
zcL-26 4

FiIe: Proton

Pulse Sequence: s2pul
Sol v€flt : cdc I 3
Amblent temperature

Operator : fal ck
INOVA-500 "f i re2. swmed, edu,'

Relax. delay 1.000 sec
Pul se 45.0 degrees
Acq. time 2.049 sec
Width 8000.0 Hz
15 repet it ions

OBSERVE Hl, 499.7778785 MHz.
DATA PROCESSING
Line broadening 0,2 Hz rr.,

FT size 55536
Total time 0 min, SS sec
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zcI-28 0 car bon

File: Carbon

Pulse Sequence: s2pul
Solv€ot: cdcl3
Ambi ent temperature

0perator: fal ck
INOVA-500 "fire2. swmed. edu"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.300 sec
Vidth 30165.9 Hz
232 r epet I t i ons

OBSERvE Cl3, L25.5692167 MHz
DECOUPLE Hl, 499.7803743 MHa
Power 44 dB
continuously on
VALTZ-LG modulated

DATA PROCESSING
Line broadening 0.5 Hz

FT slze L3L072
Total time 38 min, 29 sec
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zc?-30

Ftle: Proton

Pulse Sequence: s2pul
Solvent 3 cdcl3
Ambi ent temperature

Operator: fal ck
INOVA-500 "fi re2. swmed. edu"

Relax. delay 1,000 sec
Pu I se 45. 0 degrees
Acq. time 2.049 sec
Vldth 8000.0 Hz
I repet lt ions

oBSERVE H1, 499,7778763 MHz
DATA PROCESSING I
Line broadenlng 0.2 Hz

FT size 65536
Total time 0 min, 30 sec
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zc?-30

Ftle: Carbon

Pulse Sequence: s2pul
Sol vent: cdcl3
Ambi ent temperature

0perator : fal ck
INOVA-500 "fI re2. swmed. edu"

Rel ax. del ay I .000 sec
Pul se 45.0 degrees
Acg. time 1.300 sec
Vtdth 30165.9 Hz
288 repetltions

0BSERVE Cl3, L25.6692167
DECOUPLE H1, 499. 7993743
Power 36 dB
continuously on
VALTZ-I6 modulated

DATA PROCESSING
Line broadenlng 0.5 Hz

FT s'ize t3L072
Total time 38 mln, 29 sec

I'lH z
MHz

I

N-Ts

CO2fBu

g
g*
rnrn\.cn 

Ix<vJ
l\{

IN

lr

cn
c,
(:)

;
GI

il
3

q,
tt
sf

e
ct

t
F{

@

I

I
(C'
(7)

I

I

T
(.C'

5

q
CN
(o

I

I

:$fi
Ijs
a-ra

l|r

qs:
tct rqf
€rf)F{

]|

q
CT'
$J

rl
crl(Y) 

I

\r
ll

Rq(6€
' rtt

T

F{- Nrna.col1I;:

r.8 0 160 140 L20 t 00 o ppm

S28



zc2-33

File: Proton

Pulse Sequence: sZpul
Solvent: cdcl3
Ambl ent temperature

Operator: fal ck
INOVA-500 "flre2. swmed. edu"

Relax. delay 1.000 sec
Pu I se 45. 0 degrees
Acq. time 2,048 sec
U/tdth 8000.0 Hz
I repetitions

oBSERVE H1, 499.7778768
DATA PROCESSING
Llne broadenlng 0.2 Hz

FT size 65536
Total time 0 mln, 30 sec
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zc2-33

F i le: Carbon

Pulse Sequence: sZpul
Solvent: cdcl3
Ambient temperature

Operator: fal ck
INOVA-500 ,,f ireZ. swmed. edu',

Relax. delay 1.000 sec
Pul se 45.0 degrees
Acq. t ine 1,900 sec
Width 3010S.9 Hz
408 repetltions

oBSERVE C13, 125.6692167
0EcouPLE H1, 499. 78A3743
Power 36 dB
contlnuously on
WALTZ-I5 modulated

DATA PROCESSING
Line broadening 0.S Hz

FT size LSLAtz
Total time 3A min, ?g sec
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zc?,-32

File: Proton

Pul se Sequence:
Solvent: cdcl3
Temp. 20.0 C /Operator: fal ck

IN0VA-500 "f i re2 . swmed. edu"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. tlme 2.048 sec
Width 8000.0 Hz
I repetltions

0BSERVE Hl, 499.777877L MHz
OATA PROCESSING

L I ne broaden i ng A .2 Hz '1"

FT size 65535
Total time 0 min, 30 sec
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zcT-32

File: Carbon

Pulse Sequence: s2pul
Solvent: cdcl3
Ambi ent temperature

Operator: fal ck
IN0VA-500 'rf ire2. swmed. edu"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. tlme 1.300 sec
Wtdth 30155.9 Hz
548 repetltlons

oBSERVE C13, 125.6692167
DECOUPLE H1, 499.78037 43
Power 36 dB
continuously on
WALTZ-I6 modulated

DATA PROCESSING
Line broadenlng 0.5 Hz

FT slze L3L072
Total tlme 38 min, 29 sec
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C02fBu

*__/- *_J- _r

zc?-37

File: Proton

Pulse Sequence: sZpul
Solvent: cdcl3

_Temp: 25.9 I / 298.1 K FgC
Operator : fal ck
INOVA-500 "fi re2. swmed. edr

Relax. delay 1.000 sec
Pul se 45.0 degrees
Acq. tlme 2.049 sec
!/idth 80 00. 0 Hz
8 repetitlons

OBSERVE Hl, 499.7778796 MHz
DATA PROCESSING
Llne broadening A,2 Hz

FT size 65536
Total time 0 min, 30 sec
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Fsc

N-Ts

C02fBu

zc?-37

File: Carbon

Pulse Seguence: s2pul
Solvent: cdcl3
Amblent temperature

Operator: fal ck
INOVA-400 "pele400"

Relax. delay 1.000 sec
Pul se 45.0 degrees
Acq. time 1.300 sec
vldth 24L?5.5 Hz
600 repet lt lons

OBSERVE Cl3, 100 .5245623 MHz
OEcOuPLE Hl, 399.7EL3047 MHa
Power 40 dB
contlnuously on
VALTZ-I6 nodulated

DATA PROCESSING
Line broadening 0.5 Hz r'r'""

FT size 55536
Total tlme 38 mln, 29 sec qr
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
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zcl-?8I

File: Proton

Pu I se Sequence: sZpul
Solvent: cdc'13
Ambient temperature

Operator: fal ck
INOVA-500 "fi r e2.swmed. edu"

Relax. delay 1.000 sec
Pu I se 45 . 0 degr ees
Acq. time 2.049 sec
Vidth 8000.0 Hz
I repet it ions

0BSERVE Hl, 499.7778768 MHz
CIATA PROCESSING I

L i ne broaden i ng 0 ,2 Hz
FT slze 65536
Total time 0 mln, 30 sec

I
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zc1-281

File: Carbon

Pulse Sequence: s2pu1
SolvBnt: cdcl3
Ambi ent temperature

0perator: fal ck
INOVA-5 0 0 " f i r e2 . swmed . edu'f

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. t ime 1 .300 sec
Vidth 30165.9 Hz
488 repetitions

OBSERVE Cl3, 125.6692167 MHz
DECoUPLE Hl, 499.78037 43 MH2'
Power 44 dB
continuously on
WALTZ-L6 modu I ated

DATA PROCESSING .:.,

L i ne broaden i ng 0. 5 Hz
FT size L3Lg72
Total time 6 hr, 24 min, 53 sec
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zc?-53

File: Proton

Pul se Sequence: sZpul
Solvent: cdcl3
Temp. 20.0 C / 293.1 K

Operator: fal ck
INOVA-500 "f i re2. swmed. edu,,

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. t ime ?,048 sec
Width 8000.0 Hz
I repetitions

0BSERVE Hl, 499.7779769 MHz
OATA PROCESSING I

Line broadening 0.2 Hz
FT size 65536
Total time 0 min, 30 sec
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Paranreter

1 Title

2 OrBin

3 Owner

4 Solvent

5 Pube Sequence

6 Acquisition Date

7 Modifhation Date

I Tenperature

9 Nunter of Scans

10 Spectronnter Frequency 125.68

\blue
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cdc13

s2pul

2010-06 -ITTLL:47 :13

.;.
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lt Spectral Wklth

12 Lowest Frequency

t3 Nucleus

14 Acquired Size

15 Spectral Size
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 16

7 Spectrometer Frequency 499.78

8 Spectral Width 8000.0

9 Lowest Frequency -1001.4

10 Nucleus 1H

11 Acquired Size 16389

12 Spectral Size 65536
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f1 (ppm)
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 25.0

6 Number of Scans 88

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 16

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 2304

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 832

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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f1 (ppm)
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -793.1

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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f1 (ppm)
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 1264

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536

S39

utuser
Text Box
3l



0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f1 (ppm)
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 30.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 3.0

6 Number of Scans 840

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 22.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 22.0

6 Number of Scans 264

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 22.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 22.0

6 Number of Scans 320

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 30.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 3.0

6 Number of Scans 1216

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 30.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 3.0

6 Number of Scans 888

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 30.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 3.0

6 Number of Scans 1440

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536

S15

utuser
Text Box
3s



0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f1 (ppm)

3.
29

3.
91

3.
27

1.
90

1.
20

3.
22

1.
13

1.
26

1.
12

1.
00

1.
37

3.
30

2.
10

Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 30.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 3.0

6 Number of Scans 800

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 30.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -793.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 3.0

6 Number of Scans 960

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536

S33

utuser
Text Box
3u



-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f1 (ppm)

3.
00

3.
49

2.
71

1.
89

7.
15

1.
17

1.
15

1.
05

0.
94

0.
97

2.
08

1.
96

Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 8

7 Spectrometer Frequency 399.78

8 Spectral Width 6396.4

9 Lowest Frequency -799.5

10 Nucleus 1H

11 Acquired Size 13104

12 Spectral Size 32768
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Parameter Value

1 Title Std proton

2 Origin inova

3 Solvent cdcl3

4 Pulse Sequence s2pul

5 Temperature 50.0

6 Number of Scans 1024

7 Spectrometer Frequency 100.54

8 Spectral Width 24125.5

9 Lowest Frequency -1507.7

10 Nucleus 13C

11 Acquired Size 31375

12 Spectral Size 65536
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