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Current Data Parameters
NAME Jan20-2011-B-14- glu sugar
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20110120
Time 13.38
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT D20
NS 128
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 456.1
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
HO ======== CHANNEL fl ========
NUC1 1H
I Pl 10.75 usec
HO O P*O@®NH PL1 -5.00 dB
HO ‘ 4 PL1W 59.57461929 W
SFO1 500.1332698 MHz
HO 0P
OH NH4 F2 - Processing parameters
SI 65536
3 SF 500.1299765 MHz
WDW EM
SSB 0
1B 0.20 Hz
GB 0
PC 0.75
|
i
J )
F~~>~—r-~-~r-TT T L D D e L I
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 1.0 0.5 ppm
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Current Data Parameters

NAME Octl1-2011-glc-k
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date_ 20111012
Time 6.37
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG udeft

TD 23994
SOLVENT D20

NS 1024

DS 0

SWH 33333.332 Hz
FIDRES 1.389236 Hz
AQ 0.3599750 sec
RG 8192

DW 15.000 usec
DE 24.46 usec
TE 295.0 K
D1 4.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D20 300.00000000 sec
TDO 1

CHANNEL f1

NUC1 13C

Pl 8.50 usec
P12 2000.00 usec
P26 500.00 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
SP2 8.57 dB
SP8 8.57 dB
SPNAM2 Crp60comp. 4
SPNAM8  Crp60,0.5,20.1
SPOAL2 0.500
SPOAL8 0.500
SPOFFS2 0.00 Hz
SPOFFS8 0.00 Hz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 262144

SF 125.7577980 MHz
WDW EM

SSB 0

LB 2.00 Hz
GB 0

PC 0.75

40 30 20
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Current Data Parameters

NAME Octl3-2011-glc-k
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date 20111013
Time 12.32
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT D20
NS 256
DS 4
SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2
HO O DW 5.100 usec
DE 7.29 usec
‘ ‘ TE 295.0 K
(0] ClC) D1 1.00000000 sec
HO P*O NH D11 0.03000000 sec
HO ‘ 4 TDO 1
OH CJO) ======== CHANNEL fl ========
O NH NUC1 31p
OH 4 31 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
3 SFO1 202.4664658 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 65536
SF 202.4563430 MHz
WDW EM
SSB 0
LB 5.00 Hz
GB 0
PC 0.75

90 80 70 60 50 40 3 0 -10 -20 -30 -40 -50 -60 -70 -80 ppm
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Current Data Parameters

NAME Aprl2-2011
()Fi EXPNO 1
F CD PROCNO 1
F{() () ll__ C><> F2 - Acquisition Parameters
P-0O NH4 Date 20110412
HO 1O® Time 17.12
HO O NH INSTRUM spect
OH 4 PROBHD 1.7 mm CPTCI 1
PULPROG zg30
TD 65536
SOLVENT D20
NS 128
DS 4
SWH 14423.077 Hz
FIDRES 0.220079 Hz
AQ 2.2719646 sec
RG 71.8
DW 34.667 usec
DE 50.60 usec
TE 293.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 15.30 usec
PL1 17.80 dB
PL1W 0.24178429 W
SFO1 700.2343242 MHz
F2 - Processing parameters
ST 32768
SFE 700.2299331 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
WA
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g

3.5
S

) e



Electronic Supplementary Material (ESI) for Chemical Science
is journal is © The Royal Society of Chemistry 2012

s IE!‘ IFil llJ' IF‘: IEE:IF‘!

Current Data Parameters

NAME Apr09-201l-bhattasali
EXPNO 11
OH PROCNO 1
F O F2 - Acquisition Parameters
T @@ Date_ 20110409
() Time 16.46

HO Ffég) NH,4 I =

zgpg30

HO O NH ™ 54048
OH 4 SOLVENT D20
NS 2048
DS 4
4 SwWH 33333.332 Hz
FIDRES 0.616736 Hz
AQ 0.8107850 sec
RG 9195.2
DW 15.000 usec
DE 21.14 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SE 125.7577930 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

| I N I I N N NN IR AR RN RN RS RN NN AR REARERRALY AN RN RERARARAN
190 180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40 30 20 ppm
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Current Data Parameters

NAME Apr09-201l-bhattasali
EXPNO 14
PROCNO 1

F2 - Acquisition Parameters
Date_ 20110409

Time 20.40
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30

TD 65536
SOLVENT D20

NS 512

DS 4

SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2

DW 5.100 usec
DE 7.29 usec
TE 295.0 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 2
======== CHANNEL f1l ========
NUC1 31p

Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
CPDPRG2 waltzl6é

NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536

SF 202.4563430 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 0.75
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Current Data Parameters

NAME deb_9th april_amine salt_bottom OH_2nd
EXPNO

PROCNO

F2 - Acquisition Parameters
Date 20110409

Time 15.54
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn

TD 131072
SOLVENT D20

NS 32

DS 4

SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100

DW 6.650 usec
DE 6.50 usec
TE 298.0 K

D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1

PL1 Z0.50 dB

PL1W 8.73698711 W

SFO1 282.3808105 MHz
=== CHANNEL f2 ========

CPDPRG2 waltzl6

NUC2 1H

PCPD2 80.00 usec

PL2 1.30 dB

PL12 16.76 dB

PL2W 9.03112316 W

PL12W 0.25688675 W

SFO2 300.1512006 MHz

F2 - Processing parameters

SI 131072

SF 282.4231740 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00
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Current Data Parameters
NAME deb_9th april amine salt_bottom OH_2nd

EXPNO 1

O H PROCNO 1
F2 - Acquisition Parameters

@@ Date 20110409

Time 15.58

O N H INSTRUM spect

4 PROBHD 5 mm PABBO BB-

H O | @ PULPROG zgflan

TD 131072

H N H SOLVENT D20

O OH 4 NS 32

DS

4
SWH 75187.969 Hz
FIDRES 0.573639 Hz
4 AQ 0.8716788 sec
RG 1440
DW 6.650 usec
DE 6.50 usec
TE 297.9 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F
Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
F2 - Processing parameters
ST 131072
SF 282.4231740 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

I ! I ! I !
-211.4 -211.6 -211.8  ppm
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Current Data Parameters
NAME Marl5-2011
OH EXPNO 1
F C) PROCNO 1
() ? I <><> F2 - Acquisition Parameters
HO P—-O NH,4 Date 20110315
HO | O@ Time 18.13
HO O NH INSTRUM spect
OH 4 PROBHD 1.7 mm CPTCI 1
PULPROG zg30
5 TD 65536
SOLVENT D20
NS 64
DS 2
SWH 14423.077 Hz
FIDRES 0.220079 Hz
AQ 2.2719646 sec
RG 90.5
DW 34.667 usec
DE 50.60 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 15.30 usec
PL1 17.80 dB
PL1W 0.24178429 W
SFO1 700.2343242 MHz
F2 - Processing parameters
SI 32768
SF 700.2299339 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
: Y —

L D e L H R I N I B
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 0.5 ppm
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Current Data Parameters

NAME Feb28-2011-bhattasali
EXPNO 11
OH PROCNO 1
F O F2 - Acquisition Parameters
- N @@ Date 20110228

% 2 o NHa DI o BT
I mm -

HO O~ NH wo i

OH 4 SOLVENT D20

NS 1024
DS 4

5 SWH 33333.332 Hz
FIDRES 0.616736 Hz
AQ 0.8107850 sec
RG 9195.2
DW 15.000 usec
DE 21.14 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SE 125.7577930 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

I I I I I I I I I A I N RN RARERREE R
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Current Data Parameters

NAME Feb28-2011-bhattasali
EXPNO 13
OH PROCNO 1
F O F2 - Acquisition Parameters
P Y @@ Date_ 20110228
- Time 13.09

PROBHD 5 mm BBO BB-1H

@)
H O P—O INSTRUM spect
HO I @@ N H4 PULPROG 2gpg30

() TD 65536

HO NH SOLVENT D20

OH 4 NS 128
DS 4

5 SWH 98039.219 Hz

FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2
DW 5.100 usec
DE 7.29 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1l ========
NUC1 31p
Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SF 202.4563430 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75

80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 -60 ppm

(=20 o
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Current Data Parameters
NAME deb 28 th feb_amine salt (ROH)
EXPNO
OH PROCNO
O F2 - Acquisition Parameters
F Date_ 20110228
- I @@ Time 12.18

@)
H O P_O N H4 égggigM 5 mm PZ—\BBCS)pEgE

PULPROG zgfhiggn

TD 131072
HO O NH SOLVENT D20
OH 4 NS 32
DS 4
SWH 75187.969 Hz
5 FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100
DW 6.650 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
CHANNEL f1l ==
19F
14.00 usec
-0.50 dB

8.73698711 W
282.3808105 MHz

======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
SFO2 300.1512006 MHz
F2 - Processing parameters
SI 131072

SF 282.4231740 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00
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Current Data Parameters
deb_28 th feb amine salt (ROH)

NAME
EXPNO
PROCNO

Date_
Time
INSTRUM
PROBHD
PULPROG

F{ TD

4 SOLVENT
NS
DS
SWH
FIDRES
AQ
RG
DW

20110228
12.21
spect

5 mm PABBO BB-
zgflgn
131072

D20

32

4
75187.969
0.573639
0.8716788
1440
6.650
6.50
298.0
1.00000000

CHANNEL fl ===
19F

14.00

-0.50
8.73698711
282.3808105

F2 - Acquisition Parameters

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

131072
282.4231740
no

0

0.00

0

1.00

MHz

Hz

T
-140 -150

-160

......... e
-180

e
-190

-230 -240 -250

-260

TrpTttTTTTT I
=270 ppm
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Current Data Parameters
NAME Octl4-2011-bhattasali

OH EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20111014
Time 13.05
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536

6 SOLVENT D20
NS 256
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 181
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1299806 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75
N

90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm
LEREY
= |||
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Current Data Parameters

NAME Sep29-bhattasali
EXPNO 12
PROCNO 1

F2 - Acquisition Parameters
Date_ 20110930
Time 6.09
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG udeft

TD 23994
SOLVENT D20

NS 1000

DS 0

SWH 33333.332 Hz
FIDRES 1.389236 Hz
AQ 0.3599750 sec
RG 9195.2

DW 15.000 usec
DE 24.46 usec
TE 295.5 K

D1 4.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D20 300.00000000 sec
TDO 1
======== CHANNEL f1l

NUC1

Pl 8.50 usec
P12 2000.00 usec
P26 500.00 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFOL1 125.7716273 MHz
SP2 8.57 dB
SP8 8.57 dB
SPNAM2 Crp60comp. 4
SPNAM8 Crp60,0.5,20.1
SPOAL2 0.500
SPOALS 0.500
SPOFFS2 0.00 Hz
SPOFFS8 0.00 Hz
======== CHANNEL f2 ====
CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 262144

SF 125.7577930 MHz
WDW EM

SSB 0

LB 3.00 Hz
GB 0

PC 0.75

T I I I I I I I N I I DR DAY RS RS RARERARR DA
190 180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40 30 20 10 ppm



Electronic Supplementary Material (ESI) for Chemical Science
T2(% journal is © The Royal Society of Chemistry 2012

Current Data Parameters

NAME deb_difluoroOH_amine salt

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date 20110929

Time 10.24

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zgpg30

TD 109284

SOLVENT D20

NS 32

DS 4

SWH 54644.809 Hz

FIDRES 0.500026 Hz
6 AQ 0.9999986 sec

RG 36800

DW 9.150 usec

DE 6.50 usec

TE 301.3 K

D1 1.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL fl ========

NUC1 31p

Pl 11.00 usec

PL1 3.10 dB

PL1W 12.91782284 W

SFO1 121.5090221 MHz

======== CHANNEL f2 ========

CPDPRG2 waltzl6

NUC2 1H

PCPD2 80.00 usec

PL2 1.30 dB

PL12 16.76 dB

PL13 19.76 dB

PL2W 9.03112316 W

PL12W 0.25688675 W

PL13W 0.12874836 W

SFO2 300.1512006 MHz

F2 - Processing parameters

SI 131072

SF 121.5029470 MHz

WDW EM

SSB 0

LB 5.00 Hz

GB 0

PC 1.00

100 90 80 70 60 50 40 30 20 10 0 10 -20 -30 -40 -50 -60 -70 -80 ppm
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Current Data Parameters

NAME deb TMSI amine salt
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111014
Time 11.13
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn
HO TD 131072
OH SOLVENT D20
NS 512
DS 4
6 SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100
DW 6.650 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F
Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
SFO02 300.1512006 MHz
F2 - Processing parameters
SI 131072
SF 282.4231740 MHz
WDW EM
SSB 0
LB 4.00 Hz
GB 0
PC 1.00

-100 -105 -110 -115 -120 -125 -130 -135 -140



Electronic Supplementary Material (ESI) for Chemical Science
T4 journal is © The Royal Society of Chemistry 2012

HO oH
6 (free acid)

Current Data Parameters

NAME deb TMSI 2ND BATCH FREE ACID
EXPNO N N 2 N
PROCNO 1

F2 - Acquisition Parameters
Date 20111013

Time 10.57
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn

TD 131072
SOLVENT D20

NS 256

DS 4

SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100

DW 6.650 usec
DE 6.50 usec
TE 298.0 K

D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F

Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
SF02 300.1512006 MHz
F2 - Processing parameters
SI 131072

SF 282.4231740 MHz
WDW EM

SSB 0

LB 10.00 Hz
GB 0

PC 1.00
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Current Data Parameters
NAME Jun02-2011-bhattasali
OH EXPNO 10
HO O PROCNO 1
@) Il @@ F2 - Acquisition Parameters
HO P-O NH Date 20110603
HO lele 4 Time 15.05
O INSTRUM spect
HO NH PROBHD 5 mm BBO BB-1H
OH 4 PULPROG 2930
TD 65536
7 SOLVENT D20
NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 322.5
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1299740 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75

| |
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

S|V INO|O
cl|e| (e
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Current Data Parameters

NAME
EXPNO
PROCNO

Jun02-2011-bhattasali

1

F2 - Acquisition Parameters

Date_

ele
INSTRUM

PROBHD
PULPROG
TD
SOLVENT

Hy b

PL1
PL1W
SFO1
SpP2

SP8
SPNAM2
SPNAM8
SPOAL2
SPOALS
SPOFFS2
SPOFFS8

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL2W
PL12W
SFO2

SI
SF
WDW
SSB
LB
GB
PC

20110604
23.31
spect
5 mm BBO BB-1H
udeft
23994
D20
1024
0
33333.332 Hz
1.389236 Hz
0.3599750 sec
9195.2
15.000 usec
24.46 usec
295.0 K
4.00000000 sec
0.03000000 sec
0.00002000 sec
0

300.00000000 sec

CHANNEL fl ========
13C
8.50 usec
2000.00 usec
500.00 usec
-1.00 dB
110.04726410 W
125.7716273 MHz
8.57 dB
8.57 dB
Crp60comp. 4
Crp60,0.5,20.1
0.500
0.500
0.00 Hz
0.00 Hz

59.57461929 W
1.07661700 W
500.1322696 MHz

F2 - Processing parameters

262144
125.7577930 MHz
EM
0
3.00 Hz
0

0.75

g ANt AT A M Ay

200 190 180 170 160 150 140

120

110

100 90

80

70 60 50 40 30 20 10
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Current Data Parameters

NAME Jun02-2011-bhattasali
EXPNO 14
OH PROCNO 1
F2 - Acquisition Parameters
HO 9 SIO) Date 20110605
O Time 2.11
HO P—O NH4 INSTRUM spect
PROBHD 5 mm BBO BB-1H
H O l @ @ PULPROG zgpg30
@) ™ 65536
HO N H4 SOLVENT D20
OH NS 256
DS 4
7 SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2
DW 5.100 usec
DE 7.29 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1

70 60 50 40 30

Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536

SF 202.4563430 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 0.75

m(o|v(Mm) (=
ola(a|e| e
ol-lolel lo
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OO NWOWANAIHNLMANOWOONNO OO MW AMO ™~
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=\ /7

c t Data P t
HO OH O N;Digen ?IaiZBfggTT—eI\rénnose B-10
M EXPNO 10
HO -0 P769® PROCNO 1
| NH4

F2 - Acquisition Parameters

HO 000

Date 20110125
OH NH4 Time 21.25
INSTRUM spect
PROBHD 5 mm BBO BB-1H
8 PULPROG zg30
TD 65536
SOLVENT D20
NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 362
DW 49.600 usec
DE 6.00 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
SI 65536
SFE 500.1299769 MHz
WDW EM
SSB 0
LB 0.20 Hz
GB 0
PC 0.50
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Current Data Parameters

© 0 NAME Octl1-2011-man-k
o - EXPNO 11
; PROCNO 1
(o)) Ne
F2 - Acquisition Parameters
Date 20111012
Time 17.35
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG udeft
TD 23994
SOLVENT D20
NS 1024
DS 0
SWH 33333.332 Hz
FIDRES 1.389236 Hz
AQ 0.3599750 sec
RG 9195.2
DW 15.000 usec
HO DE 24.46 usec
OH O TE 295.0 K
[ D1 4.00000000 sec
-0 O® D11 0.03000000 sec
HO P*O NH D12 0.00002000 sec
HO ‘ 4 D20 300.00000000 sec
O@@ TDO 1
OH NH4 ======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
8 P12 2000.00 usec
P26 500.00 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
SP2 8.57 dB
SP8 8.57 dB
SPNAM2 Crp60comp. 4
SPNAM8 Crp60,0.5,20.1
SPOAL2 0.500
SPOALS 0.500
SPOFFS2 0.00 Hz
SPOFFS8 0.00 Hz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 262144
SF 125.7577980 MHz
WDW EM
SSB 0
LB 10.00 Hz
GB 0
PC 1.00

160 150 140 130 120 110 100

60

30

20

ppm
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NAME Janz24-2011-Mandprtd-B7
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date 20110124
Time 12.28
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT D20
NS 128
DS 4
SWH 98039.219 Hz
HO OH (H) FIDRES 1.495960 Hz
- @ AQ 0.3342887 sec
HO F\’* NH,4 RG 9195.2
HO Oo® bW 5.100 usec
NH DE 7.29 usec
OH 4 TE 298.0 K
D1 1.00000000 sec
8 D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 31p
Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 65536
SF 202.4563430 MHz
WDW EM
SSB 0
I ! I ! I ! I ! I ! I ! I ! I ! I ! I ! I ! I ! LB 10.00 Hz
GB 0
140 120 100 80 60 40 20 0 -20 -40 -60 -80 ppm:c 0.75
(=1 .
cq~r

Current Data Parameters
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Current Data Parameters

NAME gluphossalt
OH EXPNO 3
() PROCNO 1
O I @@ F2 - Acquisition Parameters
HO P—-O NH Date 20100323
4 Time 14.54
F*() l () INSTRUM spect
HO (@) NH PROBHD 5 mm CPTCT 1H-
4 PULPROG 2930
D 65536
9 SOLVENT D20
NS 64
DS 2
SWH 14423.077 Hz
FIDRES 0.220079 Hz
AQ 2.2719646 sec
RG 7.12
DW 34.667 usec
DE 6.50 usec
TE 293.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 7.50 usec
PL1 4.00 dB
PL1W 10.10000038 w
SFO1 700.2343242 MHz
F2 - Processing parameters
ST 32768
SF 700.2299352 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L,y bl M
L D A L L I L
90 85 80 75 70 65 6.0 55 50 4.5 1.0 05 ppm

.0 3. 3.0

™ |0
F; :q
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Current Data Parameters

NAME gluphossalt
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20100323

Time 15.44
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30

TD 65536
SOLVENT D20

NS 1024

DS 4

SWH 41666.668 Hz
FIDRES 0.635783 Hz
AQ 0.7864820 sec
RG 2.56

DW 12.000 usec
DE 6.50 usec
TE 293.2 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C

Pl 12.00 usec
PL1 -1.00 dB
PL1W 109.09857941 W
SFO1 176.0905808 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 65.00 usec
PL2 4.00 dB
PL12 22.76 dB
PL13 23.00 dB
PL2W 10.10000038 W
PL12W 0.13437589 W
PL13W 0.12715146 W
SFO2 700.2328009 MHz
F2 - Processing parameters
SI 32768

SF 176.0729740 MHz
WDW

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

<)
BRUKER
(<D

200

180

160
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120

100

80

60

40

20
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Current Data Parameters

NAME DecO6-bhattasali
OBn EXPNO 10
O PROCNO 1
O I F2 - Acquisition Parameters
BnO P—OBn Date 20101206
Bno I Time 18.04
OB INSTRUM spect
BnO n PROBHD 5 mm BBO BB-1H
OH PULPROG 2g30
TD 65536
12 SOLVENT cDC13
NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 90.5
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1300353 MHz
WDW no
0
0.00 Hz
0
0.75

30.23
0.99
2.06
4.14
2.08
1.02
1.06
1.02
1.04 /—

10/
05
06
05
03
1.00
99
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Current Data Parameters
NAME DecO6-bhattasali
EXPNO 11
OBn PROCNO 1
O F2 - Acquisition Parameters
I Date_ 20101206
O Time 18.10
Bno P—OBn INSTRUM spect
Bno | PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
OBn ™ 54048
Bno O SOLVENT CDC13
H NS 512
DS 4
12 SWH 33333.332 Hz
FIDRES 0.616736 Hz
AQ 0.8107850 sec
RG 3649.1
DW 15.000 usec
DE 21.14 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 65536
SFE 125.7578128 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

L I I I I I I I I I I (NN NN A R B
190 180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40 30 20 10 ppm



Electronic Supplementary Material (ESI) for Chemical Science
Tk journal is © The Royal Society of Chemistry 2012

(o)
N

Current Data Parameters

NAME DecO6-bhattasali
EXPNO 13
OBn PROCNO 1
CD F2 - Acquisition Parameters
() I Date 20101206
Time 18.38
BnO P—OBn INSTRUM spect
Bno | PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
BnO OBn D 65536
O H SOLVENT cDC13
NS 256
1 :Z DS 4
SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2
DW 5.100 usec
DE 7.29 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 31p
Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SF 202.4563430 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75

110 100 90 80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 50 -60 -70 ppm
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Current Data Parameters

NAME Nov16-2010-bhattasali
EXPNO 10
OBn PROCNO 1
F2 - Acquisition Parameters
0] O Date 20101116
BnO I Time 12.41
—_ INSTRUM spect
BnO BnO A F|> OBn PROBHD 5 mm BBO BB-1H
PULPROG zg30
n OBn TD 65536
13 SOLVENT CDC13
NS 16
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 128
DW 49.600 usec
DE 6.00 usec
TE 293.8 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1300384 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75

90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 0.5 ppm

30.02
1.00
3.99
4.01
2.97
0.98
1.01\
1.02
0.98
1.04
1.94
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Current Data Parameters
NAME Nov16-2010-bhattasali
EXPNO 11
OBn PROCNO 1
F2 - Acquisition Parameters
Date 20101116
() Time 12.47
B O O INSTRUM spect
n I PROBHD 5 mm BBO BB-1H
Bno \ P_OBnI PULPROG 2gpg30
TD 54048
BnO I SOLVENT cpel13
OBn NS 600
DS 4
1 3 SWH 33333.332 Hz
FIDRES 0.616736 Hz
AQ 0.8107850 sec
RG 9195.2
DW 15.000 usec
DE 21.14 usec
TE 294.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SE 125.7578074 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

200 190 180 170 160 150 140 130 120 110 100 90 &80 70 60 S50 40 30 20 10 ppm
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Current Data Parameters
NAME deb_benzyl exoglycal
EXPNO 2

OB n PROCNO 1

F2 - Acquisition Parameters

Date 20101116
O O Time 11.13
Bn O I INSTRUM spect
— PROBHD 5 mm PABBO BB-
BnO X .P—0Bn PULPROG 29pg30
BnO I D 109284
OBn SOLVENT CcDC13
NS 16
13 DS 4
SWH 54644.809 Hz
FIDRES 0.500026 Hz
AQ 0.9999986 sec
RG 23100
DW 9.150 usec
DE 6.50 usec
TE 298.3 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 31P
Pl 11.00 usec
PL1 3.10 dB
PL1W 12.91782284 W
SFO1 121.5090221 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL13 19.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
PL13W 0.12874836 W
SFO2 300.1512006 MHz
F2 - Processing parameters
SI 131072
SF 121.5029470 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 -60 ppm
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Current Data Parameters

NAME Nov18-2010-bhattasali
OBn EXPNO 10
O PROCNO 1
O O I F2 - Acquisition Parameters
— Date 20101118
Bé]no ? OBn Time 13.28
INSTRUM spect
BnO OBn PROBHD 5 mm BBO BB-1H
F PULPROG 2g30
TD 65536
14 SOLVENT cDCl3
NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 114
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1300322 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75
) l UM
'""I""I""I""I""I""I""I"'I"I"'I""I""I""I""I""I""I""I""I
8.5 8.0 7.5 7.0 6.5 6.0 5.5 4.0 3.0 2.5 2.0 1.5 1.0 0.5 ppm

30.27
2.11
2.10
4.05
097<
1.08
1.00\
1.00
1.14
2.05
1.04
103/:
1.01/
1.01
1.00
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Current Data Parameters

NAME Nov18-2010-bhattasali
EXPNO 11
OBn PROCNO 1
O F2 - Acquisition Parameters
Date_ 20101118
O I Time 13.34
Bno P_OB INSTRUM spect
r] PROBHD 5 mm BBO BB-1H
B n O | PULPROG zgpg30
TD 54048
Bno OBn SOLVENT cDCl3
F NS 384
DS 4
SWH 33333.332 Hz
1 4 FIDRES 0.616736 Hz
AQ 0.8107850 sec
RG 9195.2
DW 15.000 usec
DE 21.14 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 3C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SF 125.7578085 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Current Data Parameters
Nov18-2010-bhattasali

NAME
EXPNO
PROCNO

13
1

F2 - Acquisition Parameters

O I Date 20101118
Bno P_OB Time 13.54
n INSTRUM spect
Bno | PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
BnO OBn ™ 65536
F SOLVENT CDC13
NS 64
14 DS 4
SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2
DW 5.100 usec
DE 7.29 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 31p
Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 65536
SF 202.4563430 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75
L.l
90 80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 ppm
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Current Data Parameters

NAME deb_benzyl phos_anomeric fluoride
EXPNO 2
OBn PROCNO 1
O F2 - Acquisition Parameters
Date 20101118
O 1 Time 12.19
Bno P_OB INSTRUM spect
n PROBHD 5 mm PABBO BB-
B n O I PULPROG zgfhigqn
TD 131072
Bno OBn SOLVENT CDC13
F NS 16
DS 4
SWH 75187.969 Hz
14 FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100
DW 6.650 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F
Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
SF02 300.1512006 MHz
F2 - Processing parameters
SI 131072
SF 282.4231740 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

-80 -85 -90 -95 100 -105 110 -115 120 -125 -130 135 -140 -145 -150 ppm
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I
Current Data Parameters
NAME deb benzyl phos anomeric fluoride
EXPNO N 3
OBn PROCNO 1
c) F2 - Acquisition Parameters
Date 20101118
O I Time 12.22
Bno P_OBn INSTRUM spect
PROBHD 5 mm PABBO BB-
Bno | PULPROG zgflan
TD 131072
Bno OBn SOLVENT cpCc13
F NS 16
DS 4
SWH 75187.969 Hz
14 FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 1440
DW 6.650 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19
Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
F2 - Processing parameters
ST 131072
SF 282.4231740 MHz
WDW no
SSB 0
I " I " I " I " LB 0.00 Hz
GB 0
1146 1148 1150  -1152 ppm i

[ D D L I I |
-80 -85 -90 -95 100 105 110 -115 120 -125 130 135 -140 -145 ppm



Electronic Supplementary Material (ESI) for Chemical Science
& journal is © The Royal Society of Chemistry 2012

T ONODOM>I>WO S O~ 1N
o \lk\lk\l(\(\’\]’\]v—(—(—(

\\\\\\\\\ A A

U7LL

Y \\N\I V \i/////%

T\“Tl’Tl’Tl’’_\l"’_\l"’_\l"r”r“i“

[eNe]

'*'*(((’V/(V/

[ee]

OO OO‘—

m

~ O <
[*O\O

e lselse)

Current Data Parameters

NAME Nov26-bhattasali
OBn EXPNO 10
F CD PROCNO 1
() L F2 - Ac isiti
— quilisition Parameters
BnO P OBn Date 20101126
BnO ' Time 16.13
BnO OBn INSTRUM spect
()F1 PROBHD 5 mm BBO BB-1H
PULPROG zg30
15 TD 65536
SOLVENT CDC13
NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 181
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1300353 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75
J A e IJL. il l
I I I T I I I I [ I T I [ I
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 1.5 1.0 0.5 ppm
] ~lo|lo|mv|(~o|lv]m|no
N o|o(o|o(o|lo|=(e|a|e|e
8 NN ||| N|N|~|O|* |
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Current Data Parameters
NAME Nov26-bhattasali
OB EXPNO 11
n PROCNO 1
F O F2 - Acquisition Parameters
O I Date 20101126
Bno P_OBn Time 16.18
INSTRUM spect
Bno | PROBHD 5 mm BBO BB-1H
OBn PULPROG zgpg30
BnO TD 54048
OH SOLVENT CDC13
NS 1664
15 DS 4
SWH 33333.332 Hz
FIDRES 0.616736 Hz
AQ 0.8107850 sec
RG 9195.2
DW 15.000 usec
DE 21.14 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 65536
SF 125.7578043 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

I I I I I I I I I I I A I N DA BN AR RN R
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Current Data Parameters
OB NAME deb_SEL (B)
n EXPNO 1

F O PROCNO 1

F2 - Acquisition Parameters

BnO O Y p-oBn T
BnO ! :

INSTRUM spect
B O OBn PROBHD 5 mm PABBO BB-
PULPROG zgpg30
n OH TD 109284
SOLVENT CDC13
NS 128
15 DS 4
SWH 54644.809 Hz
FIDRES 0.500026 Hz
AQ 0.9999986 sec
RG 41200
DW 9.150 usec
DE 6.50 usec
TE 298.7 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 31p
Pl 11.00 usec
PL1 3.10 dB
PL1W 12.91782284 W
SFO1 121.5090221 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL13 19.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
PL13W 0.12874836 W
SFO2 300.1512006 MHz
F2 - Processing parameters
ST 131072
SF 121.5029470 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 60 ppm
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Current Data Parameters

OBn NAME deb_SEL (B)
EXPNO 2
F O PROCNO 1
() I F2 - Acquisition Parameters
Bno P—OBn Date_ 20111012
B O I Time 12.04
n INSTRUM spect
OBn PROBHD 5 mm PABBO BB-
BnO OH PULPROG zgfhiggn
TD 131072
SOLVENT CDC13
NS 64
15 DS 4
SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100
DW 6.650 usec
DE 6.50 usec
TE 298.8 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F
Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
==== CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
SFO2 300.1512006 MHz
F2 - Processing parameters
SI 131072
SF 282.4231740 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
JL‘QQ& " SRR " SRR 5 o=

-190

-200

-210

-220 -230

-240

-250
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Current Data Parameters

NAME deb_selectfluor BENZYL DERIVATIVE (BOTTOM SPOT
EXPNO 3
PROCNO 1

OBn F2 - Acquisition Parameters
Date_ 20101124

11.42

spect
5 mm PABBO BB-

I i
BnO © P—0OBn

DS
Bno | SWH 75187.969 Hz
FIDRES 0.573639 Hz
RQ 0.8716788 sec
BnO n
DW 6.650 usec
OH DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
1

14.00 usec

-0.50 dB
8.73698711 W

282.3808105 MHz
F2 - Processing para rs
SI 31
SF 282.4231740 MHz
WDW
SsB 0
LB 0.00 Hz
GB 0
BC 1.00

L e
-220.0 -220.5 -221.0 ppm

"""" S Y
-180 -190 -200 -210 -220 -230 -240 -250 -260 -270 ppm
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Current Data Parameters

NAME Nov26-2010-bhattasali
OBn EXPNO 10
F O PROCNO 1
() ~ I F2 - Acquisition Parameters
BnO —P—0OBn Date_ 20101126
Bn I Time 12.13
INSTRUM spect
BnO OBn PROBHD 5 mm BBO BB-1H
OH PULPROG zg30
TD 65536
16 SOLVENT CDC13
NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 181
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1300409 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
I PC 0.75
'I'"'I""I'"'I'"'I""I""I""I""I""I'"'I""I""I""I'"'I""I""I""I""I"
90 85 8.0 7.5 7.0 6.5 40 35 30 25 20 1.5 1.0 0.5 ppm
™ R DIV (NOC[OM|V|O[o|D|
wn O’QOOOOFQOF&OOO
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Current Data Parameters
NAME Nov26-2010-bhattasali
EXPNO 11
OBn PROCNO 1
F O F2 - Acquisition Parameters
() - I Date_ 20101126
B O . _ Time 12.18
n P—OBn| INSTRUM spect
BnO I PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
BnO OBn D 54048
OH SOLVENT cpel13
NS 2048
DS 4
16 SWH 33333.332 Hz
FIDRES 0.616736 Hz
AQ 0.8107850 sec
RG 11585.2
DW 15.000 usec
DE 21.14 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SE 125.7578053 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Current Data Parameters

OB NAME deb SEL(T)
n EXPNO 1
F O PROCNO 1
B O O ~ I F2 - Acquisition Parameters
g — Date 20111012
n P OBn Time 11.24
BnO I INSTRUM spect
OBn PROBHD 5 mm PABBO BB-
Bno OH PULPROG z2gpg30
TD 109284
SOLVENT CDC13
NS 128
16 DS 4
SWH 54644.809 Hz
FIDRES 0.500026 Hz
AQ 0.9999986 sec
RG 23100
DW 9.150 usec
DE 6.50 usec
TE 297.6 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 31p
Pl 11.00 usec
PL1 3.10 dB
PL1W 12.91782284 W
SFO1 121.5090221 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL13 19.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
PL13W 0.12874836 W
SFO2 300.1512006 MHz
F2 - Processing parameters
SI 131072
SF 121.5029470 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

90 80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 ppm
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Current Data Parameters

NAME deb_SEL(T)
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20111012
Time 11.30
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn

TD 131072
SOLVENT CDC13

NS 64

DS 4

SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100

DW 6.650 usec
DE 6.50 usec
TE 297.4 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1

= CHANNEL f1 =

19F
14.00 usec

PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
== = CHANNEL f2 =
CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
SFO2 300.1512006 MHz
F2 - Processing parameters
ST 131072
SF 282.4231740 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

T
-185

|
-190

T
-195

|
-200

T
-205

|
-210

T
-215

|
-220

T
-225

|
-230

T
-235
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19F NMR

BnO
BnO

—<

OBn
>
O ?—OBn
BnO OH OBn
16

—
-211.5

ppm

Current Data Parameters

NAME deb SEL(T)
EXPNO N 3
PROCNO 1

F2 - Acquisition Parameters
Date 20111012

Time 11.35
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgflgn

TD 131072
SOLVENT CDC13

NS 64

DS 4

SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 1440

DW 6.650 usec
DE 6.50 usec
TE 297.7 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl1 ========
NUC1 19F

Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
F2 - Processing parameters
ST 131072

SF 282.4231740 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00

R
-185 -190 -195

-210 -215 -220

I
-230 -235 ppm
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Current Data Parameters

NAME Jun02-bhattasali

EXPNO 10
OBn PROCNO 1

09

() N F2 - Acquisition Parameters
Date 20110603
BnO P—0OBn Time ™ 15.16
Bno | INSTRUM spect
OBn PROBHD 5 mm BBO BB-1H
PULPROG zg30
BnO OH D 65536
SOLVENT CDC13
17 NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 228.1
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1300260 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75

g AMLMMM L

] A L B B B S BN B L ISR ISR B
o
o
-—

40 35 30 25 20 15 1.0 05 ppm
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12eeeee
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\\7‘ Current Data Parameters
NAME Jun02-bhattasali
EXPNO 12
OB n PROCNO 1
F2 - Acquisition Parameters
HO O Date 20110605
Time 5.08
O I INSTRUM spect
Bno _ PROBHD 5 mm BBO BB-1H
P OB n PULPROG udeft
B nO I TD 23994
SOLVENT CDC13
OB n NS 256
BnO E :
OH SWH 33333.332 Hz
FIDRES 1.389236 Hz
AQ 0.3599750 sec
1 7 RG 9195.2
DW 15.000 usec
DE 24.46 usec
TE 295.0 K
D1 4.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
D20 300.00000000 sec
TDO 1
== CHANNEL fl ===
NUCL 13C
Pl 8.50 usec
P12 2000.00 usec
P26 500.00 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
SP2 8.57 dB
SP8 8.57 dB
SPNAM2 Crp60comp. 4
SPNAMS Crp60,0.5,20.1
SPOAL2 0.500
SPOALS 0.500
SPOFFS2 0.00 Hz
SPOFFS8 0.00 Hz
== CHANNEL f2 ===
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 262144
SF 125.7578063 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Current Data Parameters
NAME Jun02-bhattasali
EXPNO 14
OBn PROCNO 1
HO O F2 - Acquisition Parameters
Date 20110603
O ] Time 15.23
Bno P_OB INSTRUM spect
n PROBHD 5 mm BBO BB-1H
Bno I PULPROG 29pg30
TD 65536
OBn SOLVENT CcDC13
Bno OH NS 256
DS 4
SWH 98039.219 Hz
17 FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2
DW 5.100 usec
DE 7.29 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 31p
Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 65536
SF 202.4563430 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75

90 80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 -60 ppm
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Current Data Parameters

NAME Sep29-2011-bhattasali
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20110929
Time 12.24
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 64
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 256
DW 49.600 usec
DE 6.00 usec
TE 295.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1300333 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.75

"

18.18

60 55 50 45 40 35 30 25

2.97
3.12
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Current Data Parameters
NAME Sep29-2011-bhattasali
EXPNO

O B n PROCNO 1%

F O F2 - Acquisition Parameters
F Date 20110929
= I Time 21.30
B O O - INSTRUM spect
n P_OEt PROBHD 5 mm BBO BB-1H
B n O I PULPROG 2gpg30
TD 54048
OEt SOLVENT cDC13
BnO NS 2500
OH ps s
SWH 33333.332 Hz
FIDRES 0.616736 Hz
18 20 0.8107850 sec
RG 9195.2
DW 15.000 usec
DE 21.14 usec
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.50 usec
PL1 -1.00 dB
PL1W 110.04726410 W
SFO1 125.7716273 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SF 125.7577996 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 0.75

I I I I I I I I I A I N RN RARERREE R
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Current Data Parameters

NAME Sep29-2011l-bhattasali
EXPNO 13
PROCNO 1

F2 - Acquisition Parameters
Date_ 20110930

Time 1.07
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 512

DS 4

SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
RG 9195.2

DW 5.100 usec
DE 7.29 usec
TE 295.1 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 2
======== CHANNEL f1l ========
NUC1 31p

Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664658 MHz
CPDPRG2 waltzl6é

NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536

SF 202.4563430 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 0.75

90 80 70 60 50 40 30 20 10 0 10 -20 -30 -4 50 -60 -70 -80



Electronic Supplementary Material (ESI) for Chemical Science
journal is © The Royal Society of Chemistry 2012

Current Data Parameters

NAME deb difluoro_column 2
EXPNO - 1
OBn PROCNO 1
F F O F2 - Acquisition Parameters
- 1 Date_ 20110914
O - Time 15.47
Bno P—OEt INSTRUM spect
PROBHD 5 mm PABBO BB-
B n O | PULPROG zgfhiggn
OEt TD 131072
Bno SOLVENT CDC13
C)ri NS 32
DS 4
SWH 75187.969 Hz
18 FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 4100
DW 6.650 usec
DE 6.50 usec
TE 305.2 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F
Pl 14.00 usec
PL1 -0.50 dB
PL1W 8.73698711 W
SFO1 282.3808105 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
T T T T T T PCPD2 80.00 usec
PL2 1.30 dB
-119.6 -119.8 -120.0 ppm 15176 a5
" " " PL2W 9.03112316 W
PL12W 0.25688675 W
SFO2 300.1512006 MHz
F2 - Processing parameters
SI 131072
SF 282.4231740 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

" s oIl

T
-120
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Current Data Parameters

NAME deb difluoro column 2
OBnN EXPNO 2
F F O PROCNO 1
O N F2 - Acquisition Parameters
BnO P—OEt Date_ 20110914
Bno I Time 15.51
OEt PROBHD 5 mm PAZEO BA-
mm -
BnO OH PULPROG zgflgn
TD 131072
1 8 SOLVENT CDC13
NS 32
DS 4
SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 1440
DW 6.650 usec
DE 6.50 usec
TE 302.8 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F
Pl 14.00 usec
PL1 -0.50 dB
I - I r I r I T PL1W 2§é7§ggg7él W
SFO1 . 105 MHz
119.6 119.8 -120.0 ppm
F2 - Processing parameters
SI 131072
SF 282.4231740 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

-80 -85 -90 95 100 -105 -110 -115 120 -125 -130 -135 -140 -145 -150 -155 ppm
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] 7.299
7.288
7.278
7.263
7.251
© 7.237
7.233
7.222
7.191
5.442
© 5.063
5.047
] 4.968
S ] 4.962
~ 4.901
4.885
4.878
4.786
4.778
o 4.770
2 0

] 4.4
1.00 [ S— - Og 4 54
7199\ ] SH 4.242
1.0~ o | === — - o 4.239
1.03 = ] - o 4.092
1.00/ ] 3 4.085
0.98\— ] - N 4.076

_0.98 - ] -

1.01 : 4.069
ﬂc g 3.879
0.99 — ] - 3.870
_1.00~ ] 3.862
3.853
3.796
0 3.784
3.780
3.767
1.00 _ = 2.497
1.02 = 2.466
N — 2.462
2.431
] 2.257
2.92\ | e~ 2.226
2.87 = ] = 2.221
5.89/ ] £ 2.190
-_— 2%@;%3 hhhhh 1 . 562
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. 1.333
o & 1.265
E 1.250
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N NN 1
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Current Data Parameters

NAME Dec21-2010- man rx from ehter hexanes
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date_ 20101221
Time 15.39
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2gpg30
o ™ 54048
SOLVENT CDC13
NS 2048
DS 4
OH SiH 33333.332 Hz
o O FIDRES 0.616736 Hz
20 0.8107850 sec
/ RG 5195.2
B W 15.000 usec
P DE 21.14 usec
CH,PO(OBnN), e 2950 %
D1 1.00000000 sec

D11 0.03000000 sec
o_0O o 1

======== CHANNEL fl ========
NUC1 13c
Pl 8.50

usec
PL1 -1.00 dB
PL1W 110.04726410 W

21 SFO1 125.7716273 MEz
======== CHANNEL f2 ========
CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 65536
SF 125.7577803 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
BC 0.75

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm
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o)) BRUKER

Current Data Parameters

NAME Dec21-2010- man rx from ehter hexanes
EXPNO 13
PROCNO 1
F2 - Acquisition Parameters
Date_ 20101221
Time 16.47
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
O TD 65536
SOLVENT CDC13
NS 128
DS 4
OH SWH 98039.219 He
O 0] FIDRES 1.495960 Hz
AQ 0.3342887 sec
g RG 9195.2
- DW 5.100 usec
CH PO(OBn) DE 7.29 usec
2 2 TE 295.0 K
O O D1 1.00000000 sec
D11 0.03000000 sec
K TDO 1
21
PL1W 102.77402496 W
SFO1 202.4664658 MHz
CHANNEL f2
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SF 202.4563430 MHz
WDW EM
SSB 0
LB 5.00 Hz
GB 0
PC 0.75

| | |
140 120 100 80 60 40 20 0 -20 -40 -60 -80 ppm
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Current Data Parameters

NAME Jan21-2011-glu-OH-sug-nuc
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20110121
Time 9.48
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2930
TD 65536
SOLVENT D20
NS 128
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 456.1
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
SI 65536
SF 500.1299764 MHz
WDW EM
SSB 0
LB -0.10 Hz
GB 0
PC 0.50
( J\L .
[ D e D Y A L I H N I
95 90 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 1.0 ppm

0.98
0
0
0
9
0
9
3.91
0
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Current Data Parameters

NAME Jan21-2011-glu-OH-sug-nuc
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date 20110121
Time 9.56
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT D20
NS 410
DS 4
SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
o RG 9195.2
DW 5.100 usec
DE 7.29 usec
NH TE 295.0 K
HO ] o | /& D1 1.00000000 sec
o) [I I N Yo D11 0.03000000 sec
|;|_|% '?_O_T_O o TDO 1
OH Cﬁ) (f) ======== CHANNEL fl ========
OH © @ NUCl 31p
Na Na H Pl 11.00 usec
PL1 -1.00 dB
26 PLIW 102.77402496 W
SFO1 202.4664658 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL13 18.64 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
PL13W 0.25766850 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SF 202.4563430 MHz
WDW EM
SSB 0
LB 5.00 Hz
GB 0
PC 0.75

B I I I I I I I A RN AR RARARRRN] RAAARRREY RARRARAN) RN RAR AR
90 80 70 60 50 40 30 20 10 O -10 -20 -30 -40 -50 -60 -70 -80 ppm
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Current Data Parameters

NAME Mayl0-2011-UDP-glc-k
EXPNO 10
PROCNO 1
I F2 - Acquisition Parameters
Date_ 20110510
Time 8.51
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT D20
NS 128
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 512
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 10.75 usec
| 12 ~5.00 dB
PL1W 59.57461929 W
| SFO1 500.1332698 MHz
F2 - Processing parameters
SI 65536
SF 500.1299763 MHz
WDW EM
SSB 0
LB 0.20 Hz
GB 0
PC 0.50

(= ™ VOo|lY[T|v|— | o|N [+
< < ==Y e Q| “«
- N N[~ |N|~—|N|—|N oo 0
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Current Data Parameters

NAME Mayl0-2011-UDP-glc-k
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date 20110510
Time 8.58
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zggd30
TD 65536
SOLVENT D20
NS 614
DS 2
O SWH 98039.219 Hz
FIDRES 1.495960 Hz
AQ 0.3342887 sec
HO o) | NH RG 9195.2
|| o) DW 5.12g usec
DE 7. usec
HO 0 P—O—IIZI’—O N~ "0 TE 295.0 K
HO | | O D1 1.00000000 sec
OH o2 O@ ?%é 0.03000002 sec
OH @ @
Na Na OH OH CHANNEL f1 ========
31P
11.00 usec
27 -1.00 dB
102.77402496 W
202.4664652 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
SFO2 500.1322696 MHz
F2 - Processing parameters
ST 131072
SF 202.4563430 MHz
WDW EM
SSB 0
LB 10.00 Hz
GB 0
PC 0.75
90 80 70 60 50 40 30 20 10 0 10 -20 -30 -40 50 -60 -70 -80 ppm
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Current Data Parameters
NAME May03-2011-dTDP-S-F-glc
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20110503
Time 9.06
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT D20
NS 128
DS 2
SWH 10080.646 Hz
FIDRES 0.153818 Hz
AQ 3.2506852 sec
RG 645.1
DW 49.600 usec
DE 6.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.75 usec
PL1 -5.00 dB
PL1W 59.57461929 W
SFO1 500.1332698 MHz
F2 - Processing parameters
ST 65536
SF 500.1299813 MHz
WDW EM
SSB 0
1B 0.10 Hz
GB 0
PC 0.50
I
|
| L-

T
9 8 7 6 5 4 3 2 1 0 ppm

1.00
1.05
47
55
1
3.03
1.01
9
9
1
3.16
4.92
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|
Current Data Parameters

NAME May03-2011-dTDP-S-F-glc
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date 20110503
Time 9.14
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zggd30
TD 65536
SOLVENT D20
NS 819
O DS 2
SWH 98039.219 Hz
FIDRES 1.495960 Hz
NH AQ 0.3342887 sec
HO 0 o | RG 9195.2
0 F || N DW 5.100 usec
HO P_o_P_O N @) DE 7.29 usec
HO | o TF 295.0 K
OH O O@ D1 1.00000000 sec
o) ©) ?éé 0.03000002 sec
N Na
OH
======== CHANNEL fl ========
28 NUC1 31p
Pl 11.00 usec
PL1 -1.00 dB
PL1W 102.77402496 W
SFO1 202.4664652 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 12.43 dB
PL2W 59.57461929 W
PL12W 1.07661700 W
SFO2 500.1322696 MHz
F2 - Processing parameters
SI 65536
SF 202.4563430 MHz
WDW EM
SSB 0
LB 10.00 Hz
GB 0
PC 0.75

90 80 70 60 50 40 30 20 10 o -10 -20 -30 -40 -50 -60 -70 -80 ppm
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N N
b Current Data Parameters
NAME dTDP-S-F-glc-19F
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20110503
Time 12.52
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn
TD 131072
SOLVENT D20
NS 64
DS 4
SWH 70422.539 Hz
FIDRES 0.537281 Hz
AQ 0.9306612 sec
RG 4100
0 DW 7.100 usec
DE 6.50 usec
TE 298.0 K
NH D1 1.00000000 sec
HO 0 | D11 0.03000000 sec
ol (I'I) /& D12 0.00002000 sec
TDO 1
HOY p-o-P—0— o\ ©°
======== CHANNEL fl ========
oHl 02 oY wuc1 1or
OH G’?l ®Na Pl 14.00 usec
PL1 -0.50 dB
OH PL1W 8.73698711 W
28 SFO1 282.3666894 MHz
======== CHANNEL f2 ==
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.30 dB
PL12 16.76 dB
PL2W 9.03112316 W
PL12W 0.25688675 W
SFO2 300.1512006 MHz
F2 - Processing parameters
SI 131072
SF 282.4231740 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 1.00
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Current Data Parameters

NAME glc-1-phosphate+Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110411
Time 10.34
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
HO TD 16384
SOLVENT H20+D20
NS 64
HO\ =0 5 :
SWH 8417.509 Hz
HO O FIDRES 0.513764 Hz
- AQ 0.9732596 sec
RG 203
HO @® DW 59.400 usec
O"Pio DE 50.51 usec
l TE 293.2 K
1 o Na D1 5.00000000 sec
O ® D3 0.00010000 sec
N D12 0.00002000 sec
a D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
= CHANNEL f1
14.
28
6430
2000
17.
PL29 120.
PL30 120.
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFO1 700.2332860 MHz
SP1 50.06 dB
Sp21 57.09 dB
SPNAM1 Sincl.1000
SPNAM21 Gausl_180r.1000
SPOAL1 0.500
SPOAL21 0.500
SPOFFS1 0.00
J r,,, SPOFFS21 0.00
u “ = = GRADIENT CHANNEL
GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100
GPz1 12.00 %
GPZ3 1.00 %
GPZ5 31.00 %
GPZ6 11.00 %
P16 2200.00 usec
P17 800.00 usec
F2 - Processing parameters
SI 32768
SF 700.2300000 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00
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Current Data Parameters

NAME 2011 _Aprl2_ dTDP-Glc_Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110412
Time 14.37
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
TD 16384
SOLVENT H20+D20
HO O NH . :
Ds 8
HO | /& SWH 8417.509 Hz
O FIDRES 0.513764 Hz
HO I n N O 20 0.9732596 sec
DN _D_ RG 203
O P O P O O DW 59.400 usec
‘ | DE 50.40 usec
O TE 293.2 K
O ® ® D1 5.00000000 sec
D3 0.00010000 sec
Na Na D12 0.00002000 sec
D16 0.00020000 sec
H D17 0.00010000 sec
2 D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 14.52
P2 29.04
P7 6430.00
P12 2000.00
PL1 17.80
PL29 120.00
PL30 120.00
PL1W 0.24178429
PL29W 0.00000000
PL30W 0.00000000
SFO1 700.2332860
SP1 49.96
SP21 56.99
SPNAM1 Sincl.1000
SPNAM21 Gausl_180r.1000
SPOAL1 0.500
SPOAL21 0.500
SPOFFS1 0.00
SPOFFS21 0.00
====== GRADIENT CHANNEL
GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100
GPz1 12.00
GPZ3 1.00
GPZ5 31.00
GPZ6 11.00
Plé 2200.00
P17 800.00
F2 - Processing parameters
ST 32768
SF 700.2300000 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00
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Current Data Parameters

NAME glc-ketose+Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110412
Time 12.28
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
16384
SOLVENT H20+D20
NS 64
DS 8
SWH 8417.509 Hz
FIDRES 0.513764 Hz
AQ 0.9732596 sec
RG 203
DW 59.400 usec
DE 50.47 usec
TE 293.2 K
D1 5.00000000 sec
D3 0.00010000 sec
D12 0.00002000 sec
D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
CHANNEL f1
NUC1 1H
Pl 14.42 usec
P2 28.84 usec
p7 6430.00 usec
P12 2000.00 usec
PL1 17.80 dB
PL29 120.00 dB
PL30 120.00 dB
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFO1 700.2332860 MHz
SP1 50.02 dB
sp21 57.05 dB
SPNAML Sincl.1000
SPNAM21 Gausl_180r.1000
SPOALL 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
SPOFFS21 0.00 Hz
—— GRADIENT CHANNEL ====
GPNAML 5MS010.100
GPNAMS SMSQ10.100
GPNAM6 5MS010.100
GPZ1 12.00 %
GPZ3 1.00 %
GP25 31.00 %
GPZ6 11.00 %
Pl6 2200.00 usec
P17 800.00 usec
F2 - Processing parameters
SI 32768
SF 700.2300000 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB
BC 1.00
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Current Data Parameters

NAME 5-F-glc-ketose-phosphonate+Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110411
ime 11.00
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
TD 16384
SOLVENT H20+D20
NS 64
DS 8
SWH 8417.509 Hz
FIDRES 0.513764 Hz
AQ 0.9732596 sec
RG 203
bW 59.400 usec
DE 50.45 usec
TE 293.2 K
D1 5.00000000 sec
D3 0.00010000 sec
D12 0.00002000 sec
D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
CHANNEL f£1
10
14.44 usec
28.88 usec
6430.00 usec
2000.00 usec
17.80 dB
PL29 120.00 dB
PL30 120.00 dB
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFO1 700.2332860 MHz
SP1 50.01 dB
SP21 57.04 dB
SPNAML 5inc1.1000
SPNAM21 Gausl_180r.1000
SPOALL ~ 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
SPOFFS21 0.00 Hz

GRADIENT CHANNEL

GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100
GPZ1 12.00
GPZ3 1.00
GPZ5 31.00
GPZ6 11.00
P16 2200.00
P17 800.00

F2 - Processing paramete

ST 32768
SF 700.2300000
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.00

rs

MHz

Hz
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Current Data Parameters
NAME R-F-glc-ketose-phosphonate+Cps2L
2

EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110411
Time 11.20
INSTRUM spect
PROBHD 1.7 mm CPTCI 1

PULPROG wlogsy.rak
16384

O m
SOLVENT H20+D20
F NS 64
— 8
SWH 8417.509 Hz
@ @ FIDRES 0.513764 Hz
P—' O AQ 0.9732596 sec
RG 203
NH DW 59.400 usec
4 DE 50.49 usec
@ TE 293.2 K
OH O Dl .00000000 sec
.00010000 sec
.00002000 sec
.00020000 sec
.00010000 sec

.60000002 sec
.00050000 sec

goo
Lo
corocococoun

5 D20 .03000000 sec
= = CHANNEL f1

NUC1
Pl 14
P2 28
P7 6430
P12 2000
PL1 17
PL29 120
PL30 120.00 dB
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFOL 700.2332860 MHz
SP1 50.05 dB
Sp21 57.08 dB
SPNAML 5inc1.1000
SPNAM21 Gausl_180r.1000
SPOAL1 500
SPOAL21 0.500
SPOFFS1 0.00
SPOFFS21 0.00
= GRADIENT CHANNEL
GPNAML 5MSQ10.100
GPNAMS 5MSQ10.100
GPNAM6 5MSQ10.100
GPZ1 12.00 %
GPZ3 1.00 %
GPZ5 31.00 %
GPZ6 11.00 %
P16 2200.00 usec
P17 800.00 usec

F2 - Processing parameters
ST 68

SF 700.2300000 MHz
WoW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

=
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Current Data Parameters

NAME man-ketose+Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110412
Time 12.49
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
TD 16384
SOLVENT H20+D20
NS 64
DS 8
SWH 8417.509 Hz
FIDRES 0.513764 Hz
AQ 0.9732596 sec
RG 203
DW 59.400 usec
DE 50.53 usec
TE 293.2 K
D1 5.00000000 sec
D3 0.00010000 sec
D12 0.00002000 sec
D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
= CHANNEL fl =
14
28
6430
2000

17

120.

120.00 dB
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFO1 700.2332860 MHz
SP1 50.08 dB
sp21 57.11 dB
SPNAM1 Sincl.1000
SPNAM21 Gausl_180r.1000
SPOALL 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
SPOFFS21 0.00 Hz
== GRADIENT CHANNEL
GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100
GPZ1 12.00 %
GPZ3 1.00 %
GPZ5 31.00 %
GPZ6 11.00 %
P16 2200.00 usec
P17 800.00 usec

F2 - Processing parameters
sI 32768

SF 700.2300000 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00

=
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HO 0

HO |
OH o°

Current Data Parameters

NAME beta-glc-phosphonate+Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110411
Time 12.00
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
TD 16384
SOLVENT H20+D20
NS 64
DS 8
SWH 8417.509 Hz
FIDRES 0.513764 Hz
AQ 0.9732596 sec
RG 203
DwW 59.400 usec
DE 50.49 usec
TE 293.2 K
D1 5.00000000 sec
D3 0.00010000 sec
D12 0.00002000 sec
D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 14.38 usec
P2 28.76 usec
P7 6430.00 usec
P12 2000.00 usec
PL1 17.80 dB
PL29 120.00 dB
PL30 120.00 dB
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFO1 700.2332860 MHz
SP1 50.05 dB
SP21 57.08 dB
SPNAM1 Sincl.1000
SPNAM21 Gausl_180r.1000
SPOAL1 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
0.00 Hz

SPOFFS21
iy "

PR

Netorivh

Y v

====== GRADIENT CHANNEL =====

GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100

GPZ1 12.00 %
GPZ3 1.00 %
GPZ5 31.00 %
GPZ6 11.00 %
P16 2200.00 usec
P17 800.00 usec
F2 - Processing parameters
SI 32768

SF 700.2300000 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME alpha-glc-phosphonate+Cps2L
2

EXPNO
PROCNO 1

F2 - Acquisition Parameters
Date_ 20110411

Time 11.40
INSTRUM spect.
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
™ 16384
SOLVENT H20+D20
NS
DS 8
SWH 8417.509 Hz
FIDRES 0.513764 Hz
AQ 0.9732596 sec
RG 203
D 59.400 usec
DE 50.47 usec
TE 293.2 K
D1 5.00000000 sec
D3 0.00010000 sec
D12 0.00002000 sec
D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
CHANNEL f1 =

14.41
P2 28.
P7 6430.00 usec
P12 2000.00 usec
PL1 17.80 dB
PL29 120.00 dB
PL30 120.00 dB
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFOL 700.2332860 MHz
sP1 50.03 dB
5P21 57.06 dB
SPNAML $incl.1000
SPNAM21 Gausl_180r.1000
SPOALL 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
SPOFFS21 0.00 Hz

SMS010.100

GPZ1 12.00 %
GPZ3 1.00 %
GPZ5 31.00 %
GPZ6 11.00 %
P16 2200.00 usec
P17 800.00 usec

F2 - Processing parameters
sI 32768

SF 700.2300000 MHz
WDW

SSB 0

LB 1.00 Hz
GB 0

2C 1.00
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Current Data Parameters

NAME dTDPglc-ketose+Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20110412
Time 12.08
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
TD 16384
SOLVENT H20+D20
NS 64
DS 8
SWH 8417.509 Hz
FIDRES 0.513764 Hz
AQ 0.9732596 sec
RG 203
ol 59.400 usec
DE 50.50 usec
TE 293.1 K
Dl 5.00000000 sec
D3 0.00010000 sec
D12 0.00002000 sec
D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec
==== CHANNEL fl ====
NUC1
Pl 14
P2 28
P7 6430
P12 2000
PL1 17.
PL29 120.
PL30 120.00 dB
PLIW 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFO1 700.2332860 MHz
SP1 50.06 dB
Sp21 57.09 dB
SPNAML Sincl.1000
SPNAM21 Gausl_180r.1000
SPOALL 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
SPOFFS21 0.00 Hz
== GRADIENT CHANNEL
GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100
GPZz1 12.00 %
GPz3 1.00 %
GPZ5 31.00 %
GPZ6 11.00 %
P16 2200.00 usec
P17 800.00 usec
F2 - Processing parameters
SI 32768
SF 700.2300000 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00
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Current Data Parameters
N

AME alpha-glc-ketose+dTTP+Cps2L
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110412
Time 13.09
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG wlogsy.rak
TD 16384
SOLVENT H20+D20
NS 64
DS 8
SWH 8417.509 Hz
FIDRES 0.513764 Hz
AQ 0.9732596 sec
RG 203
DW 59.400 usec
DE 50.40 usec
TE 293.2 K
D1 5.00000000 sec
D3 0.00010000 sec
D12 0.00002000 sec
D16 0.00020000 sec
D17 0.00010000 sec
D18 1.60000002 sec
D19 0.00050000 sec
D20 0.03000000 sec

CHANNEL f

6430

2000

120.
PL30 120.
PL1W 0.24178429 W
PL29W 0.00000000 W
PL30W 0.00000000 W
SFO1 700.2332860 MHz
SP1 49.96 dB
SP21 56.99 dB
SPNAM1 Sincl.1000
SPNAM21 Gausl_180r.1000
SPOALL 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
SPOFFS21 0.00 Hz
= GRADIENT CHANNEL
GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100
GPZ1 12.00 %
GPZ3 1.00 %
GPZ5 31.00 %
GPZ6 11.00 %
P16 2200.00 usec
P17 800.00 usec
F2 - Processing parameters
SI 32768
SF 700.2300000 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.00
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Current Data Parameters

Hz
Hz
sec

usec
usec
K

sec
sec
sec
sec

NAME

EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20120214
Time 19.10
INSTRUM spect
PROBHD 1.7 mm CPTCI 1
PULPROG imb_wlogsy
TD 32768
SOLVENT H20+D20
NS 64
DS 8
SWH 8417.509
FIDRES 0.256882
AQ 1.9464692
RG 203
DW 59.400
DE 27.90
TE 293.2
D1 5.00000000
D12 0.00002000
D16 0.00020000
D18 1.20000005
D19 0.00000000
TDO 1

Febl4-2012-DiFglcketo-re

Pl 14.88 usec
P2 29.76 usec
P7 6430.00 usec
P12 2000.00 usec
PLO 120.00 dB
PL1 17.80 dB
PLOW 0.00000000 W
PL1W 0.24178429 W
SFO1 700.1532840 MHz
SP1 49.75 dB
Sp21 56.78 dB
SPNAM1 Sincl.1000
SPNAM21 Gausl 180r.1000
SPOAL1 0.500
SPOAL21 0.500
SPOFFS1 0.00 Hz
SPOFFS21 0.00 Hz
====== GRADIENT CHANNEL
GPNAM1 SMSQ10.100
GPNAMS SMSQ10.100
GPNAM6 SMSQ10.100

GPz1 -12.00 %
GPZ3 1.00 %
GPZ5 11.00 %
GPZ6 31.00 %
Pl6 2200.00 usec
P17 800.00 usec
F2 - Processing parameters
SI 65536

SF 700.1498871 MHz
WDW EM

SSB 0

LB 2.00 Hz
GB 0

PC 1.00
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Table 1. Assay data including HPLC retention times for Cps2L-catalyzed reaction of
sugar nucleotide phosphonate and keto-phosphonate analogues to NDP-sugars.

NDP-sugar NTP

Enzyme time  %conver retention retention

Substrate NTP  units (hours) sion Product MS/MS (m/z) time (min) time (min)
3 dTTP 2 0.1 100 26 577, 321, 255 5.82 7.78
3 UTP 10 25 100 27 579,323, 255 5.36 7.60
3 GTP 10 1 0 - - - 8.04
3 CTP 10 1.5 0 - - - 8.21
3 ATP 2 1 0 - - - 8.67
4 dTTP 2 0.5 100 28 595, 321, 273 5.71 7.80
4 uUtpP 10 1 17 29 597,323,273 5.83 8.06
5 dTTP 10 1 18 30 595, 321, 273 6.02 8.33
5 uTpP 10 6 3 - - 5.69 8.37
6 dTTP 10 24 <1 - - 5.59 7.46
7 dTTP 10 1 30* * - 5.67 7.68
8 dTTP 10 1 21 31 577, 321, 255 5.81 8.04
8 uTpP 10 6 <1% - - 5.79 8.43
8 GTP 10 0 0 - - - 8.62
9 dTTP 10 42 100 32 561, 321 5.69 7.89



