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Current Data Parameters

NAME kato-04.6.8
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20040608
Time 15.46
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zgpg30
10 65536
SOLVENT CDC13
NS 256
0s 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
RG 3649.1
DW 16.650
DE 6.00
TE 298.2
D1 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f1 ====
NUC1 13C
P1 5.70
PL1Y -2.00
SFO1 125.7703643
======== CHANNEL 2 ====
CPDPRG2 waltz16
Nuc2 1H
PCPD2 100.00
pL2 -6.00
pL12 13.74
PL13 13.74
SF02 500. 1320005

MHz

F2 - Processing parameters

SI 32768
SF 125.7578097
WDW EM
5SB 0
LB 1.00
GB 0
PC 1.40

1D NMR plot parameters

CX 20.00
cY 16.41
F1P 200.000
F1 25151.56
F2pP -10.000
F2 -1257.58
PPMCM 10.50000
HZCM 1320.45703

MHz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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sample
Current Data Parameters
NAME kato-04.7.14
EXPNO 1
PROCND 1
F2 - Acquisition Parameters
Date 20040714
Time 19.06
T | INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930
D 65536
SOLVENT CoC13
NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
OH RG 18
= Dw 48.400 usec
\\\ DE 65.00 usec
BnO Z F F\\\ OBn TE 298.5 K
D1 1.00000000 sec
MCREST 0.00000000 sec
OBn MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 1H
[ P1 10.30 usec
PL1 -6.00 oB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.13008391 MHz
WDW EM
558 0
_B 0.30 Hz
GB 0
//— PC 1.00
\~‘ At 1D NMR plot parameters
£X 20.00 cm
Cy 9.36 cm
F1P 10.000 ppm
= 2 g % oy g F1 5001.30 Hz
& Y D] <] |@ oy FaP -1.000 ppm
= fig] o w fis} ~— F2 -500.13 Hz
= - PPMCM 0.55000 ppm/cm
HZCM 275.07153 Hz/cm
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Current Data Parameters

NAME kato-04.7.14
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20040714
Time 19.14
INSTRUM drx500
} ’ PROBHD 5 mm Multinucl
PULPROG 2gpg30
0 65536
SOLVENT COC13
NS 256
. DS 2
OH S 30030.023 Hz
FIDRES 0.458222 Hz
/ AQ 1.0912244 sec
BnO X AG 3649 1
F F \\ OBn DK 16.650 usec
DE 6.00 usec
TE 299.5 K
D1 0.50000000 sec
OBn d11 0.03000000 sec
MCREST 0.00000000 sec
MCHAK 0.01500000 sec
======== CHANNEL f1 ===
NUC1 13C
P1 5.70 usec
PLA -2.00 dB
5F01 125.7703643 MHz
- ======== CHANNEL f2 ========
.CPOPRG2 waltz16
NUC2 1H
PCPD2 100.00 usec
pL2 -6.00 dB
pL12 13.74 o8B
PL13 13.74 08
SFO2 500. 4320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7578482 MHz
WDW EM
558 0
LB 1.00 Hz
68 0
PC 1.40
¢ ‘ ‘ 10 NMR plot parameters
CX 20.00 cm
1 J‘L i l 1 ‘l 1 cY 10.31 cm
F1p 200.000 ppm
F1 25151 .57 Hz
F2p -10.000 ppm
i H ' T [ T T T Z T T T N 1 T N T 1 T T v v‘ T FE —125758 HZ
ek 75 150 125 100 75 50 25 0 PPMCM 10.50000 ppm/cm

HZCM 1320.45740 Hz/cm
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sample
Current Data Parameters
NAME kato-04.7.16
EXPNO 1
PROCNO 1
OH
F2 - Acquisition Parameters
Date 20040716
4 % Time 15.45
™S F F\\ T™S i INSTRUM drx500
PROBHD 5 mm Multinucl
T™MS PULPROG zg30
10 65536
SOLVENT CDC13
NS 16
0s 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 16
DW 48.400 usec
OE 6.00 usec
TE 299.3 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 1H
P1 10.30 usec
PL1 -6.00 d8
SF01 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300137 MHz
WDOW EM
558 0
LB 0.30 Hz
/ GB 0
PC 1.00
Ajh‘ — ‘J' L‘L 1D NMR
plot parameters
CX 20.00 cm
cYy 9.97 cm
F1pP 10.000 ppm
E o % S 8 F1 5001.30 Hz
> oy S| Fep -1.000 ppm
E — |y x|e F2 -500.13 Hz
PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm
i 1 I ‘ 1 { { 1 ' ‘
oo 8 & 4 Jo4 0



Electronic Supplementary Material (ESI) for Organic and Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2011

7

T™MS

=

)

m

~1 -

OH
X
FFN\ Stms
™S
5 | | 1:1\0

Current Data Parameters

NAME kato-04.7.16
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20040716
Time 15.53
INSTAUM drx500
PROBHD 5 mm Multinucl
PULPROG 29pg30
0 65536
SOLVENT cDC13
NS 256
ns 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
RG 2580.3
DW 16.650
DE 6.00
TE 300.1
D1 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWBK 0.01500000

CPDPRG2 waltz16
Nuc2 1H
PCPD2 100.00
PL2 -6.00
PL12 13.74
PL13 13.74
SF02 500.1320005

MHz

F2 - Processing parameters

S 32768
SF 125.7577914
WOW EM
5SB 0
LB 1.00
68 0
PC 1.40

1D NMR plot parameters

4 20.00
cy 10.62
F1P 200.000
F1 25151.56
FeP -10.000
F2 -1257.58
PPMCM 10.50000
HZCM 1320, 45679

MHz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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sample
Current Data Parameters
NAME kato-04.7.15
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
OH Date_ 20040715
. . Time 18.10
INSTRUM drx500
4 x PROBHD 5 mm Multinucl
F F\\ PULPROG 2930
) 0 65536
SOLVENT chC13
NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 12.7
DW 48.400 usec
DE 6.00 usec
TE 298.8 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== [HANNEL f] ========
NUC1 1H
P1 10.30 usec
PL1 -6.00 dB
SFO1 - 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300134 MHz
WDW EM
558 0
LB 0.30 Hz
GB 0

17 4;j kﬂi A A PC 1.00

1D NMR plot parameters

[94 20.00 ¢cm
CY 8.61 cm
F1P 10.000 ppm
E g Q 5 g F1 5001.30 Hz
> w ™~ o (=] FaP -1.000 ppm
b= a mn o (o] F2 -500.13 Hz
- PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm
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Current Data Parameters

NAME kato-04.7.15
EXPND 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20040715
Time 18.18
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
0 65536
SOLVENT CDOC13
NS 256
DS 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0812244
AG 3649.1
OW 16.650
DE 6.00
TE 299.8
D1 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
s======= CHANNEL f1 ====
NUC1 13C
P1 5.70
PL1 -2.00
SF01 125.7703643
== CHANNEL f2 ====
CPDPRG2 waltz16
NuCe 1H
PCPD2 100.00
pL2 -6.00
PL12 13.74
PL13 13.74
SF02 500.1320005

MHz

F2 - Processing parameters

SI 32768
SF 125.7578070
WOW EM
558 0
LB 1.00
GB 0
PC 1.40

1D NMR plot parameters

Cx 20.00
cy 9.393
F1P 200.000
F1 25151 .56
Fep -10.000
F2 -1257.58
PPMCM 10.50000
HZCM 1320. 45691

MHz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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Current Data Parameters

NAME kato-04.10.22
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date 20041022

Time 15.45
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930

0 65536
SOLVENT CDOC13

NS 16

DS 2

SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 57

DwW 48.400 usec
DE B.00 usec
TE 296.9 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
s======= CHANNEL f] ========
NUC1 1H

P1 10.30 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz

F2 - Processing parameters

SI 32768
SF 500.1300134 MHz
WDW EM
558 0
LB 0.30 Hz
GB 0
PC 1.00

1D NMR plot parameters

CX 20.00 cm

cy 7.84 cm

F1P 10.000 ppm

F1 5001.30 Hz

Fep -1.000 ppm

F2 -500.13 Hz
PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm
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Current Data Parameters

NAME kato-04.10.22
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20041022
Time 15.53
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zgpg30
0 65536
SOLVENT CDC13
NS 256
0s 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
RG 3649.1
OW 16.650
OE 6.00
TE 297.9
D1 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f1 ====
NUC1 13C
P1 5.70
PLY -2.00
SF01 125.7703643
======== CHANNEL f2 ====
CPDPRG2 waltz16
NUC2 1H
pPCPD2 100.00
pL2 -6.00
PL12 13.74
PL13 13.74
SF02 500.1320005

F2 - Processing parameters

SI 32768
SF 125.7578015
WOW EM
5SB 0
L8 1.00
G8 0
PC 1.40

1D NMR plot parameters

CX 20.00
cy 10.11
F1P 200.000
F1 25151.56
F2pP -10.000
F2 -1257.58
PPMCM 10.50000
HZCM 1320. 45691

MHz

cm

cm
ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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C:¥Documents and Settings¥JEOL¥My Documents¥alice¥ DEFAULT.ALS

o MENUF  1H
SSRNEB 3 g e 2R 338{=2 OBNUC  tH
e intadady «© T B o anagaand OFR 399.65 MHz
OBFIN 24.90 Hz
PWi1 5.50 usec
DEADT 72.20 usec
_ | PREDL 0.20000 msec
o 0 : WT 1.0000 msec
o 5 POINT 16384
; - PO 16384
; o o TIMES 8
: D O™ ) DUMMY 1
: WM N - FREGU 7992.01 Hz
; i S AnAaD  FLT 4000 Hz
; o et - DELAY 50.00 usec
i ‘ - ACQTM 2.0501 sec
| | SNV o 49500 soo
. ADBIT 16
; ' RGAIN 17
. o ~ : BF G.10 H=z
| " “ . T1 000 -
P ‘ 2 ™ . ¥ 0.00
3 - C 2000
3 ol o 100.0
-40.33. 6.806.75 — o  EXPOM  NON:Single.coupled:PW1_ACQTM_PL
: o ' 2 ' ) IRNUC iH 299 "
. < D, IFR 99.656 MHz
€ = ﬂ ‘ ' IRSET 136.90 KHz
L - i guulull[rr‘lRFlN 97.50 Hz
AL Los 10 PN e
' . | DFILE DEFAULT.ALS
| Sk THSATFGZ
IRRARREAARNRARENRRREY LKSET 81.30 KHz
P.750 2.725 2.700 2. 675 LKFIN 60.0 Hz
’ T LKLEV 120
5 LGAIN 21
= LKPHS 240
., LKSIG 2231
. CSPED i1 Hz
: FILDC
. ' FILDF
} | '
I L .
.. _ N DR S ¢ A . Br O OMe
IIHIIIIIIHHII!’TiIIIHlillllllllllll!iTTllll{iiEIIIFFF[I!IIHIIIIIIIIIIIIIilil?ﬂllilEHHIHI!HIIIIIII'??’JI FF Q
10.0 20 8.0 1.0 6.0 50 40 3.0 20 1.0 0.0
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OBSET
OBFIN

- PW1
- DEADT
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. POINT
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. DUMMY
" FREQU

FLT
DELAY
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' PD
© ADBIT
' RGAIN

BF
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. T2
. T3
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EXMOD

- EXPCM
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1.2083 sec
1.7920 sec
16
23
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0.00
90.00
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1H
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MENUF 1H
2g3L 2 9SIISRRBSRTILBRC OBNUC  1H
NN L ©DING G == GXN D000 0] OFR 399.65 MHz
[l - X7 W oI N NN === == —— OBSET 135.40 KHz
. OBFIN 2490 Hz -
PW1 5.50 usec
; DEADT 72.20 usec
. PREDL. 0.20000 msec
: WT 1.0000 msec
: POINT 16384
! SPO 16384
; TIMES 8
: DUMMY 1
FREQU 788201 Hz
FLT 4000 Hz
DELAY 50.00 usec
ACQTM 20501 sec
PD 4.9500 sec
ADBIT 16
RGAIN 18
BF 0.10 Hz
T1 000 -
T2 0.00
T3 80.00
8 T4 100.00
@ EXMOD NON
EXPCM NON:Single.coupled:PW1_ACQTM_PL
IRNUC 1H
IFR 399.65 MH:
IRSET 136.90 KHz
& IRFIN 97.50 Hz
- IRRPW 45 usec
IRATN 511
DFILE TFO+TolMgBr-1H.als
SF THSATFG2
= LKSET §1.30 KHz
o~ LKFIN 60.0 Hz
LKLEY 120
| LGAIN 23
LKPHS 240
LKSIG 2349
CSPED 13 Hz
J i FILDC
FILDF
! i OH
o o
| . Br
i O
170 150 150 140 130 120 #1.0 100 9.0 80 70 6.0 50 40 30 20 1.0 00 -10 -20
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: gENUF 13C
o )& ™ DEOATDHOD - . OBNUC 13C
2 EBEEE R828¥R2322 . OFR 100.40 MHz
8 SBARS SR8IARKRKIR - OBSET 125.00 KHz
T - OBFIN 10500.00 Hz g
PW1 6.20 usec
- DEADT 19.00 usec
‘ " PREDL 0.20000 msec
; - IWT 1.0000 msec
_ POINT 32768
; " 5PO 32768
; . TIMES 20000
| _ DUMMY 1
| FREQU 27118.64 Hz
| FLT 13550 Hz
DELAY 14.80 usec
ACQTM 1.2083 sec
PD 1.7920 sec
ADBIT 16
RGAIN 24
BF 0.10 Kz
T1 0.00
T2 o.00
; : 13 90.00
1 T4 100.00
‘ EXMOD BCM
: EXPCM  Bilevel.complete.decouplingSet_IRRF
! IRNUC iH
IFR 399.65 MHz
IRSET 124.00 KHz
IRFIN 10500.00 Hz
IRRPW 45 usec
IRATN 511
DFILE TFO+TolMgBr-13C.als
SF THSATFG2
_ LKSET 61.30 KHz
| , LKFIN 60.0 Hz
L | LKLEV 120
LGAIN 23
LKPHS 240
LKSIG 1132
! CSPED 13 Hz
, FILDC
FILDF
t
|
‘ [ | ’ OH
L N | N " 1 ' Br O Me
PPM . F F
D
220.0 210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.G¢ 120.0 110.0 100.0 800 800 700 60.0 50.0 400 300 200 100 0.0 !
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Current Data Parameters
NAME kato-05.2.17
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20050217
Time 17.31
INSTAUM arx500
PROBHD 5 mm Multinucl
PULPROG 2930
1 65536
SOLVENT coci3
NS 16
0s 2
SHH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
OH A5 128
OwW 48.400 usec
Br \ DE 6.00 usec
AN TE 295.7 K
F F \\ 01 1.00000000 sec
a1 0.03000000 sec
MCREST 0.00000000 sec
MCWAK 0.01500000 sec
NUC2 off
PCPD2 100.00 usec
pL2 120.00 oB
PL12 120.00 dB
PL13 120.00 dB
SFO2 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300129 MHz
L JL WOW EM
558 0
B 1.00 Hz
6B 0
PC 1.00
—_ ~ o N w
© (('\j g B ; 1D NMR plot parameters
3 Helhe) Io3] o)) [ 20.00 cm
§ <o - o cY 7.63 cm
F1P 10.000 ppm
F1 5001.30 Hz
i ‘"‘\‘\\"\‘V\\i\\\WV\11!1\'!!\;\4’\‘l\‘\!f!l!'!\fl]\'!l!\‘\l\lT!'f:T\!‘f\!’\\'\‘! ;!!\1[1!!\’!¥TV1! ;gp _Séooggzgm
oo B B 4 c 0 PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm
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Current Data Parameters

NAME kato-05.2.17
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20050217
Time 17.41
INSTRUM arx500
PROBHD 5 mm Multinucl
PULPROG zgpg30
0 65536
SOLVENT CDC13
NS 256
DS 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
RG 3649.1
DW 16.650
OE 6.00
TE 296.8
D1 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f1 ====
NUC1 13C
P1 5.70
PLA -2.00
SFO1 125.7703643

CPDPRG2 waltzib
NUC2 1H
PCPD2 100.00
pL2 -6.00
PL12 13.74
PL13 13.74
SF02 500.1320005

F2 - Processing parameters

SI 32768
SF 125.7577987
WOW EM
SSB 0
LB 1.00
GB 0
PC 1.40

1D NMR plot parameters

CX 20.00
Cy 10.21
F1P 200.000
F1 25151.56
Fap -10.000
Fe -1257.58
PPMCM 10.50000
HZCM 1320.45679

MHz

Hz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/em
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Current Data Parameters
NAME kato-06.1.11
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20060111
Time 16.36
INSTRUM orx500
PROBHD 5 mm Multinucl
‘ PULPROG 2930
') ( 0 65536
| /»(U\ Br | e
‘ NN
: Br o | DS 2
F F | SWH 10330.578 Hz
i FIDRES 0.157632 Hz
| AQ 3.4719923 sec
RG 128
Ow 48.400 usec
DE 6.00 usec
TE 293.5 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
s=s===== CHANNEL {1 =====s===
NUC{ 1H
P1 10.30 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz

J F2 - Processing parameters
SI 32768
SF 500.1300131 MHz
WOW EM
558 0
LB 0.30 Hz
GB 0
PC 1.00

- 1

10 NMR plot parameters

i
1
i
i
I
)
1
i
1
[
|
|
i
_

CX 20.00 cm

J oy 9.78 cnm

FipP 10.000 ppm

3 § § § § F 5001.30 Hz

: i I o < o 20013 1|

< j oul| = i —uu. 13z
o ~ PPMCM 0.55000 pem/cm

HZCM 275.07150 Hz/cm
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Current Data Parameters
NAME kato-06.1.11
EXPNO 2
OROCNO 1
f2 - Acquisition Parameters
Date_ 20060111
Time 16.44
INSTRUM arx500
PROBHD 5 mm Multanucl
PULPROG 2gpg30
! 0 65536
! - SOLVENT CbC13
\ (o) NS 256
| DS 2
SWH 30030.029 Hz
\‘ &/YLO/VVBr FIDRES 0.458222 Hz
i AQ 1.0912244 sec
1 F F RG 3649 .1
J DW 16.650 usec
DE 6.00 usec
TE 294.2 K
D1 0.50000000 sec
a1 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 s=======
NUC1 13C
P1 5.70 usec
PL1 -2.00 dB
SFO1 125.7703643 MHz
=s=s=z== CHANNEL f2 =s======
CPOPRG2 waltz16
Nuc2 1H
PCPD2 100.00 usec
PL2 -6.00 dB
PL12 13.74 dB
PL13 13.74 dB
SFo2 5001320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577969 MHz
WOW EM
SSB 0
_B 1.00 Hz
GB 0
PC 1.40
10 NMR plot parameters
Cx 20.00 cm
cY 10.982 cm
' Fip 200.000 ppm
F1 25151.56 Hz
: ‘ ‘ F2pP -10.000 ppm
) i P _ ‘ F2 -1257.58 Hz
. e e i 2% . PPMCM 10.50000 ppm/cm

HZCM 1320.45679 Hz/cm
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sample
Current Data Parameters
NAME kato-07 . 1.12
EXPND 1
PROCND 1
F2 - Acguisition Parameters
Date_ 20070112
r ) . Time 20.50
o il INSTRUM Er2500
_ PROBHO 5 mm Multinucl
’ : WI PULPROG 2330
o O , o 85336
FF I SOLVENT Coc13
| ' NS 186
15 2
| SHH 10330 578 Hz
' =IDRES 0.157632 hz
[ AQ 3.1718823 sec
RG 25.4
i DH 48 400 usec
DE 5.00 usec
TE 2941 K
D1 1.00000000 sec
‘ MCREST 0.00000000 sec
MC HRK 0.01500000 sec
/
' ====z==x CHANNEL f1 ========
) N 1H
i P1 10.00 usec
PL1 -6.00 dB
SFO1 50C . 1330885 MHz
S2 - Processing parameters
sI 32768
SF 500.1300129 MHz
WO EM
SSB 0
LB 0 30 Hz
GB 0
LA PC 1.00
: ’LA - 10 NMR plot parameters
CX 20.00 cm
; | ) | cY €.87 cm
! / FipP 10.000 ppm
® =3 gl s 3 F1 §001.30 Hz
& o = ‘g o 2P -1.000 pam
z - il : 2 -500.13 hz
= & ~ SPMCM 0.55000 ppm/cm
HzZCM 275 07150 Hz/cm

- [ [ o A (B [ [N R B [ R A A R | [
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Current Data Parameters

NAME kato-07.1.12
EXPND 2
PROCND 1

Fg - Acquisition Parameters

Date_ 20070112
Time 20.58
INSTRUM grx500
PROBHD 5 mm Multinucl
PULPROG 2gpg3c

0 B5536
SOLVENT COC13

NS 256

ns 2

SKH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912244 sec
R 1448.2

0w 16.650 Lsec
DE §.00 uset
TE 294.5 K

0: 0.90000000 sec
di1 0.C3000200 sec
MCREST 0.00000000 sec
MCWRK 0.01500C00 sec
z=zzzzze CHANNEL f] =sse=zzs
NUCH 13C

Bl 11.00 usec
a1 ~-3.00 B
SFO1 125.7703643 MHz

s=m=mm== CHANNEL #2 ========

CPOPRG2 waltz1b
NUc2 1H
SCPD2 100.00 usec
a2 -6.00 dB
RLi1g 17.00 dB
SL13 19.00 dB
SFa2 500. 1320005 MHz

F2 - Processing parameters

51 327E8

3F 125.7578271 MHz
WOW EM

558 Q

-] 1.00 Hz
58 q

BC 1.40

10 NMR plaot parameters

X 20.00 cm

oy 9.44 ¢cm
f1p 219 089 ppm

Fi 27352.18 Hz

Fap -13.703 ppm
Fa ~2477 .85 Hz
PPMCM 11.93963 ppmicm

HZCM 1501.50159 Hz/cm
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nteylal

1.9608

e

2.0000

T

29985 — E-

Current Data Parameters

NAME kato-06.8.7
EXPNO 1
SROCNO 1

=2 - Acquisition Parameters

Jate_ 20060807
Time 20.21
INSTRUM arx500
PROBHD 5 mm Multinucl
PULPROG 2930
0 65536
SOLVENT CDC13
NS 16
0s 2
SWH 10330.578
FIDRES 0.157632
AQ 3.1719923
RG 228 .1
OwW 48.400
DE 5.00
TE 300.9
D1 1.00000000
MCREST 0.00000000
MCWRK 0.01500000
======== [HANNEL f1 ====
NUC1 1H
P1 10.00
PL1 -6.00
5FO01 500.1330885

F2 - Processing parameters

51 32768
SF 500.1300127
WOW EM
558 0
-B 0.30
GB 0
~C 1.00

10 NMR plot parameters

CX 20.00
Cy B.34
FIP 10.000
F1 5001.30
Fep -1.000
=2 -500.13
PPMCM 0.55000
~ZCM 275.07150

MHz

Hz

cm

cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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Current Data Parameters

NAME kato-06.8.7
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Jate_ 20060807
Time 20.38
INSTRUM drx500
PROBHD 5 mm Multinucl
2ULPROG zgpg30
0 65536
SOLVENT C0C13
NS 512
s 2
SWH 30030.029
F1DRES 0.458222
AQ 1.0912244
A6 2048
DW 16.650
DE 6.00
TE 301.2
01 0.50000000
g11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f1 ====
NUC1 13C
P1 11.00
L1 -3.00
SFO1 125.7703643
s======= CHANNEL 2 ====
CPDPRG2 waltz16
NUC2 1H
AcPD2 100.00
pL2 -6.00
PL12 17.00
AL13 19.00
SF02 500. 1320005

F2 - Processing parameters

S1 32768
SF 125.7577905
WOW EM
558 0
LB 1.00
GB 0
PC 1.40

1D NMR plot parameters

024 20.00
cY 9.89
FiP 219.38¢
F1 27588.83
Fep -19.412
F2 -2441.20
PPMCM 11.93963

MHz

cm
pom
Hz
pom

ppm/cm
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Current Data Parameters
NAME kato-06.10.24
EXPND 1
PROCNO 1
F2 - Acguisition Parameters
Date _ 20061024
Time 23.05
INSTRUM drx500
O PROBHD 5 mm Multinucl
i PULPROG zg30
, \ Br i) 65536
SOLVENT CDC13
( ! F F NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 128
Dw 48 .400 usec
DE 6.00 usec
TE 296.8 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC? 1H
P1 10.00 usec
| AL -5.00 d8
| SFO1 500.1330885 MHz
2 - Processing parameters
51 32768
2 500.1300129 MHz
WOW EM
358 0
B 0.30 Hz
GB 0
PC 1.00
,, e AJ A b u l S _l L N FU

1D NMR plot parameters

CX 20.00 cm

PV o oy 8.37 ¢n

/ \ FiP 10.000 ppm

E é; a g‘ 8W F1 5001 .30 Hz

g g P g‘ = F2p -1.000 ppm

E b i ‘_;‘ o Fe -500.13 Hz
PPMCM 0.55000 ppm/cm

HZCM 275.07150 Hz/cm

I
mna
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Current Data Parameters
NAME kato-06.10.24
ZXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20061024
Time 23.13
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG z2gpg30
1 65536
SOLVENT COC13
? O NS 256
' 0s 2
| SWH 30030.029 Hz
| Bf FIDRES 0.458222 Hz
| AG 1.0912244 sec
‘ F F A6 1625 5
‘ DW 16.650 usec
' DE 6.00 usec
TE 297.1 K
D1 0.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1
NUC1
P1 11.00 usec
AL ~3.00 dB
SFO1 125.7703643 MHz
======a= CHANNEL f2 ========
CPOPRG2 waltz16
NUC2 1H
ACPoDZ2 100.00 usec
pL2 -6.00 dB
AL 17.00 dB
PL13 19.00 oB
SFO2 500.1320005 MHz
F2 - Processing parameters
S1 32768
SF 125.7577932 MHz
WOW EM
558 0
.B 1.00 Hz
5B 0
o 1.40
10 NMR plot parameters
i l l CX 20.00 ¢cm
cY 8.95 cm
P 219.35S ppm
F1 27586.10 Hz
FopP -19.434 ppm
L ‘ L U L L b U L F2 -2443.93 1z
HONi 175 150 129 GO /3 ol 25 & PPMCM 11.93963 ppm/cm

HZCM 1501.50146 Hz/cm
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Current Data Parameters
NAME komori-5-9-28
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20050928
Time 10.23
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930
0 OH ™ 655536
Z SOLVENT CDhC13
| Br NS 18
| F F DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 45.3
DW 48.400 usec
DE 6.00 usec
TE 299.2 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
sex===x= CHANNEL f1 ========
NUC1 1H
P1 10.30 usec
- PL1 -6.00 dB
// SFO1 500.1330885 MHz
/ F2 - Processing parameters
/ SI 32768
/ SF 500.1300131 MHz
i WOW EM
/ SSB 0
/ LB 0.30 Hz
/ GB 0
S PC 1.00
AL L Il Lt 1D NMR plot parameters
CX 20.00 cm
cy 10.98 cm
FiP 16.477 ppm
E 'y = g =y by g F1 B240.74 Hz
= i: D88 > = FopP -1.000 ppm
g s “lals o N F2 -500.13 Hz
PPMCM 0.87386 ppm/cm
HZCM 437.04333 Hz/cm

R e N N R N R N N N N N AN RN

i 10 8 4 z J
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Current Data Parameters

NAME komor1-5-9-28
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20050928
Time 10.35
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
0 65536
SOLVENT coc13
NS 256
0s 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
ARG 3649.1
0w 16.650
DE 6.00
TE 299.9
01 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f1 ====
NUC1 13C
P1 5.70
PL1 -2.00
SFO1 125.7703643
==z===== CHANNEL f2 ====
CPDPRG2 waltz16
NUC2 1H
PCPD2 100.00
PL2 -6.00
PL12 13.74
PL13 13.74
SFo2 500.1320005

F2 - Processing parameters

SI 32768
SF 125.7578024
WDW EM
SSB 0
LB 1.00
GB 0
pC 1.40

10 NMR plot parameters

CX 20.00
cy 10.41
F1P 219.286
F1 27576.91
FeP -19.507
F2 -2453.12
PPMCM 11.93963
HZCM 1501.50159

MHz

Hz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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Current Data Parameters
NAME komori-05.11 17
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date _ 20051117
Time 21.41
INSTRUM drx500
PROBHO 5 mm Multinucl
O OH PULPROG 2930
T0 65536
Br = SOLVENT coc13
NS 16
F F 0S 2
| OMe SWH 10330.578 Hz
| FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 57
DW 48 400 usec
OE 6.00 usec
[ TE 256.3 K
D1 1.00000000 sec
J MCREST 0.00000000 sec
i MCWRK 0.01500000 sec
s======= CHANNEL f{ ========
NUC1 1H
P1 10.30 usec
PL1 -6.00 dB
. SFO1 500.1330885 MHz
o F2 - Processing parameters
/ SI 32768
SF 500.1300131 MHz
i WDW EM
| SSB 0
i LB 0.30 Hz
/ GB 0
! PC 1.00
J‘* . - 1D NMR pliot parameters
CX 20.00 cm
\ ! cy 11.02 cm
\ FipP 16.000 ppm
E E/ el 2019 g F1 B002.08 Hz
e 3B 58 e
2 : - . z
=le - vlie Mo PPMCM 0.85000 ppm/cm
HZCM 425.11047 Hz/cm

[as]
bl
I
U
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Current Data Parameters

NAME komor1-05.11.17
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Jate _ 20051117
Time 21.49
INSTRUM darx500
PROBHD 5 mm Multinucl
PULPROG 29pg30

0 65536
SOLVENT CoC13

NS 256

0S 2

SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912244 sec
A6 4096

W 16.650 usec
DE 6.00 usec
TE 297.1 K

J1 0.50000000 sec
da11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
s======= CHANNEL f1 ========
NUC1 13C

Pt 5.70 usec
PLy -2.00 dB
SFO1 125.7703643 MKz
s======= CHANNEL f2 ======z==
CPDPRG2 waltz16
NUC2 1H
PCPD2 100.00 usec
PL2 -6.00 oB
PL12 13.74 dB
PL13 13.74 dB
SFO2 500.1320005 MHz

F2 - Processing parameters

SI 32768

SF 125.7578006 MHz
WOW EM

SSB 0

B8 1.00 Hz
GB 0

PC 1.40

1D NMR plot parameters

Cx 20.00 cm
cy 10.79 ¢m
Fip 200.000 ppm
1 25151 .56 Hz
FoP ~10.000 ppm
£2 -1257.58 Hz
PPMCM 10.50000 ppm/cm

HZCM 1320.45678 Hz/cm



Electronic Supplementary Material (ESI) for Organic and Biomolecular Chemistry

This journaéim@f)‘yﬁe Royal Society of Chemistry 2011 )
sample
|
| O OH
. Br Z
| FF
|
{
|
\
|
}
—

|
:

integral
0.7883
1.9393
2.0000
0.9442

Vi [ N NN RN N RN R R

AR EERREN

T

4

1.9870
2.9522

LI SR R IV A
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Current Data Parameters

NAME komori-05.11.16
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date _ 20051116

Time 21.08
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930

D 65536
SOLVENT CDC13

NS 16

0s 2

SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 32

DW 48.400 usec
DE 6.00 usec
TE 296.4 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 1H

P1 10.30 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz

F2 - Processing parameters

51 32768
SF 500.1300270 MHz
WDW EM
558 0
LB 0.30 Hz
GB 0
PC 1.00

1D NMR plot parameters

CX 20.00 cm

CY 10.57 cm

F1pP 16.000 ppm

F1 B002.08 Hz

FepP -1.000 ppm

F2 -500.13 Hz
PPMCM 0.85000 ppm/cm
HZCM 425.11050 Hz/cm
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Current Data Parameters
NAME komori1-05.11.16
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters

Date_ 20051116
Time 21.19
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 29pg30

0 65536
SOLVENT chC13

NS 256

DS 2

SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912244 sec
RG 9195.2

DW 16.650 usec
DE 6.00 usec
TE 287.2 K
D1 0.50000000 sec
411 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
=====z=== CHANNEL f1 ==

NUC1 13C

P1 5.70 usec
AL -2.00 dB
SFO1 125.7703643 MHz
=====z== CHANNEL {2 ========
CPDPRG2 waltzib
NUC2 1H
pCPO2 100.00 usec
pL2 -6.00 dB
PL12 13.74 dB
PL13 13.74 dB
SF02 500.1320005 MHz
F2 - Processing parameters
S1 32768

SF 125.7578088 MHz
WOW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

1D NMR plot parameters

CX 20.00 cm
cy 10.58 cm
F1p 200.000 ppm
F1 25151 .56 Hz
F2pP -10.000 ppm
F2 ~1257 .58 Hz
PPMCM 10.50000 ppm/cm

H7Z0M AT O AETNOD e F o
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Current Data Parameters
NAME komori-05.11.30
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
| Date _ 20051130
Time 20.49
C) ()P{ INSTRUM drx500
| 2 PROBHD 5 mm Multinucl
Br PULPROG 2630
‘1 F F i) 65536
Cl [ [ SOLVENT cocl3
| | f J NS 16
| | DS 2
l [ SWH 10330.578 Hz
J ! FIDRES 0.157632 Hz
: AQ 3.1719923 sec
RG B80.6
OW 48.400 usec
DE 6.00 usec
! TE 297.1
‘ D1 1.00000000 sec
MCREST 0.00000000 sec
J MCWRK 0.01500000 sec
I
|
I 1 ======== CHANNEL f{ ========
{ NUC1 1H
T P1 10.30 usec
// PLY -6.00 dB
/ SF01 500. 1330885 MHz
1
f F2 - Processing parameters
I sI 32768
g SF 500.1300131 MHz
; WOW EM
f 5SB 0
! LB 0.30 Hz
! ;] 0
_ pC 1.00
— e — —— — J“‘~)Ll**‘*JL‘ + = - l s 10 NMR plot parameters
CX 20.00 cm
J ‘ cy 5.90 cm
(///) F1pP 16.000 ppm
|8 =4l @ ] F1 B002.08 Hz
5 5‘ S i [+ Fop -1.000 ppm
E ‘Q[ alls - _ F2 -500.13 Hz
PPMCM 0.85000 ppm/cm
HZCM 425.11047 Hz/cm

m
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Current Data Parameters
NAME komor1-05.11.30
EXPNOD 2
PROCNO 1
F2 - Acauisition Parameters
Date_ 20051130
Time 20.58
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
0 65536
SOLVENT CDC13
O OH NS 256
0S 2
2 SWH 30030.029 Hz
Br FIDRES 0.458222 Hz
F F AQ 1.0912244 sec
RG 4597 .6
C' W 16.650 usec
DE 6.00 usec
TE 297 .8 K
Dt 0.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
SFO1 125.7703643 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz1b
NUC2 1H
PCPD2 100.00 usec
AL2 -6.00 dB
12 13 74 dB
2L13 13.74 dB
SF02 500. 1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577987 MHz
WOW EM
558 0
! LB 1.00 Hz
f 58 0
\ | PC 1.40
1D NMR plot parameters
CX 20.00 cm
cy 10.55 cm
F1pP 200.000 ppm
F1 25151.56 Hz
F2p ~10.000 ppm
- b o ‘ ‘ s -1257.58 Hz
- 2T N, /5 50 25 N PPMCM 10.50000 ppm/cm

HZCM 1320.45673 Hz/cm
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Current Data Parameters

NAME
EXPNO
PROCNO

komori-05.11.21

1
1

2 - Acgquisition Parameters

Date_ 20051121

Time 20.36
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930

0 55536
SOLVENT CDC13

NS 16

0s 2

SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 71.8

W 48.400 usec
DE 5.00 usec
TE 296.2 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 iH

P1 10.30 usec
PL1 -6.00 dB
SFO1 500. 1330885 MHz

F2 - Processing parameters

sI
SF
WDW
5S8
LB
GB
PC

32768
500.1300131
EM

0

0.30

0

1.00

10 NMR plot parameters

CX

cy
FIP
Fi1
F2P
F2
PPMCM
HZCM

20.00
8.23
16.000
8002.08
-1.000
-500.13
0.85000
425.11047

MHz

Hz

cm
cm
ppm
Hz
ppm
Hz

ppm/cm

Hz/cm
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Current Data Parameters

NAME komori-05.11.21
EXPNO 2
PROCND 1

F2 - Acquisition Parameters

Date_ 20051121
Time 20.44
INSTRUM arx500
PROBHC 5 mm Multinucl
PULPROG 2gpg30
i 65536
SOLVENT CDC13
NS 256
0s 2
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0812244 sec
RG 3649.1
OW 16.650 usec
DE 6.00 usec
TE 296.9 K
| 0.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
== CHANNEL f1 ========
13C
5.70 usec
-2.00 dB
SFO1 125.7703643 MHz
=====z=== CHANNEL 2 ========
CPDPRG2 waltz16
NUC2 1H
pPCPD2 100.00 usec
pL2 -6.00 dB
pL12 13.74 dB
PL13 13.74 dB
SF02 500.1320005 MHz

F2 - Processing parameters

S1 32768
SF 125.7577978 MHz
WOW EM
558 0
LB 1.00 Hz
6B 0
PC 1.40

1D NMR plot parameters

X 20.00 cm
Y 10.19 cm
F1P 200.000 ppm
F1 25151.56 Hz
F2pP -10.000 ppm
F2 -1257.58 Hz
PPMCM 10.50000 ppm/cm

HZCM 1320 . 45679 Hz/cm
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Current Data Parameters
NAME komor1-06.3.2 (G)
EXPND 1
PBOCNO 1
F2 - Acquisition Parameters
; Date_ 20060302
Time 18.32
| 0 OH ' | INSTRUM arx500
PROBHD 5 mm Multinucl
( Br # | 0 DULPROG 2930
10 65536
\ FF 4/ SOLVENT coC13
NS 16
JS 2
SWH 10330.578 Hz
“IDRES 0.157632 Hz
AQ 3.17193923 sec
ale] 574.7
Dw 48.400 usec
DE 6.00 usec
TE 295.6 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
===s===== CHANNEL f1 ========
NUC1 1H
P1 10.50 usec
PL1 -1.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
ST 32768
SF 500.1300131 MHz
WOW EM
5SB 0
LB 0.30 Hz
5B 0
PC 1.00
N jj‘ X N . l ll 10 NMR plot parameters
X 20.00 cm
Cy 4.92 cm
F1ipP 16.000 ppm
_ < oY o o 1 8002.08 Hz
| o ~ DD oo o FapP -1.000 ppm
g 2 2|3 3S e =2 -500.13 Mz
c o olol lola o 3PMCM 0.85000 ppm/cm
I HZCM 425.11047 Hz/cm
oo 4 ‘e e 3 5 4 2 g
|
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Current Data Parameters

NAME komor1-06.3.11-6
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters

Date_ 20060311
Time 13.10
INSTRUM drx500
- PROBHD 5 mm Multinucl
PULPROG zgpg30
0 65536
SOLVENT CDC13
‘ : NS 256
| O OH o ;
| Cloes o 4sszen i
. z
J Br F 0] AQ 1.0912244 sec
‘ RG 2580.3
F F / M 16.650 usec
OE 6.00 usec
TE 298.0 K
J1 0.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 13C
B 9.00 usec
L1 -1.00 dB
SFO1 125.7703643 MHz
======== CHANNEL f2 ========
CPOPRG2 waltzib
Nuc2 1H
pCPD2 100.00 usec
pL2 -6.00 dB
pL12 18.58 dB
PL13 19.00 dB
SFo2 500.1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577823 MHz
WOW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
10 NMR plot parameters
CX 20.00 cm
Cy 10.17 cm
Fip 200.000 ppm
1 25151.56 Hz
Fep -10.000 ppm
‘ ‘ ‘ ' ‘ ) F2 -1257 .58 Hz
nom 75 150 . s it ote PPMCM 10.50000 ppm/cm

HZCM 1320.45679 Hz/cm
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sample

Integral

[

™

0.7744

L
P

1.

0.9403

0887
0.9394
0.9271

n -

2.0000

ny - -

>

Current Data Parameters

NAME
EXPND
PROCNO

komori-06.3.2 (Y)
1
1

F2 - Acquisition Parameters

Jate_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWH
FIDRES
AG

RG

DW

DE

TE

01
MCREST
MCWRK

20060302
18.28
drx500
5 mm Multinucl
2930
655536
COC13
16
2
10330.578 Hz
0.157632 Hz
3.1719923 sec
287.4
48.400 usec
6.00 usec
295.6 K
1.00000000 sec
0.00000000 sec
0.01500000 sec

1H
10.50 usec
-1.00 dB
500.1330885 MHz

F2 - Processing parameters

51
SF
WDW
SSB
LB
GB

RC

32768
500.1300134 MHz
EM
0
0.30 Hz
0
1.00

1D NMR plot parameters

CX

Cy
F1p
F1
FarP
F2
PPMCM
HZCM

20.00 cm
5.90 cm
16.000 ppm

B002.08 Hz
-1.000 ppm
-500.13 Hz
0.85000 ppm/cm
425.11047 Hz/cm
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Current Data Parameters

NAME komori1-06.3.11-Y
EXPNO 1
PROCNO 1

F2 - Acguisition Parameters

Date_ 20060311
Time 13.20
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zgpg30
0 65536
I SOLVENT CDC13
: NS 256
i s 2
I O OH SWH 30030.029 Hz
! FIDRES 0.458222 Hz
“ BI’ Z ‘ S :g 1.03:}2344 sec
| 49.1
“ F F / OW 16.650 usec
| DE 6.00 usec
: TE 298.1 K
D1 0.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
== CHANNEL f1 ========
13C
9.00 usec
-1.00 dB

125.7703643 MHz

s======= CHANNEL {2 ========
CPDPRG2 waltz1b
NuCc2 1H
PCPD2 100.00 usec
PL2 -6.00 oB
PL12 18.58 dB
PL13 19.00 dB
SF02 500.1320005 MHz

F2 - Processing parameters

SI 32768
SF 125.75773951 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
pC 1.40
! 10 NMR plot parameters
CX 20.00 cm
cY 11.10 cm
Fip 200.000 ppm
1 25151.56 Hz
Fa2pP -10.000 ppm
‘ F2 -1257.58 Hz
op e i e > i e = PPMCM 10.50000 ppm/cm

HZCM 1320.45679 Hz/cm
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Current Data Parameters

NAME komori-06.1.7
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20060107

Time 18.57
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930

h 65536
SOLVENT CbC13

NS 16

0s 2

SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 25.4

DW 48.400 usec
DE 6.00 usec
TE 292.5 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== (HANNEL f1 ========
NUC1 1H

P1 10.30 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz

F2 - Processing parameters

SI 32768
SF 500.1300121 MHz
WDW EM
558 0
LB 0.30 Hz
GB 0
PC 1.00

10 NMR plot parameters

CX 20.00 cm

cy 10.98 cm

FipP 10.000 ppm

F1 5001.30 Hz

FapP -1.000 ppm

F2 -500.13 Hz
PPMCM 0.55000 ppm/cm

HZCM 275.07150 Hz/cm
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Current Da:a Parameters

NAME komori1-06.4.7
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters

Date_ 20060107
Time 18.05
INSTRUM arx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
0 65536
SOLVENT CDC13
NS 256
0s 2
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912244 sec
RG 3649.1
DW 16.850 usec
OE 6.00 usec
TE 293.2 K
01 0.50000000 sec
411 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
== CHANNEL fi ========
13C
5.70 usec
-2.00 dB
SFO1 125.7703643 MHz
======== CHANNEL 2 ========
CPDPRG2 waltz16
Nuc2 1H
ACPD2 100.00 usec
PL2 -6.00 dB
AL12 13.74 dB
PL13 13.74 dB
SF02 500.1320005 MHz
F2 - Processing parameters
SI 32788
SF 125.7578070 MHz
WOW EM
558 0
-8 1.00 Hz
GB 0
pC 0.10

1D NMR plot parameters

Cx 20.00 cm
cy 10.93 cm
1P 200.000 ppm
5] 25151.56 Hz
2P -10.000 ppm
£2 -1257.58 Hz
PPMCM 10.50000 ppm/cm

HZCM 1320.45691 Hz/cm



Electronic Supplementary Material (ESI) for Organic and Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2011 ) )
s
sample
Current Data Parameters
NAME yamada-05.3.1
EXPNO 2
PROCNOD 1
F2 - Acguisition Parameters
Date_ 20050301
Time 18.42
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zg30
T 65536
o 0o SOLVENT CDC13
NS 16
OMe 0s 2
F F SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 128
DwW 48.400 usec
DE 6.00 usec
TE 295.4 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
ss====== CHANNEL f1 ========z
NUC1 1H
P1 10.30 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300131 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
Jl PC 1.00
U i L L ) Y I

10 NMR plot parameters

Integral

CX 20.00 cm
cy 7.69 cm
F1pP 10.000 ppm
Sl sl = = © F1 5001.30 Hz
g g g 8 g g FoP -1.000 ppm
allole - g o~ F2 -500.13 Hz
PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm

1 -

r
(98]
I
M) =
»]
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Current Data Parameters

NAME yamada-05.3.1
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20050301
Time 18.51
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
0 65536
SOLVENT CoC13
NS 256
DS 2
O O SHH 30030.029 Hz
FIDRES 0.458222 Hz
OMe AQ 1.0912244 sec
: RG 3649.1
F F Dw 16.650 usec
DE 6.00 usec
TE 296.4 K
D1 0.50000000 sec
a1t 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

CPDPRG2 waltz16
Nuc2 1H
PCPD2 100.00 usec
pL2 -6.00 dB
PL12 13.74 oB
PL13 13.74 dB
SF02 500.1320005 MHz

F2 - Processing parameters

SI 32768
SF 125.7577987 MHz
WDW EM
858 0
LB 1.00 Hz
GB 0
PC 1.40
1D NMR plot parameters
1 [ h cx 20.00 cm
’ A . cy 6.51 cm
FipP 210.000 ppm
F1 26409.14 Hz
Fep -10.000 ppm
; | | | i i ! : F2 -1257.58 Hz
~e 180 100 50 G PPMCM 11.00000 ppm/cm

HZCM 1383.33569 Hz/cm
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Current Data Parameters
NAME yamada-05.3.2
EXPND 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20050302
Time 15.15
INSTRUM grx500
PROBHD 5 mm Multinucl
PULPROG 2930
10 65536
SOLVENT ChC13
() () NS 16
0s 2
OMe SWH 10330.578 Hz
FF 0 sa7sses se
. sec
MeO RG 228.1
DW 48.400 usec
DE 6.00 usec
TE 295.5 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f] ========
NUC1 1H
P1 10.30 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300108 MHz
WOW EM
5SB 0
LB 0.30 Hz
GB 0
4<Jhk447 pC 1.00
) J-—-J ““’jL ) S L 10 NMR plot parameters
CXx 20.00 cm
[ 7.17 cm
FiP 10.000 ppm
E § g.é % § E Fi 5001.30 Hz
s i o i I 20013 hp
S . 3 - . z
= o 0 o o PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm

(1 -
7
I
ny —
=)
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Current Data Parameters
NAME yamada-05.3.2
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20050302
Time 15.23
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 29pg30
10 65536
SOLVENT CDC13
NS 256
DS 2
SWH 30030.029 Hz
O O FIDRES 0.45B8222 Hz
AQ 1.0912244 sec
RG 3649.1
OMe OwW 16.650 usec
F F DE 6.00 usec
MeO TE 296.5 K
D1 0.50000000 sec
di1 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ===
NUC1 13C
P1 5.70 usec
PL1 -2.00 oB
5F01 125.7703643 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPO2 100.00 usec
pL2 -6.00 dB
pL12 13.74 dB
PL13 13.74 dB
SFO2 500.1320005 MHz

F2 - Processing parameters

SI 32768

SF 125.7577942 MHz
WDW EM

558 0

LB 1.00 Hz
GB 0

PC 1.40

10 NMR plot parameters

X 20.00 cm
8% 10.44 cm
F1P 210.000 ppm
F1 26409.14 Hz
Fap -10.000 ppm
C o o C Co F2 -1257.58 Hz
: TE 105 100 75 ¢ 25 4] PPMCM 11.00000 ppm/cm

HZCM 1383.33563 Hz/cm
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Integral

OMe

Me

—

)

sample

1.9766
2.0797

o -

no—

3.0000
2.1226
2.0056
3.1339

[ T A A A

Current Data Parameters

NAME yamada-05.3.9
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date _ 20050309
Time 18.26
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPRQOG zg30
0 65536
SOLVENT coC13
NS 16
ns 2
SWH 10330.578
FIDRES 0.157632
AQ 3.1719923
RG 128
Dw 48.400
DE 6.00
TE 295.9
D1 1.00000000
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f1 ====
NUC4 1H
P1 10.30
PLY -6.00
SFO1 500.1330885

F2 - Processing parameters

SI 32768
SF 500. 1300096
WDW EM
558 0
LB 0.30
GB 0
PC 1.00

1D NMR plot parameters

Cx 20.00
cY 6.77
F1pP 10.000
Fi 5001.30
F2pP -1.000
F2 -500.13
PPMCM 0.55000
HZCM 275.07150

MHz

Hz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm



Electronic Supplementary Material (ESI) for Organic and Biomolecular Chemlstry
This journal is © The Royal Society of Chemistry 2011 ) )

Current Data Parameters

NAME yamada-05.3.9
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20050308
Time 18.34
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 29pg30
D 65536
SOLVENT CoC13
NS 256
, DS 2
SWH 30030.029 Hz
O o FIDRES 0.458222 Hz
AQ 1.0812244 sec
OMe AG 5160.6
OW 16.650 usec
F F OE 6.00 usec
Me TE 297.0 K
D1 0.50000000 sec
di1 0.03000000 sec
' MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 13C
P1 5.70 usec
PL1 -2.00 dB
SFO1 125.7703643 MHz
szz===== CHANNEL {2 =s======
CPDPAG2 waltz16
NUC2 1H
PCPD2 100.00 usec
PL2 -6.00 dB
pL12 13.74 dB
PL13 13.74 dB
SF02 500.1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577960 MHz
WDW EM
558 0
LB 1.00 Hz
GB 0
pC 1.40
10 NMR plot parameters
CXx 20.00 cm
bbb oy 8.95 cm
Fip 210.000 ppm
F1 26409.14 Hz
F2P -10.000 ppm
3 I I \ 1 1 I 1 1 ‘ I i N N 1 . r FE _125758 HZ
o 75 150 125 106 75 5C 25 a PPMCM 11.00000 ppm/cm

HZCM 13B3.33569 Hz/cm
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sample
Current Data Parameters
NAME yamada-05.3.4-06
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date _ 20050304
Time 19.35
AR r INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zg30
0 655386
SOLVENT CDC13
NS 16
(o) ) Ds 2
SWH 10330.578 Hz
| FIDRES 0.157832 Hz
’ OMe AQ 3.1719923 sec
F F RG 203.2
F DW 48.400 usec
DE 6.00 usec
TE 295.6 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
===s===== CHANNEL f{ ========
NUC1 1H
P1 10.30 usec
PL1 -6.00 dB
5F01 500 .1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300087 MHz
WOW EM
558 0
LB 0.30 Hz
GB 0
1 PC 1.00
J j L JU .

1D NMR plot parameters

CX 20.00 ¢cm
CY 9.57 cm
F1P 10.000 ppm
—_ ™~ (a9} (@) ~ <
g 5 = s 18 |3 o e
@ o o o o o )
E o = - ~ o F2 -500.13 Hz
PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm

L T T A T T A R R A ) RS N A

5
o —
(8]
I~
n —
o
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ek

)

OMe

Current Data Parameters

NAME yamada-05.3.7
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20050307
Time 19.13
INSTARUM drx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
1D 65536
SOLVENT CDhC13
NS 256
0s 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
RG 6502
OW 16.650
DE 6.00
TE 296.8
01 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
====s=== CHANNEL f] ====
NUC1 13C
P4 5.70
PL1 -2.00
SFO1 125.7703643
====s=x== CHANNEL f2 ====
CPDPRG2 waltz16
NUC2 1H
PCPD2 100.00
pL2 ~-6.00
PL12 13.74
PL13 13.74
SFO2 500. 1320005

F2 - Processing parameters

S1 32768
SF 125.7577951
WDW EM
558 0
LB 1.00
GB 0
PC 1.40

10 NMR plot parameters

CX 20.00
CY 9.99
F1P 210.000
F1 26409.14
Fepr -10.000
F2 -1257.58
PPMCM 11.00000
HZCM 1383.33569

MHz

Hz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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Current Data Parameters
NAME yamada-05.3.3-6
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date _ 20050303
Time 21.37
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930
@) O D 65536
SOLVENT cbci13
OMe NS 16
DS 2
F F SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 287.4
DW 48.400 usec
DE 6.00 usec
TE 295.6 K
01 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 1H
P1 10.30 usec
PL1 -6.00 dB
SFO1 500. 1330885 MHz
F2 - Processing parameters
51 32768
SF 500.1300153 MHz
WDW EM
558 0
LB 0.30 Hz
GB 0
PC 1.00
S S E— ! N }L A — A 1D NMR plot parameters
CX 20.00 ¢cm
CY 7.95 ¢cm
F1P 10.000 ppm
—~ o g |mi|o o o o))
3 (R85 s 3 B o 500 bor
@ @ o|lo||o =) © o
E = deilles - = Cu F2 -500.13 Hz
PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm

[ oo i [ S A AT T T S T T O O N T A S B (I

)
(@}

In -
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Current Data Parameters
NAME yamada-05.3.9
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20050309
Time 18.45
INSTRUM drx500
. PROBHD 5 mm Multinucl
PULPROG zgpg30
0 65536
SOLVENT C0C13
NS 256
0s 2
O 0 SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912244 sec
OMe AG 3649.1
DW 16.650 usec
F F OE 6.00 usec
TE 297.1 K
D1 0.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f] ========
NUC1 13C
P1 5.70 usec
PL1 -2.00 dB
SFO1 125.7703643 MHz
======== CHANNEL {2 ========
CPDPRG2 waltz16
NuC2 1H
PCPD2 100.00 usec
pL2 -6.00 dB
PL12 13.74 dB
PL13 13.74 dB
SF02 500.1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577969 MHz
WOW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
1D NMR plot parameters
[09.4 20.00 ¢cm
cY 10.52 cm
Fip 210.000 ppm
F1 26409.14 Hz
FeP -10.000 ppm
i i P P ! F2 -1257.58 Hz
e ety t2e 1¢0 72 ols 25 PPMCM 11.00000 ppm/cm

HZCM 1383.33569 Hz/cm
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Current Data Parameters
NAME yamada-05.3.20
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20050320
Time 11.56
INSTRUM drx500
O 0 PROBHD 5 mm Multinucl
0O PULPROG zg30
\ / OMe 0 65536
SOLVENT CDC13
F F NS 16
ns 2
SWH 10330.578 Hz
FIDRES 0.157832 Hz
AQ 3.1719923 sec
RG 128
W 48.400 usec
DE 6.00 usec
TE 295.7 K
Dt 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ===s=====
NUC1 1H
P1 10.30 usec
PLY -6.00 dB
SFO4 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300027 MHz
WOW EM
558 0
LB 0.30 Hz
GB 0
{A "k PC 1.00
_J J ", J Y b

tntegraol

1D NMR plot parameters

CX 20.00 cm

cY 7.69 cm

F1P 10.000 ppm
2 pa N Ny 8 F1 5001.30 Hz
g % g g} g 8 Fep -1.000 ppm
ol e = o o o F2 -500.13 Hz

PPMCM 0.55000 ppm/cm

HZCM 275.07150 Hz/cm

L

J
o
no —
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Current Data Parameters

NAME
EXPNO
PROCNO

yamada-05.3.20
3
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT

20050320
12.04
drx500
5 mm Multinucl
29pg30
65536
cbc13
256
2
30030.029 Hz
0.458222 Hz
1.0912244 sec
9195.2
16.650 usec
6.00 usec
296.8 K
0.50000000 sec
0.03000000 sec
0.00000000 sec
0.01500000 sec

-2.00 dB
125.7703643 MHz

CHANNEL f2 ========
waltz16
1H
100.00 usec
-6.00 dB
13.74 dB
13.74 dB
500.1320005 MHz

F2 - Processing parameters

SI
SF
WDW
558
LB
GB
PC

32768
125.7577960 MHz
EM
0
1.00 Hz
0
1.40

10 NMR plot parameters

Cx

cY
FipP
F1
FapP
F2
PPMCM
HZCM

20.00 cm
10.58 cm
200.000 ppm

25151.56 Hz
-10.000 ppm
-1257.58 Hz
10.50000 ppm/cm
1320.45679 Hz/cm
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Current DOata Parameters
NAME yamada-05.3.21
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date _ 20050321
| Time 16.43
INSTRUM drx500
O O PROBHD 5 mm Multinucl
E; PULPROG zg930
OMe 0 - 65536
\ y/ SOLVENT coc13
FF NS 16
DS 2
SwH 10330 .578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 287 .4
OW 48.400 usec
DE 6.00 usec
TE 295.9 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 1H
P1 10.30 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300137 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
AA_JJL_.__lJ S _JL______J‘L__________,k___J\___,» 1

1D NMR plot parameters

Integral

Cx 20.00 cm

cY 6.61 cm

F1P 10.000 ppm
Bls o 3 = N F1 5001.30 Hz
215 5 S o 3 Fop -1.000 ppm
<lal s o N o ) -500.13 Hz

PPMCM 0.55000 ppm/cm

HZCM 275.07150 Hz/cm

[Gs]
m
N
o
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Current Data Parameters

NAME yamada-05.3.21
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20050321
Time 16.51
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
10 65536
SOLVENT CoC13
NS 256
DS 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
RG 5160.6
DW 16.650
DE 6.00
TE 297.0
01 0.50000000
d11 0.03000000
MCREST 0.00000000
MCHWRK 0.01500000

= CHANNEL f1 ==

13C

5.70

-2.00

125.7703643
======== CHANNEL f2 ====
CPDPRG2 waltz16
NUC2 1H
PCPD2 100.00
PL2 -6.00
PL12 13.74
PL13 13.74
SF02 500. 1320005

F2 - Processing parameters

SI 32768
SF 125.7577942
WOW EM
SSB 0
LB 1.00
GB 0
PC 1.40

10 NMR plot parameters

(9.4 20.00
a4 10.83
F1P 200.000
F1 25151.56
Fap -10.000
F2 -1257.58
PPMCM 10.50000
HZCM 1320.45679

MHz

Hz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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sample
Current Data Parameters
NAME kato—05.9.17;;
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20050917
~ — . Time 16.01
i INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930
k 0 65536
‘ I O / SOLVENT CoC13
: \/\/\/K/»(U\ NS F
0s 2
{ OMe SWH 10330.578 Hz
‘ F F FIDRES 0.157632 Hz
’ AQ 3.1719923 sec
RG 203.2
OW 48.400 usec
DE 65.00 usec
TE 299.7 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 ========
NUC1 1H
P1 10.30 usec
pL1 -6.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300134 MHz
WOW EM
SSB Q
. 0.30 Hz
GB 0
LL PC 1.00
,, A_JL . )

1D NMR plot parameters

CX 20.00 cm
cY 10.22 cm
F1P 10.000 ppm

= o[~ < n|w(oinlo| |

4 2|8 2151215122 |2 i e

& S| — | o|rul— ||~ fes} :

E <len slalelal <l e Fo -500.13 Hz
PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm

PR
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Current Data Parameters

NAME kato-06.12.25
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20061225
Time 16.04
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zgpg30
10 65536
SOLVENT cDC13
NS 256
DS 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0912244
AG 5160.6
DW 16.650
DE 6.00
TE 296.2
D1 0.50000000
d11 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
======== CHANNEL f] ====
NUC1 13C
p1 11.00
PLL -3.00
SFO1 125.7703643
======2= CHANNEL f2 ====
CPOPRG2 waltz16
NuC2 1H
PCPD2 100.00
pL2 -6.00
pL12 17.00
PL13 19.00
SF02 500. 1320005

F2 - Processing parameters

SI 32768
SF 125.7577832
WDW EM
SSB 0
LB 1.00
GB 0
pC 1.40

1D NMR plot parameters

cx 20.00
ey 10.38
Fip 219.359
Fi 27506.10
Fep -19.434
F2 -2443.93
PPMCM . 11.93963
HzCM 1501.50134

MHz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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sample
Current Data Parameters
NAME kato-06.12.25
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20061225
) Time 16.10
i INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zg30
| () ™ 65536
SOLVENT CoC13
NS 32
OMe DS 2
F F SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 256
DW 48.400 usec
DE 6.00 usec
TE 295.9 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

NUC1 1H

P1 10.00 usec
PL1 -6.00 dB
SFO1 500.1330885 MHz

F2 - Processing parameters

SI 32768
SF 500.1300129 MHz
WOW EM

SSB 0
LB 0.30 Hz
GB 0

| U

1D NMR plot parameters

CX 20.00 cm
Cy 9.70 cm
FipP 10.000 ppm
E FE 8 Umu% % E’ 5 E F1 5001.30 Hz
5 = 8 AN - FepP ~1.000 ppm
2 2l Zleal<ls K F2 -500.13 Hz
= PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm
i 1 [ ' 3 ] i 1 T [ 1 T I ’ I 1 1 ! 1
poom 8 & 4 &
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opm

OMe

25

Current Data Parameters

NAME kato-06.12.25
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters

Date_ 20061225
Time 16.23
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG zgpg30
0 65536
SOLVENT CDC13
NS 300
0S 2
SWH 30030.029
FIDRES 0.458222
AQ 1.0812244
RG 2896.3
DW 16.650
BE 6.00
TE 296.3
D1 0.50000000
dgi1 0.03000000
MCREST 0.00000000
MCWRK 0.01500000
=== CHANNEL f1 ====

13C

11.00

-3.00

SF01 125.7703643
s===z=== CHANNEL f2 ====
CPDPRG2 waltz16
NUC2 1H
PCPD2 100.00
PL2 ~-6.00
pL12 17.00
PL13 19.00
SF02 500.1320005

F2 - Processing parameters

SI 32768
SF 125.7577932
WOW EM
SSB 0
B 1.00
GB 0
pC 1.40
1D NMR plot parameters
CX 20.00
cY 10.06
F1P 219.359
F1 27586.10
Fap ~19.434
F2 -2443.93
PPMCM 11.93963
HZCM 1501.50134

MHz

cm
cm

ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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sample
Current Data Parameters
NAME kato-06.12.11
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date _ 20061211
Time 21.03
INSTRUM arx500
' | () PROBHD 5 mm Multinucl
\ PULPROG 2930
: . 0 65536
‘ HO/\/\WOMG | SOLVENT coC13
F F ! NS 32
’ b 2
1 SWH 10330 .578 Hz
! r FIDRES 0.157632 Hz
| AQ 3.1719923 sec
| RG 28.5
W 48 400 usec
i DE 6.00 usec
TE 295.4 K
; { / D1 1.00000000 sec
| MCREST 0.00000000 sec
/ I MCWRK 0.01500000 sec
‘ i ======== [HANNEL f] ========
i j NUC1 1H
| I P1 10.00 usec
| ( PL1 -6.00 dB
L / , / SFO1 500.1330885 MHz
i |
{ [ ( i F2 - Processing parameters
I 51 32768
| SF 500.1300129 MHz
| | WO EM
[ / SSB 0
] LB 0.30 Hz
| / - 0
J‘LJL‘J PC 1.00
. - 1D NMR plot parameters
CX 20.00 ¢m
cy B.90 cm
FiP 10.000 ppm
) il 0 ¢ BInIsIZ2® F1 5001.30 Hz
: N3 ol st e i 1000 on
> > ) o Rl I e _ 7
. el Vimloi=m = PPMCM 0.55000 ppm/cm
~ZCM 275.07150 Hz/cm
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Current Data Parameters
NAME kato-06.12.11
ZXPNOD 3
PROCNO 1
F2 - Acquisition Parameters
Jate_ 20061211
Time 21.11
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2gpg30
‘ 0 65536
‘ SOLVENT coC13
NS 256
‘ ' O bS 2
SWH 30030.029 Hz
HO OMe FIDRES 0.458222 Hz
! AQ 1.0912244 sec
l FF RG 3649.1
| DW 16.650 usec
DE 6.00 usec
TE 285.7 K
01 0.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
=s====== CHANNE[L f] ========
NUC1 13C
P1 11.00 usec
PL1 -3.00 dB
SFO1 125.7703643 MHz
======== CHANNEL 2 ========
CPOPRG2 waltz16
NUC2 1H
PCPD2 100.00 usec
PL2 -6.00 aB
PL12 17.00 oB
PL13 18.00 dB
SFQO2 500. 1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7578079 MHz
WOW EM
SSB 0
B 1.00 Hz
6B 0
ac 1.40
1D NMR plot parameters
1 1 ‘ oX 20.00 cm
ol = oy 10.09 cm
1P 218,242 ppm
£1 27571.42 Hz
) L L C . Co ) : o Fep ~19.550 ppm
' ! : ! ‘ F2 -2458.61 Hz
175 150 125 100 75 ali ! o PPMCM 11.93963 ppm/cm

HZCM 1501 .50153 Hz/cm





