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NAME CB50142
EXPNO 13
PROCNO 1
Date_ 20090613
Time 22.10
INSTRUM spect
PROBHDG 5 mm BBO multi
PULPRO cosygs
ppm ™ 2048
SOLVENT CDCI3
[ Ng 4
j D 8
-4.0 SWH 5000.000 Hz
t FIDRES 2.441406 Hz
AQ 0.2048500 sec
RG 181
DW 100.000 usec
+ DE 6.00 usec
= S § g7 TE 678.7 K
| . DO 0.00000300 sec
[ D1 1.48689198 sec
D13 0.00000300 sec
D16 0.00020000 sec
r INO 0.00019995 sec
— 50 ======== CHANNEL f1 ========
NUC1 1H
PO 9.50 usec
P1 9.50 usec
PL1 0.00 dB
SFO1 500.1325007 MHz
-5.5 ====== GRADIENT CHANNEL =====
P16 1000.00 usec
NDO 1
TD 400
| [ SFO1 500.1325 MHz
r FIDRES 12.503126 Hz
/IJ,—— 6.0 SW 10.000 ppm
[ [ FnMODE undefined
Si 1024
SF 500.1300232 MHz
WDW SINE
[ [ SSB 0 "
| LB 0.00 Hz
1 +—1}es cB 0
PC 1.40
Si 1024
mMC2 QF
SF 500.1300233 MHz
WDW SINE
e — N—— . SSB 0
7.0 LB 0.00 Hz
GB 0
-t +—————+F75
————F8.0
]

4.0 ppm
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NAME CB50142
EXPNO 13
PROCNO 1
Date_ 20090613
Time 22.10

INSTRUM spect

PROBHD 5 mm BBO multi

PULPROG cosygs
2048

i
SOLVENT CDCI3
NS 4

DS 8

SWH 5000.000 Hz
FIDRES 2.441406 Hz
AQ 0.2048500 sec
RG 181

DW 100.000 usec
DE 6.00 usec
TE 678.7 K

DO 0.00000300 sec
D1 1.48689198 sec

D13 0.00000300 sec
D16 0.00020000 sec
INO 0.000199956 sec

======== CHANNEL f1 =====
NUC1 1H

PO 9.50 usec

P1 9.50 usec

PL1 0.00 dB

SFO1 500.1325007 MHz

====== GRADIENT CHANNEL

P16 1000.00 usec
NDO 1

TD 400

SFO1 500.1325 MHz
FIDRES 12.503126 Hz
SW 10.000 ppm
FnMODE undefined

S| 1024

SF 500.1300232 MHz
WDW SINE

SSB 0

LB 0.00 Hz

GB 0

PC 1.40

Sl 1024

MC2 QF

SF 500.1300233 MHz
WDW SINE

SSB 0

LB 0.00 Hz

GB 0
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NAME CB50142
EXPNO 1
PROCNO Y,
Date_ 20090613
Time 2257

INSTRUM spect
PROBHD 5 mm BBO multi
PULPROG 0i‘?vigstp

D 2048
SOLVENT coei3
NS 4
| B b
H 4 z
J o " PPM  FiDRES 2676980 Hz
A(()3 0,;222276 sec
R 32
e AR . @8 o DW 91,200 usec
DE 6.00 usec
p— [ L TE 6786 K
| DO 0.00000300 sec
L D1 2.00000000 sec
D4 0.00172500 sec
D11 0.03000000 sec
L 40 D13 0.00000300 sec
D16 0.00020000 sec
d20 0.00120000 sec
- d21 0.00051800 sec
INO 0.00001190 sec
r ======== CHANNEL 1 ========
t NUC1 1H
P1 9.50 usec
B 0088
1 .00 d
ol W SFO1  500.1325007 MHz
© | ======== CHANNEL f2 ========
™ - 60 CPDPRG2 garp
o NUC2 13C
= ° 3 P3 7.40 usec
P4 14.80 usec
PCPD2 80.00 usec
PL2 3.00 dB
PL12 14.00 dB
SFO2  125.7671198 MHz
====== GRADIENT CHANNEL =====
r P16 1000.00 usec
L NDO 4
- 80 TD 350
SFO1 125.7671 MHz
FIDRES  60.024010 Hz
SW 167.042 ppm
FnMODE undefined
Sl 2048
r SF 500.1300264 MHz
F \évsow QSINE
B 3
CH,OH | LB 0.00 Hz
— = GB 0
r PC 1.40
A} 7~ e %
L 2 Pl
‘N e \ 1 OO SF 125.7577887 MHz
WDW QSINE
B ocl; MeO SSB 3
LB 0.00 Hz
N GB 0
—_— ° MeC
— ° /N — I
]
= ® Boc b
' ®
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> P I 120
o P
e o ® L

T v T S S hdacaad REEE i nan BARLA T — T T T —r [T T T T B S

T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 ppm



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2012

CH,OH

ppm
6110
3 ﬂsm 3—115
— o 29
— @ :
-125
- ® @ :

NAME CB50142
EXPNO 14
PROCNO 1
Date_ 20090613
Time 22.57

INSTRUM spect
PROBHD 5 mm BBO multi
PULPROG invigstp

TD 2048
SOLVENT CDCI3
NS 4

DS 8

SWH 5482.456 Hz
FIDRES 2.676980 Hz
AQ 0.1868276 sec
RG 7298.2

DW 91.200 usec
DE 6.00 usec
TE 678.6 K

Do 0.00000300 sec
D1 2.00000000 sec
D4 0.00172500 sec
D11 0.03000000 sec

D13 0.00000300 sec
D16 0.00020000 sec
d20 0.00120000 sec
d21 0.00051800 sec
INO 0.00001190 sec

1 0.00 dB
SFO1 500.1325007 MHz

P3 7.40 usec
P4 14.80 usec
PCPD2 80.00 usec
PL2 3.00 dB
PL12 14.00 dB
SFO2 125.7671198 MHz
= GRADIENT CHANNEL =====
1000.00 usec
4

125.7671 MHz
FIDRES 60.024010 Hz

sSwW 167.042 ppm
FnMODE undefined

S| 2048

SF 500.1300264 MHz
WDW QSINE
SSB 3

LB 0.00 Hz

GB 0

PC 1.40

S| 1024

MC2 TPPI

SF 125.7577887 MHz
WDW QSINE
SSB 3

LB 0.00 Hz

GB 0
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Current Data Parameters
NAME 850142
EXPNO 16
PROCNO 1
F2 - Acquisition Parameters
Date_ 20090613
Time 23.50
INSTRUM spect
PROBHD 5 mm BBO multi
/ PULPROG noesygptp
0] 2048
Boc " lL M | j_J A ‘ 2 SOLVENT coc13
14 NS 16
T - oS 4
i ‘ ¢ [ - SHH 5122.951 Hz
o® o F FIDRES 2.501441 Hz
| " SO . ‘ o 0 L A0 0.1999348 sec
[ - RG 40
i | o OW 97.600 usec
{ ¢ —2 DE 5.00 usec
1 | | r TE 678.8 K
| r 00 0.00000300 sec
; r D1 2.00000000 sec
’ r D8 0.80000001 sec
¢ | | r D16 0.00020000 sec
| r d20 0.39880002 sec
i ‘ ‘ ‘ F N0 0.00009750 sec
| | | r =m=memcs CHANNEL fi mmmmmm==
! : \ | 3 NuC H
‘ i ‘ [ r P1 9.50 usec
‘ 2 ‘ r P2 19.00 usec
| | i I PLL 0.00 d8
4 | [ [ | ; SFO1 500. 1323022 MHz
| | L
’ ’ ’ ’ ] ¢ | T ====== GRADIENT CHANNEL =====
i ’ ‘ [ C GPNAM{ sine. 100
“e . ; ; g L GPNAM2 sine.100
’ | : | ‘ u L4 GPX4 0.00 %
3 ! 1 ; C 6PX2 0.00 %
‘ il 6PY4 0.00 %
. . | L GPY2 0.00 %
{ | g " ‘ \ C P21 40.00 %
[} ’ ] | (] ’ ] 0 L 6PZ2 -40.00 %
' g U \ ‘ L P16 1000.00 usec
3 ‘ ‘ : '
| | L F1 - Acquisition parameters
— . '
— o " ' ; ' i 1 P .. | == L NDO 2
¥ ‘ ! -5 0 350
' | [ L SFO1 500.1323 MHz
| k FIDRES 14.652015 Hz
| | | = SW 10.254 ppm
. {
‘ L F2 - Processing parameters
L sI 1024
L SF 500. 1300224 MHz
2 WOW GSINE
i E ss8 2
T ) L8 0.00 Hz
F 68 0
‘ [ - PC 1.40
Kl -
] ’ . - F1 - Processing parameters
| r sI 1024
| F Mc2 TPPI
‘ ‘ SF 500. 1300232 MHz
F WOW GSINE
" . (] . (] .0. k e -
T 7 L8 0.00 Hz
| ; 3 8 0
| N ¢ 0 | r
)« ‘ ‘ r 2D NMR plot parameters
1 r cxe 15.00 cn
} r Cx1 15.00 cm
| F FaPLO 8.270 ppm
r FaLo 4135.88 Hz
Pl 4 - r F2PHI 1.427 ppn
| | [ r F2HI 713.91 Hz
[ | o, C F1PLO 8.252 ppm
\ ‘ w ‘ *' | [ ppm F1LO 4126.95 Hz
! L F1PHI 1.403 ppm
FAHI 701.47 Hz
F2PPMCM 0.45614 ppm/cm
‘ - ' S ol B ] = F2HZCH 228.13141 Hz/cm
6 5 4 3 2 F1PPMCH 0.45661 ppm/cm

FAHZCM 228.36540 Hz/cm
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NAME CB50142
EXPNO 16
PROCNO 1
Date_ 20090613
Time 23.50
INSTRUM spect

PROBHD 5 mm BBO muilti
PULPROG noesygptp

TD 2048
SOLVENT CDCI3
NS 16

DS 4
SWH 5122.951 Hz
FIDRES 2.501441 Hz
AQ 0.1999348 sec
RG 40
DW 97.600 usec
DE 5.00 usec
TE 678.8 K
DO 0.00000300 sec
D1 2.00000000 sec
Bs 0.80000001 sec
16 0.00020000 sec
ppm d20  0.39880002 sec
i INO 0.00009750 sec
smsespns CHANNE] 1] Ssssssas
NUC1 1H
P1 9.50 usec
L P2 19.00 usec
PL1 0.00 dB
=7.0 SFO1  500.1323022 MHz

====== GRADIENT CHANNEL =====
GPNAM1 sine.100
GPNAM2 sine.100

L GPX1 0.00 %
GPX2 0.00 %
GPY1 0.00 %
GPY2 0.00 %
GPZ1 40.00 %
GPZ2 -40.00 %
P16 1000.00 usec
L NDO
TD 350
=78 SFO1 500.1323 MHz
L FIDRES 14.652015 Hz
sSwW 10.254 ppm
FnMODE undefined
SI 1024
SF 500.1300224 MHz
WDW QSINE
SSB
LB 0.00 Hz
GB 0
PC 1.40
SI 1024
MC2 TPPI

8.0

8.0 oL 7.0 ppm
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NAME CB50142
EXPNO 16
PROCNO 1
Date_ 20090613
Time 23.50
INSTRUM spect

PROBHD 5 mm BBO multi
PULPROG noesygptp
8

TD 204
SOLVENT CDCI3
NS 16

DS 4

SWH 5122.951 Hz
FIDRES 2.501441 Hz
AQ 0.1999348 sec
RG 40

DW 97.600 usec
DE 5.00 usec
TE 678.8 K

DO 0.00000300 sec
D1 2.00000000 sec
D8 0.80000001 sec

D16 0.00020000 sec
d20 0.39880002 sec
INO 0.00009750 sec

======== CHANNEL {1 ========
NUCT 1H
P1 9.50 usec
P2 19.00 usec
guo 0.00 dB
FO1 500.1323022 MHz
ppm
====== GRADIENT CHANNEL =====
; 3.6 GPNAM1 sine.100
0 0] . GPNAM2  sine.100
GPX1 0.00 %
GPX2 0.00 %
GPY1 0.00 %
38 GPY2 0.00 %
@ . GPZ1 40.00 %
@ GPZ2 ~40.00 %
@ P16 1000.00 usec
NDO 2
D 350
4.0 SFO1 500.1323 MHz
FIDRES  14.652015 Hz
SW 10.254 ppm
FnMODE undefined
sl 1024
4.2 SF 500.1300224 MHz
WDW QSINE
SSB 2
LB 0.00 Hz
g
1.40
°© 4.4 sl 1024
@ @ MC2 TPPI
0
4.6
I3}
)] 0 6 4.8
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