x1aonafvnmrsysfdaga

Sample directory: wxn641-636-624~1_01Mar2014

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 25.0 C / 298.1 K
File: PROTON _ N
INOVA-500 "nmro3"

Me. .~
cis

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 3.747 sec

Width 8000.0 Hz

8 repetitions
OBSERVE Hl, -499.7288156 MHz
DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536
Total time 0 min, 38 sec

i-cis

.. .B
Mbs no

| B

~ /B y
Mbs N nO

trans
~

Me

and

i-trans
ar 2.3:1

i-cis

i-cis

o

i-tran
i-trans

o .
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DEPT, COSY, NOESY, HMQC and HMBC for 3a
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wxnd?29-2_12Aprz013-10:34:43 T
| OH
Archive directory: fexport/home/xiaona/vnmrsys/data Bn
Sample directory: wxnd29-2_12Apr2013-10:34:43
Pulse Sequence: DEPT ) . )V
solvent: CDC13 Mbs
Temp. 25.0 C f 288.1 K F
File: DEPT
INOVA-500 “nmro3"

Relax. delay 1.000 sec - 33
Pulse 90.0 degrees

Acg. time 1.1398 sec

Width 2515%7.2 Hz

64 repetitions
OBSERVE C13, 100.5263868 MHz
DECOUPLE H1, 399%9.7885243 MHz
Power 43 d8

on during acguisition

of f during delay

WALTZ=-16 modulated
DATA PROCESSING

Line broadening 0.8 Hz
FT size 65536 .
Total time 2 min, 31 sec

129.148

130.148
128,392

—

———lla17l

55.785
53.838

139.878
N__128.002
“__§3.792

106.366
38.976
133.859
-24.885
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wxnd423-2_11Mar2013

Archive directory: jexpurt{home/uiacna}vnmrsys;dats
Sample directory: wxn423-2_11Mar2013

Pulse Sequence: gCOSY

Solvent: CDC13 OH
Temp. 25.0 C / 298.1 K Bn
File: gCOSY \
INOVA=500 “nmro3" N
. /
Relax. delay 1.000 sec “AbS
Acg. time 0.128B sec F
width B8000.0 Hz

20 Width B000.0 Hz
.Single scan

200 increments 3a
DBSERVE H1, 4939.7288170 MHz

DATA PROCESSING

Sq. sine bell 0.064 sec

F1 DATA PROCESSING

Sq. sine bell 0.025 sec

FT size 4036 x 4096

Total time 4 min, & sec

S61
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wxnd29-2_llMarzols3

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxnd429%-2_l1Marzol3

Pulse Sequence: NOESY

Solvent: CDC13

Temp. 25.0 © / 298.1 K
File: NOESY )
INOVA-500

OH _
Bn )

\

"nmir@3" h

/
Relax. delay 2.000 sec hﬂbs
Mixing 0.200 sec H
Acg. time 0.128 sec
Width 8000.0 Hz
20 Width 8000.0 Hz .
16 repetitions 3a
Z % 128 increments
OBSERVE Hl, 483.7288170 MHz
‘DATA PROCESSING
Gauss apodization 0.059 sec
Fl1 DATA PROCESSING
Gauss apodization 0.015 sec
FT size 4096 x 4096
Total time 2 hr, 41 min, 39 sec

J

l _tMLL_____JLMJfLﬂLA;




wxn429-2_ 1lMar2013

. Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxnd29-2_l11Mar2013

Pulse Seguence: NDESY

Solvent: CDCI3

Temp. 25.0 C / 298.1 K Bn

File: NDESY \

INOVA-500 "nmro3" N
/

Mbs

OH

Relax. delay 2.000 sec
Mixing 0.200 sec

time 0.128 sec

Width C8000.0 Hz

20 Width 8000.0 H=z

16 repetitions

2 % 128 increments

OBSERVE HL, 493.7288170 MHz
DATA PROCESSING

Gauss apodization 0.059 sec

L _JLKJ\NN}UL Al

F1 DATA PROCESSING N -
Gauis aggg;zat:ggsﬂ.uls sec F2 il
FT siz X
Tctalyle:ime 2 hr, 41 min, 39 sec (FIFIID_] =
0.5
[
':'J 1.8'4_“
1 3
—-C._'__"J 1.5
< 2.0
; 2.5
3.0—
3.5
- :“‘) ; J— —_— B
4.0- r:_/Ja
i /// " -
J 4 £
— - -
- —— 4.5+ IS &
-—'—'L‘ ?__..-L - —
. : J i r:J.;___ .
5.0 =~
_.// .
e
S 5.5- . . -
) — SR e I e R e e e R T
. 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
F1 (ppm)



Archive directory: fexport/home/xiaona/vnmrsys/data

wxnadzZ9-2_09Marz013-22:49:47
Sample directory: wxnd429-2_09Mar2013-22:49:47

Pulse Sequence: gHMQC

: i
Solvent: COC13 ()Fi ;
Temp. 25.0 C f 298.1 K .

File: gHMQC - Bn\ . . 5 {

INOVA-500 ‘“nmro3" N !J

/ i
Relax. delay 1.000 sec Mbs
Acg. time 0.128 sec H |
Width 8000.0 Hz |

20 Width 25133.5 Hz

4 repetitions .
2 X 256 increments ) 3a | [
OBSERVE H1, 499.7288153 MHz
DECOUPLE 013: 125.6681836 MHz Jl NJ l n JL .JL ‘j Jk_Jk"ﬂ .ﬂ..v .
Power 37 dB T e T T T T oo ’
on during acquisition .
off during delay
WA0_gns121 modulated F2
DATA PROCESSING —
Gauss apodization 0.059 sec (ppm)
F1 DATA PROCESSING m
Gauss apodization 0.019 sec i
FT size 2048 x 4096 ' | ’
Total time 41 min, 3 sec .
1- !
¢ o
. ¢ 9
2 0
i ?
3...
a- 1
] . 4
5_ Rl
i .
6_
7- $
. d R
] 1)
8_
o o e ey e o e B B B R IR
150 140 130 120 110 100 90 &0 70 60 50 a0 30 20 10 0
F1 (ppm)
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wxnd423-2_11Marzol3

archive directory: Jexport/home/xiaonasvnmrsys/data
Sample directory: wxn429-2_11iMar2013

Pulse _Sequ;:ncc: gHMBC

Solvent: COC13 OH
Temp. 25.0 C / 298.1 K Bn

File: gHMBC \

INOVA-500 "nmr0o3" N

Relax. delay 1.000 sec MbS/

Acg. time 0.128 sec H
Width B000.0 Hz

20 Width 25133.5 Hz

8 repetitions

512 increments 33
OBSERVE H1, 499 .72BB170 MHz >
DATA PROCESSING

Sine bell 0.064 sec

F1 DATA PROCESSING

Sine bell 0.010 sec

FT size 2048 ® 8192

Total time 1 hr, 23 min, 55 sec
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NOESY for 3e

TBSO
OH
/N
Ts
| H
oTBS
3e
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wxn518-3_308cp2013-14:24:46

Archive directory: /export/home/xiacna/vnmrsys/data
Sample directory: wxn518-3_308ep2013-14:24:46

Pulse Seguence: NOESY

Solvent: CDC13

Temp. 25.0 ¢ 7 288.1 k. 1BSQO

File: NOESY

INOVA-500 "nmro3" OH

Relax. delay 2.000 sec B
Mixing 0.200 sec N
Acg. time 0.128 sec /
Width 8000.0 Hz TS
zD wWidth 8000.0 Hz

16 repetitions / H I U
2 x 256 increments

OBSERVE H1, 499.7288163 MHz

DATA PROCESSING |

Gauss apodization 0.059 sec OTBS

F1 DATA PROCESSING N
Gauss apodization 0.030 sec 3e - F2 B
FT size 4096 = 4036 (ppml
Total time 5 hr, 23 min, & sec

LS VP
W

d_
5
] i
B_
?_ -
] A
- P
8- //(
—1-1.]|||s||t|r'[---|>-|---!--.[|-.:~|—r'
8 7 6 5 a 3 2 1 0
F1 (ppm)
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wW¥nNS1B-3_308ep2013-14:24:46

Archive directory: /fexport/home/xiaonasvnmrsys/data
Sample directory: wxn518-3_30Sep?013-14:24:486

Pulse Sequence: NOESY

Solvent: CDC13

Temp. 25.0 C / 298.1 K

File: MNOESY - TBSO
INOVA=500 "“nmro3"

OH

Relax. delay 2.000 sec

Mixing 0.200 sec

Acg. time 0.128 sec N

Width 8000.0 Hz /

20 Width 8000.0 Hz Ts

16 repetitions / F
2 % 256 increments
OBSERVE Hl, 499.7288163 MHz
DATA PROCESSING

Gauss apodization 0.053 sec OTBS
F1 DATA PROCESSING

Gauss apodization 0.030 sec 39
FT size 4096 x 4096
Total time S hr, 23 min, 8 sec

S68

L B B e i

g R

-0.5



DEPT and NOESY for 12a-cis

Mbs.. _.B
bsN no

Me\/\b

12a-cis

S69



WXN528-4_17Sep2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxnS28-4_17/5ep2013

Pulse Sequence: DEPT

Solvent: CDC13

Temp. 25.0 C / 298.1 K MbS\N’Bn
User: 1-14-87 0
File: DEPT

INOVA-500 "“nmr03" - Me =

Relax. delay 1.000 sec
Pulse 950.0 degrees
Acg. time 1.299 sec
Width 31446.5 Hz .
512 repetitions 12a-cis
OBSERVE C13, 125.6568910 MHz
DECOUFLE H1, 495.7312837 MHz
Power 39 dB

on during acquisition

off during delay

WALTEZ=16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 131072
Total time 19 min, 58 sec

129.69¢
128.411

129,920

114.317

—133.479
\__128.148

160.236
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wxn528-4_040ec2013-17:30:07

Archive directory: fexpor-t,'home_fx1aona;vnmr5ys}data
Sample directory: wxn528-4_04Dec2013-17:30:

Pulse Sequence: NOESY

Solvent: CDOC13 Mbs.. _Bn .

Temp. 25.0 C / 298.1 K N 0

File: MOESY ~
INOVA-500 “nmr03" Me. —

Relax. delay 1.000 sec
Mixing 0.200 sec

Acg. time 0.204 sec
U'idtlild b gnna,g ﬁz . “~
20 Widt 006, z . . L
16 repetitions 12a-cis |

2 x 256 increments

OBSERVE H1, 499.7288149 MHz
DATA PROCESSING

Gauss apodization 0.094 sec

F1 DATA PROCESSING

Gauss apodization 0.047 sec Fz : -
FT size 4036 x 4096
Total time 3 hr, 17 min, 51 sec (ppm)

S71




NOESY for 12b-cis and 12b-trans

Ts\N/Bn o Ts\N,Bn o
Me._~ %

0 L0

12b-cis 12b-trans
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wxn563-1_050ec2013

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxnb63—-1_050ec20l3

Pulse Sequence: NDESY

‘Solvent: COC13 Ts.. .Bn
Temp. 25.0 C / 298.1 K N
File: NOESY

INOVA-500 "pmro3™

0]
Me. -~

Relax. delay 1.000 sec

Mixing 0.200 sec

Acg. time 0.128 sec

Width B8000.0 Hz .

2Dh wWidth 8000.0 Hz

16 repetitions 12b-cis
2 % 256 increments
OBSERVE H1, 49%.7288161 MHz

DATA PROCESSING

Gauss apodization 0.059 sec

F1 DATA PROCESSING

Gauss apodization 0.030 sec

FT size 4086 x 4096 .

Total time 3 hr, 6 min, 4 sec -
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wxns63-2-2_05Decz013

Archive directory: jexportfhcmefx1aonafvnmrsys/data
Sample directory: wxnS563-2-2_050ecz0l3

Pulse Sequence: NOESY

Solvent: CDCI3
Temp. 25.0 C / 298.1 K

File: MDESY ’
INOVA-500 "nmro3" TS\N’Bn

0

Relax. delay 1.000 sec

Mixing 0.200 sec =

Acg. time 0.128 sec

Width B000.0 Hz

zD Width 8000.0 Hz Me Ny

16 repetitions v e
2 x 256 increments

DRSERVE  H1, 499.728B170 MHz 12b-trans
DATA PROCESSING ) .
Gauss apodization 0.059 sec .

F1 DATA PROCESSING - 1
Gauss apodization 0.030 sec
FT size 4096 x 4096

Total time 3 hr, 6 min, 4 sec

- .
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F1 (ppm)

S74




DEPT , NOESY and HMQC for 12c-cis and 12c-trans

Ns\N,Bn o Ns\N,Bn o
Me
12c-cis 12c-trans
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wxn553-2_190ct?2013-13:02:57

Archive directory: /export;home/xtaona;vnmrsys{data
Sample directory: wxn553-2_190ct2013-13:02:

Pulse Sequence: DEPT

solvent: COCI3 Ns.

Temp. 25.0 C 7/ 298.1 K N 0

File: DEPT .
INOVA-500 “nmro3" Me_ —

Relax. delay 1.000 sec
Pulse 90.0 degrees
Acqg. time 1.198 sec
Width 25157.2 Hz |

160 repetitions
OBSERVE Cl3, 100.5263821 MHz 12c-cis
DECOUPLE H1, 339.7885243 MH=z
Power 43 dB

on during acquisition

of f during delay

WALTZ=-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536
Total time 1% min, 6 Ssec

128.828

I
128,690

130.080

128.652
124.474

\

JR— 160.201
133.532
14.278

54.304
36.479
25.451

180 160 140 120 - 100 a0
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wxn553-2_190ct2013

Archive directory: /export/home/xiaona/vnmrsys/data
Sample directory: wxn553-2_190ct2013

Pulse Sequence: NOESY Ns Bn
solvent: COCI3 : “N”

Temp. 25.0 © f 298.1 K ’ O
File: MNODESY

INOVA-500 'nmro3" Me. . _~

Relax. delay 2.000 sec

Mixing 0.200 sec

Acg. time 0.128 sec

Width 8000.0 Hz ;
2D Width B080.0 Hz 12c-cis
16 repetitions - | W
2 % 256 increments

DBSERVE H1, 499.7288153 MHz

DATA PROCESSING

Gauss apodization 0.059 sec | _ R —
F1 DATA PROCESSING B}
Gauss apodization 0.030 sec ) F2

FT size 4096 % 4096 '
Total time 5 hr, 23 min, 8 sec . (pEIaI_)
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wxn553-2_180ct2013-21:59:33

Archive directory: Jexport/home/xiaona/vnmrsys/data

Sample directory: wxn553-2_180ct2013-21:59:33

Pulse Seguence: gHMQC

Solvent: CDC13
Temp. 25.0 C / 298.1 K
File: gHMOC

INOVA=500 “nmro3"

Relax. delay 1.000 sec
Acg. time 0.160 sec
Width 6387.7 Hz

20 Width 17090.4 Hz

16 repetitions

2 % 512 increments
OBSERVE

H1, 399.7865214 MHz

DECOUPLE C13, 100.5339172 MHz

Power 46 dB

on during acquisition
off during delay
GARP-1 modulated

DATA PROCESSING

Gauss apodization 0.074 sec

F1 DATA PROCESSING

Gauss apodization 0.055 sec

FT size 4096 x 8192

Total time 5 hr, 3% min, 32 sec

Ns. ..B
SN no
Me. _~

12c-cis

Y

L LN R L e e

a

150 140 130 120 110 100
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wxn553-2_180ct2013-21:59:33

Archive directory: /export/home/xiaona/vnmrsys/data

Sample directory: wxn553-2_180c¢t2013-21:59:33

Pulse Sequence: gHMOC
Solvent: COC13 Ns., . .Bn
Temp. 25.0 C / 298.1 X N 0

File: gHMQC
INOVA-500 Me_ —~

"nmro3t

Relax. delay 1.000 sec

Acg. time D.160 sec

Width 6387.7 Hz

20 Width 17090.4 Hz

16 repetitions

2 % 512 increments
OBSERVE H1, 399.7865214 MHz
OECOUPLE C13, 100.5339172 MHz
Power 46 dB

on during acguisition

off during delay

GARP-1 modulated
DATA PROCESSING

Gauss apodization 0.074 sec
F1 DATA PROCESSING .

Gauss apodization 0.055 sec
FT size 2048 x 8192
Total time 5 hr, 35 min, 32 sec

12c-cis

F2

(ppm
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wxn553-3_190ct2013

Archive directory: Jexport/home/xiaona/vnmrsys/data
Sample directory: wxn553-3_190ct2013

Fulse Sequence: DEPT

Solvent: COC13

Temp. 25.0 C / 298.1 K
File: DEPT

INOVA-500 “nmro3"

Relax. delay 1.000 sec

Pulse 90.0 degrees

Acg. time 1.198 sec

Width 25157.2 Hz

320 repetitions

OBSERVE C13, 100.5263821 MHz
DECOUPLE H1, 399.7885243 MHz
Power 43 dB

on during acquisition

off during delay

WALTZ—-16 modulated

DATA PROCESSING

Line broadening 0.8 Hz

FT size 65536
Total time 19 min, & sec

164.148

Ns. _.Bn
N

=
Me

0O

12c-trans

129,247

/—1.29. 683

A

!u_ISZ‘GBﬁ

28.728
128,354

ol24.107

~
a
=
el
I
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wWHNn553-3_180ct2013-22:05:45

Archive directory: fexport/homesxiacna/vnmrsys/data
Sample directory: wxn553-3_180ct2013-22:05:45

Pulse Seguence: NOESY NS Bn
~ -

Solvent: COC13 N
Temp. 25.0 C / 298.1 K C)
File: NOESY

INOVA-S00 “nmr(3" =

Relax. delay 2.000 sec

Mixing 0.200 sec Me
Acg. time 0.128 sec

Width annn.o Hz

2D Width 8000.0 Hz

16 repetitions

2 ¥ 256 increments

OBSERVE Hl, 499.7288158 MHz
DATA PROCESSING

Gauss apodization 0.059% sec
F1l DATA PROCESSING =
Gauss apodization 0.030 sec

FT size 4096 % 4096

Total time 5 hr, 23 min, 8 sec

12c-trans

i
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Wwxn553-3_180ct2013-22:05:45

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn553-3_180ct2013-22:05:45

Pulse Seguence: gHMQC

Solvent: CDC13 Ns. _Bn
Temp. 25.0 C / 298.1 K N 0
File: gHMQC
INDVA-500 "nmr03"

/
Relax. delay 1.000 sec
Acg. time 0.128 sec
width 8000.0 Hz “Ae
2D Width 21361.8 Hz
16 repetitions R
2 % 512 increments 12C trans

OBSERVE Hl, 499.7288158 MH=z
DECOUPLE C13, 125.6GG2987 MHz
Power 44 dB

on during acquisition

off during delay

Wan_hcx4765 modulated

ODATA PROCESSING

Gauss apodization 0.059 sec
F1 DATA PROCESSING

Gauss apodization 0.044 sec
FT size 2048 » 8132

Total time 5 hr, 25 min, 52 sec

U

|

!

)
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ST

130 120 :1i0 100 90 80 70 60
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wxn553-3_180ct?013-22:05:45

Archive directory: fexport/home/xiaona/vnmrsys/data
Sample directory: wxn553-3_180ct2013-22:05:45

Pulse Sequence: gHMGQC

Solvent: CDCI3 .
Temp. 25.0 C / 288.1 K Ns. _Bn A :
File: gHMOC . N o) i 1
INOVA=500 "nmrG3"
1
Relax. delay 1.000 sec =
Acq. time 0.128 sec | |
width 8000.0 Hz Me
2D Width 21361.8 Hz i
16 repetitions | , i L
2 % 512 increments n e et e - -
DBSERVE H1, 499.7288158 MHz 12c-trans
DECOUPLE C13, 125.6662387 MHz
Power 44 dB
on during acquisition _ -
off during delay
W40_hcx4765 modulated ) F2 i
DATA PROCESSING
Gauss apodization 0.059 sec — —] (ppma_
F1 DATA PROCESSING 7
Gauss apodization 0.044 sec ~
FT size 2048 » 8192
Total time 5 hr, 25 min, 52 sec 5 D_
R i &
5.5+
6.0
6.5
. 7.0-
) 7B o0 a®
4
7.5 [
___:-—h{ 8.0 =ﬂé$ -
{ ]
i -
e
8.5
A
9.0
|'r1'r'r'|";-|"|-\_'t'|\-'|1.-r|1|r\ri'\-|‘1':':'1'1"1-|-1-r—r|_r|-..:.--|--|--|..|-r.‘-r-r--ir|:v---:l'; TTrTrTT T T
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