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i wat a10/ NMeO

expl0 stdilh

SAVPLE DEC. & VT
date Dec 8 2007 dfrq 399. 933
co vent cas e " 1H NMR (CDCI3, 400 MHz)
file /export/hone/~ dpw 20
vnnr 1/ dat a/ i wat a10~ dof 0 3a
/NMeQ_h.fid dm nnn
ACQUI SI TI ON dnm c
sfrq 399.934 dnf 200
tn HlL dseq
at 3.744 dres 1.0
np 44928 hono n
SwW 6000. 6 PROCESSI NG
fb not used wtfile
bs 1 proc ft
t pwr 61 fn not used
pw 5.5 nmath f
di 1. 256
t of 600.0 werr react
nt 16  wexp procpl ot
ct 16 wbs
al ock n wnt
gain not used
FLAGS
il n ,
in n |
dp y
hs nn
DI SPLAY |
sp -80.0
wp 4079. 2
Vs 214
sc 0
we 380
hzmm 10. 73
is 1071. 39
rfl 360.9
rfp 0
th 20
ins 100. 000
nm ph )
(
|
|
|
| I
|
|
| /
| /
S \k, ....... ' L \\, M A
f f
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iwatal0/NMeO

expll stdl3c
SAMPLE DEC. & VT
date Dec 8 2007 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41 13C NMR AO_UO_w_ 100.6 _<__|_Nv
vnmrl/data/iwatalO~ dof 0 3a
/NMeO_c.fid dm yyy
ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2008.0
wp 25000.0
Vs 214
sc 0
we 380
hzmm 1.30
is 500.00
rfl 9761.3
rfp 7753.4
th 13
ins 500.000
nm no ph
, wh - i s o o A e A o Hiphonpip hnogpey #howipsg il
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iwatal0/Cychex

expll stdilh
SAMPLE DEC. & VT
date Dec 17 2007 dfrq 399.933 HIZZWAOUQ@LCOKIu
solvent CDCI3 dn H1
file /export/home/~ dpwr 20 3b
vnmrl/data/iwatalO~ dof 0
/Cychex_h._.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
d1 1.256 /
tof 600.0 werr react |
nt 16 wexp procplot /
ct 16 wbs J
alock n wnt /
gain not used [
FLAGS
il n |
in n ;
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 880.44
rfl 373.4 ,
rfp 0
th 20 [ ,
ins 100.000 | /
nm ph L n
i /
|
i
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SAMPLE DEC. & VT

date Dec 17 2007 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatalO~ dof 0 13C NMR AOUO_“W. 100.6 _<__|_Nv

/Cychex_c.fid dm yyy

ACQUISITION dmm w 3b
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt
FLAGS

il n
in n
dp y
hs nn

DISPLAY
sp -2001.9
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.22
is 500.00
rfl 9755.2
rfp 7753.4
th 20
ins 500.000
nm no ph
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
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iwatal0/PhNCyc

expll stdilh

SAMPLE DEC. & VT
date Dec 25 2007 dfrq 399.933
colvent cOcI3  dn 1 1H NMR (CDCI3, 400 MHz)
file /export/home/~ dpwr 20 3c
vnmrl/data/iwatalO~ dof 0
/PhNCyc_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS ,
il n
in n W
dp y |
hs nn :
DISPLAY [
sp -80.0 ( ,
wp 4079.2 |
Vs 214 / ,
sc 0 / i
we 380 | i
hzmm 10.73 \ (
is 1164.34 |
rfl 379.8 ,
rfp 0 \
th 20
ins 100.000 |
nm ph | |
\
|
|
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iwatal0/PhNCyc

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
3c
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SAMPLE
date Dec 25 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwatalO~
/PhNCyc_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2008.7
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 2.22
is 500.00
rfl 9762.1
rfp 7753.4
th 10
ins 500.000
nm no ph
| i | | | | 7 | | |
220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
3c


Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2009

iwatalO/BzNester

expll stdilh

SAMPLE DEC. & VT
date Jan 8 2008 dfrq 399.933 1H NMR (CDCI3, 400 MHz)
solvent CDCI3 dn H1 3d
file /export/home/~ dpwr 20
vnmrl/data/iwatalO~ dof 0
/BzNester_h._fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs )
alock n wnt
gain not used ﬁ
FLAGS 7
il n
in n Q
dp y
hs nn J
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380 [
hzmm 10.73
is 1323.58
rfl 379.4 ,
rfp 0 |
th 20 7
ins 100.000
nm ph \
|
| / | |
‘ J
J | |
J |
f J
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f f f
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1H NMR (CDCl3, 400 MHz)
3d


Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2009

iwatalO/BzNester

expll stdl3c

-~

o
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SAMPLE DEC. & VT

date Jan 8 2008 dfrqg 399.933 13C NMR AO_UO_w_ 100.6 _<__|_Nv
solvent CDCI3 dn H1
file /export/home/~ dpwr 41 3d
vnmrl/data/iwatalO~ dof 0

/BzNester_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2007.2
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.52
is 500.00
rfl 9760.6
rfp 7753.4
th 13
ins 500.000
nm no ph
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
3d


Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is (c) The Royal Society of Chemistry 2009

iwata9/PipCH20H

expll stdilh

SAMPLE
date Nov 20 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata9/~
PipCH20H_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 742.27
rfl 373.6
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

5a

27.08


NEC-PCuser
1H NMR (CDCl3, 400 MHz)
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iwata9/PipCH20H

Rty

expll stdl3c
SAMPLE DEC. & VT 13C NMR (CDCI3, 100.6 MHz)
date Nov 20 2007 dfrq 399.933 5a
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwata9/~ dof 0
PipCH20H_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 2048 werr react
ct 2048 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2001.1
wp 25000.0
Vs 214
sc 0
we 380
hzmm 17.29
is 500.00
rfl 9754.5
rfp 7753.4
th 15
ins 500.000
nm no ph
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
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fukushima/BzPipR

expll stdilh

SAMPLE
date Jun 18 2008
solvent CDCI3
file /export/home/~
vnmrl/data/fukushi~

ma/BzPipR_h.fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 961.74
rfl 389.9
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc Tt
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

5b
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NEC-PCuser
1H NMR (CDCl3, 400 MHz)
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fukushima/BzPip

expll stdl3c

[

"y

.

o

SAMPLE DEC. & VT
date  Jun 12 2008 dfrqg 399.933
solvent CDCI3 dn H1 13C NMR AOUO_w_ 100.6 _<__|_Nv
file /export/home/~ dpwr 41 5b
vnmrl/data/fukushi~ dof 0
ma/BzPip_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 2048 werr react
ct 2048 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2008.7
wp 25000.0
Vs 214
sc 0
we 380
hzmm 65.79
is 500.00
rfl 9762.1
rfp 7753.4
th 17
ins 500.000
nm no ph
" " beo M {.; wl
. v
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
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iwata8/ProCyc

expll stdilh
SAMPLE DEC. & VT
date Sep 4 2007 dfrq 399.933
solvent CDCI3 dn H1 1H NMR AO_UO_w. 400 _<__|_Nv
file /export/home/~ dpwr 20
vnmrl/data/iwata8/~ dof 0 Nﬁﬁﬁmham\o_mV
ProCyc_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft ?
tpwr 61 fn not used
pw 5.5 math T ﬁ
di 1.256 ,
tof 600.0 werr react
nt 16 wexp procplot {
ct 16 wbs
alock n wnt
gain not used | f
FLAGS
il n J
in n |
dp y i
hs nn
DISPLAY /
sp -80.0 ,
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1173.55
rfl 378.0 7
rfp 0
th 20 ,, |
ins 100.000 | /
nm ph /
| [
/
[
,, | |
| |
, |
| | :,
| /
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{ / f \
( / I / /
h / W, a @ J ,, /
| / / / J /
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f f f
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NEC-PCuser
1H NMR (CDCl3, 400 MHz)
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iwata8/ProCyc

expll stdl3c

SAMPLE
date Sep 4 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata8/~

ProCyc_c.fid

ACQUISITION

sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 2048
ct 2048
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY

sp -1996.5
wp 25000.0
Vs 214
sc 0
we 380
hzmm 0.62
is 500.00
rfl 9749.9
rfp 7753.4
th 20
ins 500.000

nm no ph

M A

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3, 100.6 MHz)
7(trans/cis)
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
7(trans/cis)
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iwata9/PyrN1

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT
date Nov 30 2007 dfrq 399.933 8-trans
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwata9/~ dof 0
PyrN1_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmfF 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214 ﬁ
sc 0
we 380
hzmm 10.73
is 1025.13
rfl 371.8
rfp 0
th 20
ins 100.000
nm ph
A bl ;
f f f
9 5 4 ppm
,|<|; ,|<|; T T T T ,
0.56 -0.03 47.71 0.02
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NEC-PCuser
1H NMR (CDCl3, 400 MHz)
8-trans
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iwata9/PyrN1

expll stdl3c

SAMPLE

date Nov 30 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata9/~

PyrN1_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 2048
ct 2048
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2000.3
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 3.44
is 500.00
rfl 9753.7
rfp 7753.4
th 20
ins 500.000

nm no ph

f;i%i%%i%}?é;%_i_f.__.i__‘;__.;.,§_§_§.§§_§_§§§%§§§%§

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3, 100.6 MHz)
8-trans
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
8-trans
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iwata9/PyrN2

expll stdilh

SAMPLE
date Dec 3 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata9/~
PyrN2_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1570.50
rfl 380.5
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

8-cis
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NEC-PCuser
1H NMR (CDCl3, 400 MHz)
8-cis
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iwata9/PyrN2

expll stdl3c

SAMPLE DEC. & VT
date Dec 3 2007 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwata9/~ dof 0
PyrN2_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 5000 werr react
ct 5000 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -1996.5
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.22
is 500.00
rfl 9749.9
rfp 7753.4
th 20
ins 500.000

nm no ph

O 0 1 A

13C NMR (CDCI3, 100.6 MHz)
8-cis

T —


NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
8-cis
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iwatall/diBz

expll stdilh

SAMPLE
date Jan 31 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatall~

/diBz_h_fid

ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 1471.94
rfl 386.4
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

10a
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NEC-PCuser
1H NMR (CDCl3, 400 MHz)
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iwatall/diBz

expll stdl3c

-

(T {.x.z‘f,x.‘

ey ronsmid

(™

SAMPLE DEC. & VT
date Jan 31 2008 dfrqg 399.933
solvent  CDCIS dn L 13C NMR (CDCI3, 100.6 MHz)
file /export/home/~ dpwr 41
vnmrl/data/iwatall~ dof 0 10a

/diBz_c.fid dm yyy

ACQUISITION dmm w

sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -2008.0
wp 25000.0
Vs 214
sc 0
we 380
hzmm 1.66
is 500.00
rfl 9761.3
rfp 7753.4
th 20
ins 500.000
nm no ph
. " \ . . 4 ,
: : i v e o . : : ' ’ 1t e
| i | | | | 7 | | | | i | | | 7 | | | | i | | | | 7 | | | | i | | | | 7 | | | | i | | | i | | i | | i |
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iwatall/NCCCN

expll stdilh

SAMPLE
date Feb 22 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatall~
/NCCCN_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1251.51
rfl 367.5
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
10b
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iwatall/NCCCN
expll stdl3c
SAMPLE DEC. & VT
date Feb 22 2008 dfrq 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatall~ dof 0
/NCCCN_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2001.1
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.14
is 500.00
rfl 9754.5
rfp 7753.4
th 15
ins 500.000

nm no ph
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10b
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iwata9/NHPhOH

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT
date Nov 21 2007 dfrq 399.933 12a
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwata9/~ dof 0
NHPhOH_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmfF 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot |
ct 16 wbs
alock n wnt
gain not used
FLAGS ﬁ
il n |
in n 1
dp y
hs nn |
DISPLAY ‘ ,
sp -80.0 |
wp 4079.2 ,, 7
vs 214 f
sc 0 |
we 380 / ,
hzmm 10.73 7 I
is 1105.35 7 | /
rfl 379.6 J ,
rfp 0 »
th 20 ( f
ins 100.000 7 /
nm ph |
! |
[
,
) ,,
/
|
|
|
¥
|
|
7 |
|
WA N Ll W
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L | I L | Il |
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iwata9/NHPhOH
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expll stdl3c
SAMPLE DEC. & VT 13C NMR (CDCI3, 100.6 MHz)
date Nov 21 2007 dfrq 399.933 12a
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwata9/~ dof 0
NhPhOH_c.fid dm yyy
ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 2048 werr react
ct 2048 wexp procplot
alock n wbs
gain not used wnt
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2001.1
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.06
is 500.00
rfl 9754.5
rfp 7753.4
th 20
ins 500.000
nm no ph
G e e M on e oo o A oty i sy i
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iwatalO/NH2cresol

expll stdilh

SAMPLE
date Dec 10 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwatalO~

/NH2cresol_h.fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1469.09
rfl 380.5
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc Tt
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

12b
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iwatalO/NH2cresol

expll stdl3c
SAMPLE DEC. & VT

date Dec 10 2007 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatalO~ dof 0

/NH2cresol_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 2048 werr react
ct 2048 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2000.3
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.75
is 500.00
rfl 9753.7
rfp 7753.4
th 13
ins 500.000

nm no ph
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iwatalO/m-cresol

expll stdilh

1H NMR (CDCI3, 400 MHz)

A ﬁpfv is (NP

SAMPLE DEC. & VT
date Jan 18 2008 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwatalO~ dof 0

/m-cresol_h_fid dm nnn
ACQUISITION dmm c

sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1050.69
rfl 379.4
rfp 0
th 20
ins 100.000
nm ph

9

T
32.74
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iwatalO/m-cresol

expll stdl3c
SAMPLE DEC. & VT

date Jan 18 2008 dfrq 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatalO~ dof 0

/m-cresol_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2001.1
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.29
is 500.00
rfl 9754.5
rfp 7753.4
th 20
ins 500.000
nm no ph

0 g g 0 o O e
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iwatall/oMeEster

expll stdilh

SAMPLE
date Feb 15 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatall~

/oMeEster_h_fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1189.65
rfl 380.2
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

12d
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iwatall/oMeEster
expll stdl3c
SAMPLE DEC. & VT

date Feb 15 2008 dfrq 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatall~ dof 0

/oMeEster_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2000.3
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.76
is 500.00
rfl 9753.7
rfp 7753.4
th 15
ins 500.000

nm no ph
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iwatal0/p-CIPh

expll stdilh

SAMPLE
date Jan 18 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatalO~
/p-CIPh_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 1082.83
rfl 377.1
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
12e
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iwatal0/p-CIPh

13C NMR (CDCI3, 100.6 MHz)

12e

ik b

hkhtal I

expll stdl3c
SAMPLE DEC. & VT
date Jan 18 2008 dfrq 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatalO~ dof 0
/p-CIPh_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2001.1
wp 25000.0
Vs 214
sc 0
we 380
hzmm 0.44
is 500.00
rfl 9754.5
rfp 7753.4
th 23
ins 500.000
nm no ph
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iwatall/NO2

expll stdin 1H NMR (CDCI3, 400 MHz)
SAMPLE DEC. & VT 12f
date Jan 26 2008 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwatall~ dof 0
/NO2_h_fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256 |
tof 600.0 werr react ,
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used /
FLAGS
il n
in n
dp y |
hs nn / f
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0 l
we 380 \
hzmm 10.73 : ,
is 1135.58 [
rfl 373.6
rfp 0
th 20
ins 100.000
nm ph I
|
, f |
|
|
|
|
- A i W) m Pl k;é L b gk¥ .,;LLF 5 o
f f f f f f f
9 8 7 5 4 2 1 ppm
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0.09 12.37 5.99 5.72 0.06 37.41 0.67
5.92 0.11 30.86 0.31 0.45
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iwatall/NO2

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)

SAMPLE DEC. & VT 12f
date Jan 25 2008 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatall~ dof 0
/NO2_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 2048 werr react
ct 2048 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2001.9
wp 25000.0
Vs 214
sc 0
we 380
hzmm 1.97
is 500.00
rfl 9755.2
rfp 7753.4
th 20
ins 500.000
nm no ph

i ,._...}z._,rg f Mighiey st oA bR .,_k Ialbiiapon r‘.‘._.__g,%__%.;__.‘ ke



NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
12f


This journal is (c) The Royal Society of Chemistry 2009

Supplementary Material (ESI) for Organic & Biomolecular Chemistry

fukushimas/BzNO

expll stdilh
SAMPLE DEC. & VT
date May 15 2008 dfrqg 399.933 1H NMR AO_UO_mw_ 400 _<__|_Nv
solvent cDCI3 dn H1 HN@
file /export/home/~ dpwr 20
vnmrl/data/fukushi~ dof 0
ma/BzNO_h._.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile ,,
bs 1 proc ft J
tpwr 61 fn not used ,,
pw 5.5 math T
di 1.256
tof 600.0 werr react [
nt 16  wexp procplot :
ct 16 wbs |
alock n wnt \,,
gain not used f
FLAGS I
il n (
in n ,
dp y i
hs nn ‘,
DISPLAY ,
sp -80.0 ‘
wp 4079.2 \
Vs 214 /
sc 0 \,,
we 380 7
hzmm 10.73 |
is 917.04 ,
rfl 403.4 ,,
rfp 0
th 20 7
ins 100.000 |
nm ph ;,,;,,
,‘
\
|
|
[ {
! | |
! / ,,‘
e ‘t‘ (- AN 1 il Lr,‘.&rl., I
f f
9 7 4 1 ppm
f fod P , f _ — o [y i i i by v _ [y Y
-0.00 0.00 67.11 -0.00 4.37 -0.05 0.00 -0.00 -0.00 0.00 -0.00 -0.00 0.00 -0.02
24.34 4.09 0.00 0.00 0.00 -0.00 -0.00 -0.01 -0.00 -0.02 0.20
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fukushimas/BzNO

expll stdl3c
SAMPLE
date May 15 2008
solvent CDCI3
file /export/home/~
vnmrl/data/fukushi~
ma/BzNO_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2009.5
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.38
is 500.00
rfl 9762.9
rfp 7753.4
th 15
ins 500.000
nm no ph

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | 7 | | |
200

13C NMR (CDCI3, 100.6 MHz)
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iwata9/NHPhOHb

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT
date Nov 22 2007 dfrq 399.933 12'a
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwata9/~ dof 0
NHPhOHb_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 Tn not used {
pw 5.5 math T |
di 1.256 |
tof 600.0 werr react m
nt 16 wexp procplot [
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -382.7
wp 6000.6
Vs 214 [
sc 0 1 (
we 380 f ,‘
hzmm 0.06 | |
is 1320.59 |
rfl 382.7 |
rfp 0 |
th 20 ‘ |
ins 100.000
nm ph
|
|
|
|
)
[ |
, /
| J
1 ﬁ :
, J
| )
|
/
¥ LV . _ 2 ;:?.. A o
f f f f f f f f f f
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iwata9/NHPhOHb

expll stdl3c
SAMPLE
date Nov 22 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata9/~
NHPhOHb_c. fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1998.8
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 15.63
is 500.00
rfl 9752.2
rfp 7753.4
th 20
ins 500.000

nm no ph

WA A1 1

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt
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STANDARD 1H OBSERVE

expll stdilh
1H NMR (CDCI3, 400 MHz)
SAMPLE DEC. & VT .
date May 19 2008 dfrq 399.933 12 g
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/fukushi~ dof 0
ma/Bzby_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T (
di 1.256 q
tof 600.0 werr react |
nt 16 wexp procplot
ct 16 wbs /
alock n wnt f
gain not used 7
FLAGS |
il n 7
in n
dp y 7
hs nn
DISPLAY 7
sp -391.9 ,
wp 6000.6 |
Vs 214 |
sc 0
we 380
hzmm 0.06
is 768.98
rfl 391.9
rfp 0
th 20
ins 100.000
nm ph \
|
0
|
|
,
|
|
o / M ﬁ((?. ;i..\\ el h, i Jy A - " P’
f f f f f f f f f f f f f
13 12 11 10 9 8 7 5 4 3 2 1 -0 ppm
,|<L ,|<L ,|<|_|<L T , ,|<L ,|<L|<L ,|<|>|<L
4.41 55.77 19.08 0.09 0.77 0.74
4.55 14.01 0.09 0.25 0.23
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fukushima/Bzby

expll stdl3c

SAMPLE
date May 19 2008
solvent CDCI3
file /export/home/~
vnmrl/data/fukushi~

ma/Bzby_c.fid

ACQUISITION

sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -1998.8
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.38
is 500.00
rfl 9752.2
rfp 7753.4
th 13
ins 500.000

nm no ph

Ao M M A A

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3, 100.6 MHz)
12'g

A b
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iwatal2/NC=CCOr

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT 14
date Jul 1 2008 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwatal2~ dof 0
/NC=CCOr_h_fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used /
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs /
alock n wnt ,
gain not used
FLAGS
il n
in n
dp y /
hs nn f
DISPLAY |
sp -80.0 \,
wp 4079.2
Vs 214 7
sc 0 |
we 380
hzmm 10.73
is 1682.96
rfl 383.3
rfp 0
th 20
ins 100.000
nm ph ﬁ
|
f
f
ﬁ
|
\
|
7 f [
| | | 7, ,,,,
| | )
| 1
WO W ¥ﬁ § J . " | _; L NTIWTY "
f
9 7 5 1 ppm
T T : . T T
0.11 9.93 5.31 26.90 -0.47 1.33
9.08 -0.01 31.01

11.79
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iwatal2/NC=CCOr

expll stdl3c

SAMPLE

date Jul 1 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/NC=CCOr_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 4096
ct 3700
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -1998.8
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 2.07
is 500.00
rfl 9752.2
rfp 7753.4
th 20
ins 500.000

nm no ph

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt
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iwata9/catecol

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT 16
date Dec 4 2007 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwata9/~ dof 0
catecol_h._fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0 |
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc Tt
tpwr 61 fn not used |
pw 5.5 math f n
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used V
FLAGS
il n
in n |
dp y e
hs nn [
DISPLAY ‘
sp -80.0 | |
wp 4079.2 7
Vs 214 ﬁ |
sc 0 f ,
we 380
hzmm 10.73 V ﬁ
is 1495.44 |
rfl 374.9 | 7
rfp 0 |
th 4 , 7
ins 100.000 ,
nm ph 7
,
f
|
If
|
|
e 1 r:r??; el
f f f f
9 8 7 2 ppm
T : . T T T T , T
-0.01 0.00 5.46 30.23 0.03 38.75
-0.02 23.83 0.01 0.05 0.16 1.51
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iwata9/catecol

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
16

|

o

—

SAMPLE
date Dec 4 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata9/~
catecol_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 2048
ct 2048
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2004.9
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 1.07
is 500.00
rfl 9758.3
rfp 7753.4
th 14
ins 500.000
nm no ph
| i | | | | 7 | | |
220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | 7 | | |
200
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matsubara/BocMe2

expll stdilh

SAMPLE

date Dec 17 2007
solvent CDCI3
file /export/home/~
vnmrl/data/matsuba~

ra/BocMe2_h._fid

ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 715.79
rfl 380.7
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

17c
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-0.00
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0.02

T
81.70


NEC-PCuser
1H NMR (CDCl3, 400 MHz)
17c


Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2009

matsubara/BocMe2

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
17c

i " \

?s,{ sﬁ

f

SAMPLE
date Dec 17 2007
solvent CDCI3
file /export/home/~
vnmrl/data/matsuba~
ra/BocMe2_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 4000
ct 4000
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1995.8
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 3.67
is 500.00
rfl 9749.1
rfp 7753.4
th 3
ins 500.000
nm no ph
| i | | | | 7 | | |
220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | | 7 | | |
200
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sumi/C=CNBoc

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT 18a
date Nov 9 2006 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/sumi/C=~ dof 0
CNBoc_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft i
tpwr 61 Tn not used
pw 5.5 math T n
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs [
alock n wnt i
gain not used
FLAGS 7
il n /
in n
dp y
hs nn
DISPLAY
sp -80.0 |
wp 4079.2 |
Vs 214 |
sc 0
we 380
hzmm 10.73
is 728.71
rfl 381.6
rfp 0
th 155
ins 100.000 f
nm ph |
|
,
|
|
|
|
|
|
| f
|
|
/
|
/ | /
L , LY ;
f
9 8 ppm
T T I T
7.92 4.63

23.24

56.19
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sumi/C=CNBoc

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
18a

whatt

i {_{L

il

Wy

SAMPLE
date Nov 10 2006
solvent CDCI3
file /export/home/~
vnmrl/data/sumi/C=~
CNBocr_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 5000
ct 2748
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1996.5
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 1.14
is 500.00
rfl 9749.9
rfp 7753.4
th 4
ins 500.000
nm no ph
| i | | | | 7 | | |
220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
Ib 1.00
wtfile
proc ft
fn not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | | 7 | | |
200
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sumi/alaC=C

expll stdilh
SAMPLE
date May 22 2007
solvent CDCI3
file /export/home/~
vnmrl/data/sumi/al~
aC=C_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
di 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 907.79
rfl 381.3
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
18b

27.46
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sumi/alaC=C

expll stdl3c

SAMPLE

date May 21 2007
solvent CDCI3
file /export/home/~
vnmrl/data/sumi/al~

aC=C_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 4096
ct 4096
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -1994.2
wp 25000.0
Vs 214
sc 0
we 380
hzmm 1.92
is 500.00
rfl 9747 .6
rfp 7753.4
th 6
ins 500.000
nm no ph

et o o o

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3, 100.6 MHz)
18b
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matsubara/NMe2Boc

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT 18c
date Dec 21 2007 dfrq 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/matsuba~ dof 0
ra/NMe2Boc_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft |
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y |
hs nn |
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 716.11
rfl 357.8 f
rfp 0
th 20 '
ins 100.000 ,,
nm ph
|
f
|
,
[
|
,
|
,
|
A, >, ......... S f ,,,,, Lt _, T (f,rtt,
f f f f f f
9 7 6 4 3 2 1 ppm
, T : T T : T
0.13 24.88 0.45 0.11
3.18 0.17 70.84 0.25
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matsubara/NMe2Boc

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)

L

i

SAMPLE DEC. & VT

date Dec 20 2007 dfrqg 399.933 18c
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/matsuba~ dof 0

ra/NMe2Boc_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2003.4
wp 25000.0
Vs 214
sc 0
we 380
hzmm 1.45
is 500.00
rfl 9756.8
rfp 7753.4
th 7
ins 500.000
nm no ph
| | M ,
L L A T T [T i i
220 200 180 160 140 120 100 80 60 40
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iwata8/ProBoc

expll stdilh

SAMPLE
date  Aug 31 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata8/~
ProBoc_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1311.29
rfl 381.1
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
18d
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et e o

iwata8/ProBoc

expll stdl3c

SAMPLE DEC. & VT
date  Aug 31 2007 dfrqg 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwata8/~ dof 0

ProBoc_c.fid dm yyy

ACQUISITION dmm w

sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 4096 werr react
ct 4096 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn

DISPLAY

sp -1994.2
wp 25000.0
Vs 214
sc 0
we 380
hzmm 65.79
is 500.00
rfl 9747.6
rfp 7753.4
th 2
ins 500.000
nm no ph

13C NMR (CDCI3, 100.6 MHz)

18d
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iwata9/PipC=C

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT
date Oct 24 2007 dfrq 399.933 18e
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwata9/~ dof 0
PipC=C_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 Tn not used /
pw 5.5 math T 7
di 1.256
tof 600.0 werr react {
nt 16 wexp procplot
ct 16 wbs |
alock n wnt 1
gain not used
FLAGS
il n {
in n ;
dp y /
hs nn |
DISPLAY |
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 626.64
rfl 374.3
rfp 0
th 20
ins 100.000
nm ph
|
f
| i
| /
|
/
|
|
{
|
|
|
|
|
|
|
F JANS o~
f f f f f
9 7 2 1 ppm
L | | | L | |
0.46 25.81 67.18
2.89 3.26 0.41
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iwata9/PipC=C

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
18e

don

SAMPLE
date Oct 24 2007
solvent CDCI3
file /export/home/~
vnmrl/data/iwata9/~

PipC=C_c.fid

ACQUISITION

sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 2048
ct 2048
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -1997.3
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 0.45
is 500.00
rfl 9750.7
rfp 7753.4
th 3
ins 500.000
nm no ph
| i | | | | 7 | | |
220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | 7 | | |
200
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sumi/CycN

expll stdilh

SAMPLE DEC. & VT 1H NMR (CDCI3, 400 MHz)
date Jan 31 2007 dfrqg 399.933 20a
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/sumi/Cy~ dof 0
cN_h_fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
d1 1.256 ,
tof 600.0 werr react |
nt 16 wexp procplot
ct 16 wbs (
alock n wnt \
gain not used |
FLAGS {
il n
in n 7
dp y | 7
hs nn | |
DISPLAY \
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1069.51
rfl 381.3
rfp 0
th 37
ins 100.000
nm ph »
|
|
|
|
|
J
| /
/ [
| |
| |
|
| f
|
,, | ,
7 i / /
|
f » /
1 F:f\ (Y k __g Pr ...................... I T S E»:FL\Z . L,
f f f f f f f f
9 7 6 5 4 3 2 1 ppm
| | I'L | |
1.69 0.57 4.66 2.28

44 .66 10.40 35.74
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sumi/CycN

expll stdl3c

SAMPLE DEC. & VT 13C NMR (CDCI3, 100.6 MHz)
date Jan 31 2007 dfrqg 399.933 20a
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/sumi/Cy~ dof 0

cN_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -1996.5
wp 25000.0
Vs 214
sc 0
we 380
hzmm 65.79
is 500.00
rfl 9749.9
rfp 7753.4
th 18
ins 500.000

nm no ph

Vet g

Sk



NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
20a
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sumi/alaCyc

expll stdilh

SAMPLE
date Jun 22 2007
solvent CDCI3
file /export/home/~
vnmrl/data/sumi/al~
aCyc_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 227
sc 0
we 380
hzmm 10.73
is 1038.58
rfl 363.3
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

20b

1 ppm

41.49

1.47
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sumi/alaCyc

expll stdl3c

SAMPLE DEC. & VT
date Jun 20 2007 dfrq 399.933 13C NMR AOUO_Q_ 100.6 _/\_T_Nv
solvent CDCI3 dn H1 20b
file /export/home/~ dpwr 41
vnmrl/data/sumi/al~ dof 0
aCyc_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -2020.9
wp 25000.0
Vs 214
sc 0
we 380
hzmm 2.00
is 500.00
rfl 9774.3
rfp 7753.4
th 4
ins 500.000
nm no ph
! ’ o ; o ,;{‘x..{ — P N, ,k AR
| i | | | | 7 | | | | i | | | | 7 | | | | i | | | 7 | i | | i | | i | | i | i | | | i | | | | i i | | | |
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matsubara/diMe
expll stdilh
SAMPLE
date Dec 11 2007
solvent CDCI3
file /export/home/~
vnmrl/data/matsuba~
ra/diMe_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 759.97
rfl 378.5
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

20c

37.30
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matsubara/diMe

expll stdl3c

SAMPLE
date Dec 11 2007
solvent CDCI3
file /export/home/~
vnmrl/data/matsuba~

ra/diMe_c.fid

ACQUISITION

sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -1998.0
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 3.44
is 500.00
rfl 9751.4
rfp 7753.4
th 20
ins 500.000

nm no ph

s 10 1 g

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3
2

0

c

, 100.6 MHz)

A
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matsubara/NMeOTBS

expll stdilh

SAMPLE
date Feb 13 2008
solvent CDCI3
file /export/home/~
vnmrl/data/matsuba~
ra/NMeOTBS_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1428.48
rfl 378.2
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

21a

22.53
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matsubara/NMeOTBS

expll stdl3c

SAUPLE DEC. & VT 13C NMR (CDCI3, 100.6 MHz)
date Feb 13 2008 dfrgq 399.933 2la
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/matsuba~ dof 0

ra/NMeOTBS_c.fid dm yyy
ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 836 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn

DISPLAY

sp -1995.8
wp 25000.0
Vs 214
sc 0
we 380
hzmm 0.37
is 500.00
rfl 9749.1
rfp 7753.4
th 10
ins 500.000
nm no ph

::rfi,z;s ,:,::;:::
! " e " ey Uil

PRESUORPRIUP [ ——

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

expll stdilh

SAMPLE
date Feb 23 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatall~

/PipOTBS_h.fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 784.53
rfl 3289.2
rfp 2903.5
th 36
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
21b

7.94 58.51
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iwatall/PipOTBS

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
21b

T

SAMPLE
date Feb 23 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatall~
/PipOTBS_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1996.5
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 2.46
is 500.00
rfl 9749.9
rfp 7753.4
th 20
ins 500.000
nm no ph
| i | | | | 7 | | |
220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | 7 | | |
200


NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
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iwatal2/epheTBS

expll stdilh

SAMPLE
date Mar 11 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/epheTBS_h.fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1387.32
rfl 400.3
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

21c

19.22

16.67

. AT
ppm
, , I L
0.38 45.15 9.74
0.98 -0.00 0.1
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iwatal2/epheTBS
expll stdl3c

SAMPLE
date Mar 11 2008
solvent CDCI3
file /export/home/~

vnmrl/data/iwatal2~
/epheTBS_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 510
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1998.0
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 0.62
is 500.00
rfl 9751.4
rfp 7753.4
th 6
ins 500.000
nm no ph

13C NMR (CDCI3, 100.6 MHz)

21c

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | | 7 | | |
200



NEC-PCuser
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iwatal2/PipCCOTBS

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT 21d
date Mar 3 2008 dfrq 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwatal2~ dof 0
/PipCCOTBS_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 1004.19
rfl 385.7 /
rfp 0 /
th 64
ins 100.000 /
nm ph
|
‘, |
| |
, /
|
[ |
ﬁ ;_ ,i:: .............. M a;,t; ) b s _ﬁ .
f f
9 7 5 4 3 2 1 ppm
T T , T T 5 T ,
0.09 0.22 7.89 0.21 17.77

58.93
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iwatal2/PipCCOTBS

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
21d

SAMPLE

date Mar 3 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/PipCCOTBS_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -1998.0
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 0.68
is 500.00
rfl 9751.4
rfp 7753.4
th 20
ins 500.000
nm no ph

| i | | | | 7 | | |

220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | | 7 | | |
200
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13C NMR (CDCl3, 100.6 MHz)
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matsubara/0TBS

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT
date Feb 5 2008 dfrq 399.933 22a
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/matsuba~ dof 0
ra/0TBS_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc Tt ,
tpwr 61 fn not used |
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0 /
wp 4079.2
Vs 214 ‘ ,
sc 0 , n
wc 380
hzmm 10.73
is 1995.23
rfl 373.4
rfp 0 /
th 20 )
ins 100.000 ,
nm ph f
7 [
| |
| /
n ,,, ,,,
| I
J
/ |
) \ ,,, |
f f / 7
,,,, ,,7
| . |
| ]
....... % ; it % A i ‘;\ N e "
f f f f f f
9 7 6 3 2 1 ppm
T T T : T : T ,
3.03 6.91 9.47 18.28 16.31
6.09 0.03 26.90 0.15

12.83
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matsubara/0OTBS

expll stdl3c
SAMPLE

date Feb 5 2008
solvent CDCI3
file /export/home/~

vnmrl/data/matsuba~
ra/0TBS_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1999.6
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 2.52
is 500.00
rfl 9753.0
rfp 7753.4
th 4
ins 500.000
nm no ph

13C NMR (CDCI3, 100.6 MHz)
22a

.

.

T TR TR

L)

m
M

y

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | 7 | | |
200

160 140
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iwatall/TBSOPip

expll stdilh
SAMPLE DEC. & VT
date Feb 22 2008 dfrq 399.933 HIZZEAOUOGKSOZIu
solvent CDCI3 dn H1 22b
file /export/home/~ dpwr 20
vnmrl/data/iwatall~ dof 0
/TBSOPip_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73 }
is 750.80 ‘
rfl 3311.9 |
rfp 2903.5 7
th 20
ins 100.000 \
nm ph [
,
,
; [
f
| |
| :
| / |
| /
| |
......... \k e YAV I, A ;r‘ ff s ;L ﬁltyllt.
9 8 7 6 5 4 3 2 1 ppm
| I | | I L | L | | L | | |
0.08 23.14 2.14 56.24 0.1
0.69 0.76 13.71
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iwatall/TBSOPip

expll stdl3c

SAMPLE DEC. & VT

date Feb 22 2008 dfrq 399.933 13C NMR (CDCI3, 100.6 MHz)
solvent CDCI3 dn H1 22b
file /export/home/~ dpwr 41
vnmrl/data/iwatall~ dof 0

/TBSOPip_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 1024 werr react
ct 1024 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1998.0
wp 25000.0
Vs 214
sc 0
we 380
hzmm 1.97
is 500.00
rfl 9751.4
rfp 7753.4
th 4
ins 500.000
nm no ph
TAUIIA ETRVT Pyh ki o gt al " bt A i , TTO T TN LI ekl | oy m s AN \ A bl ok e

DLk bbbi sl et tsbanbdnl ek b A
\ f

Lt
Lol Ul i e L W I sl # el Y LAl ‘ YIRS IAVARYE i Al UL WAV RV MM AHARAHPARA

NN By AR
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iwatal2/epheC=C

expll stdilh

SAMPLE
date May 1 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/epheC=C_h.fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1040.28
rfl 3288.6
rfp 2903.5
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc Tt
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)

22c

17.75

8.43

48.94
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A 00 e

iwatal2/epheC=C

expll stdl3c

SAMPLE

date May 1 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/epheC=C_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -1997.3
wp 25000.0
Vs 214
sc 0
we 380
hzmm 1.53
is 500.00
rfl 9753.0
rfp 7755.7
th 4
ins 500.000
nm no ph

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp

wbs

wnt

13C NMR (CDCI3, 100.6 MHz)

22¢C
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iwatal2/PipCCOTBS

expll stdilh

1H NMR (CDCI3, 400 MHz)

SAMPLE DEC. & VT
date Mar 11 2008 dfrq 399.933 22d
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwatal2~ dof 0
/CCPipCCOTBS_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc Tt I
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0 |
wp 4079.2
Vs 214 ]
sc 0
we 380 ,ﬁ
hzmm 13.63 |
is 955.07 |
rfl 3288.6 f
rfp 2903.5 7
th 2 |
ins 100.000
nm ph w
{
|
f | i
/ | ,
ﬁ | |
/ |
/ /
| /
| /
|
........ J N :Fr....\_:f ey ig /..l..kr|.||||||(!.7|\g s
f f f f f f f f
9 8 6 5 4 3 2 1 ppm
| Il | | L | | | | | | | | | I | |
0.08 0.04 15.42 0.87 1.46 59.50
2.90 0.01 6.38 -0.07 0.05 13.35
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iwatal2/CCPipCCOTBS

expll stdl3c

13C NMR (CDCI3, 100.6 MHz)
22d

F£¥§Ei

SAMPLE
date Mar 10 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~
/CCPipCCOTBS_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 2000
ct 2000
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2001.1
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 0.58
is 500.00
rfl 9754.5
rfp 7753.4
th 20
ins 500.000
nm no ph

| i | | | | 7 | | |

220

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING
1b 1.00
wtfile
proc ft
n not used
math T
werr react
wexp procplot
wbs
wnt
| i | | | 7 | | |
200



NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
22d
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matsubara/Amide

expll stdilh

SAMPLE
date Feb 12 2008
solvent CDCI3
file /export/home/~
vnmrl/data/matsuba~

ra/Amide_h_fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 1098.70
rfl 370.7
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
23a

20.74


NEC-PCuser
1H NMR (CDCl3, 400 MHz)
23a
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matsubara/Amide

expll stdl3c

SAMPLE

date Feb 12 2008
solvent CDCI3
file /export/home/~
vnmrl/data/matsuba~

ra/Amide_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used
FLAGS

il n
in n
dp y
hs nn

DISPLAY
sp -2001.9
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 2.21
is 500.00
rfl 9755.2
rfp 7753.4
th 20
ins 500.000

nm no ph

A A A

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3, 100.6 MHz)
23a

§£
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
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iwatal2/PipAmidel

expll stdilh

SAMPLE
date Feb 27 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/PipAmidel_h.fid
ACQUISITION

sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 16
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn

DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1294 .06
rfl 400.3
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc Tt
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
23b-trans

8.95 0.09 38.77
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1H NMR (CDCl3, 400 MHz)
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iwatal2/PipAmidel

expll stdl3c

SAMPLE

date Feb 27 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/PipAmidel_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 1024
ct 1024
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -2000.3
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 0.51
is 500.00
rfl 9753.7
rfp 7753.4
th 19
ins 500.000

nm no ph

T L L

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3, 100.6 MHz)
23b-trans
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
23b-trans
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expll stdilh
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SAMPLE DEC. & VT
date Feb 26 2008 dfrq 399.933 HIZZEAOUOGKBOKIu
solvent CDCI3 dn H1
file /export/home/~ dpwr 20
vnmrl/data/iwatal2~ dof 0
/PipAmide2_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY ,
sp -80.0 J
wp 4079.2
Vs 214 |
sc 0 ﬁ
we 380 |
hzmm 10.73 J
is 1017.13 [
rfl 378.9 ,
rfp 0
th 20 ;
ins 100.000 \
nm ph ﬁ
, /
{
,, |
, |
| |
|
|
|
/ |
| \
, | ,
| |
/ | |
1 | |
| | |
/ f / ,,, |
| | / / |
, | ,,,, \,
| , f / I
| I ,,‘ ,;,,, /
J \(
| | |
) \ . ) /‘f t ;f \\ frca - ﬁ, bl .
f f f f f f f
9 8 7 6 5 4 3 2 1
T , T ! T T T
0.61 8.05 3.91 0.10 43.06
28.54 4.00 9.46 1.05


NEC-PCuser
1H NMR (CDCl3, 400 MHz)
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iwatal2/PipAmide2

expll stdl3c

SAMPLE

date Feb 26 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~

/PipAmide2_c.fid

ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 2000
ct 2000
alock n
gain not used

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -1998.0
wp 25000.0
Vs 214
sc 0
wc 380
hzmm 0.45
is 500.00
rfl 9751.4
rfp 7753.4
th 15
ins 500.000

nm no ph

A

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

AR AN A A

13C NMR (CDCI3, 100.6 MHz)
23b

cis
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
23b-cis
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iwatal2/epheCyc

expll stdilh
SAMPLE
date  Apr 30 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~
/epheCyc_h.fid
ACQUISITION
sfrq 399.934
tn H1
at 3.744
np 44928
sw 6000.6
b not used
bs 1
tpwr 61
pw 5.5
dl 1.256
tof 600.0
nt 16
ct 16
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
we 380
hzmm 10.73
is 1391.36
rfl 379.4
rfp 0
th 20
ins 100.000
nm ph

DEC. & VT

dfrq 399.933
dn H1
dpwr 20
dof 0
dm nnn
dmm c
dmf 200
dseq

dres 1.0
homo n

PROCESSING

wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

1H NMR (CDCI3, 400 MHz)
23c

26.49 11.72
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1H NMR (CDCl3, 400 MHz)
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iwatal2/epheCyc

expll stdl3c
SAMPLE
date  Apr 30 2008
solvent CDCI3
file /export/home/~
vnmrl/data/iwatal2~
/epheCyc_c.fid
ACQUISITION
sfrq 100.573
tn C13
at 1.199
np 59968
sw 25000.0
b not used
bs 16
tpwr 57
pw 7.5
dl 0.801
tof 1000.0
nt 2048
ct 2048
alock n
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -1999.6
wp 25000.0
Vs 214
sc 0
we 380
hzmm 0.33
is 500.00
rfl 9753.0
rfp 7753.4
th 20
ins 500.000

nm no ph

DEC. & VT
dfrq 399.933
dn H1
dpwr 41
dof 0
dm yyy
dmm w
dmf 10400
dseq garpl
dres 1.0
homo n
PROCESSING

1b 1.00
wtfile

proc ft
n not used
math T
werr react
wexp procplot
wbs

wnt

13C NMR (CDCI3, 100.6 MHz)
23c
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
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iwatal2/CCPipCCOH

expll stdilh

SAMPLE DEC. & VT
date Mar 11 2008 dfrq 399.933 1H NMR (CDCI3, 400 MHz)
solvent CDCI3 dn H1 24d
file /export/home/~ dpwr 20
vnmrl/data/iwatal2~ dof 0
/CCPipCCOH_h.fid dm nnn
ACQUISITION dmm c
sfrq 399.934 dmf 200
tn H1 dseq
at 3.744 dres 1.0
np 44928 homo n
sw 6000.6 PROCESSING
b not used wtfile
bs 1 proc ft
tpwr 61 fn not used
pw 5.5 math T
di 1.256
tof 600.0 werr react
nt 16 wexp procplot
ct 16 wbs
alock n wnt
gain not used
FLAGS
il n
in n
dp y
hs nn
DISPLAY
sp -80.0
wp 4079.2
Vs 214
sc 0
wc 380
hzmm 10.73
is 798.60
rfl 379.6
rfp 0
th 20 /
ins 100.000 |
nm ph @
[
|
|
|
[
I
|
|
|
|
|
|
|
|
|
j/
J R N J f ............... o . i \ N 7
f f f f f f f
7 6 5 4 3 2 ppm
T T : T T ) ! T T
3.75 -0.32 24.60 0.64 3.12 3.99 0.61
3.90 1.77 2.13 2.76 1.26 51.81
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1H NMR (CDCl3, 400 MHz)
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iwatal2/CCPipCCOH
expll stdl3c
SAMPLE DEC. & VT

date Mar 11 2008 dfrq 399.933
solvent CDCI3 dn H1
file /export/home/~ dpwr 41
vnmrl/data/iwatal2~ dof 0

/CCPipCCOH_c.fid dm yyy

ACQUISITION dmm w
sfrq 100.573 dmf 10400
tn C13 dseq garpl
at 1.199 dres 1.0
np 59968 homo n
sw 25000.0 PROCESSING
b not used 1Ib 1.00
bs 16 wtfile
tpwr 57 proc ft
pw 7.5 fTn not used
dl 0.801 math T
tof 1000.0
nt 2000 werr react
ct 2000 wexp procplot
alock n wbs
gain not used wnt

FLAGS
il n
in n
dp y
hs nn
DISPLAY

sp -1995.8
wp 25000.0
Vs 214
sc 0
we 380
hzmm 0.38
is 500.00
rfl 9749.1
rfp 7753.4
th 20
ins 500.000

nm no ph

A A 0 A

13C NMR (CDCI3, 100.6 MHz)
24d
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NEC-PCuser
13C NMR (CDCl3, 100.6 MHz)
24d




