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Table S1. Calculated' Hammett constants for sulfonyl fluorides 1b-12b and 14b.

Compound Hammett constant (o))
4b -0.27
3b -0.17

10b -0.17
2b -0.15
11b -0.15
1b 0
6b 0.06
9b 0.18
7b 0.23
8b 0.23
14b 0.42
5b 0.78
12b -

(D) Hansch, C.; Leo, A.; Taft, R. W. Chem. Rev. 1991, 91, 165.



Table S2. HPLC purity data for sulfonyl fluorides 1b-2b, 4b-12b and 14b.

HPLC purity was determined using an Alltima C18 column (150 x 4.6 mm, 5 um) with a
flow rate of 1 mL/min and CH3CN/H,0/1% TFA (solvent system 1) or MeOH/H,O/1% TFA

(solvent system 2) at 254 nm. Gradient elution program was as follows:

(A): CH5CN or MeOH (B): H,O (C): 1% TFA

Time |Flow |%A %B %C

10 1.00 10 80 10

220 1.00 |90 0 10

3|21 1.00 10 80 10

Compound g (min) Purity (%)
1b 18.9° 99.4
2b 14.8° 99.8
4b 22.2° 99.9
5b 20.1° 97.5
6b 19.2° 97.0
7b 17.8° 98.2
8b 23.3° 98.2
9b 21.8° 99.0
10b 23.4° 98.2
11b 15.7° 98.7
12b 20.6° 99.9
14b 17.3° 99.9




*Solvent system 1: CH;CN/H,0/1% TFA gradient

® Solvent system 2: MeOH/H,0/1% TFA gradient
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Figure S1. Radio-HPLC chromatograms of ['®F]4b in normal rat plasma at 37 °C after A)
1 min and B) 120 min. The increase in the presence of an impurity at 0.7 min can be observed
at 120 min, as well as fluoride “bleeding”, which leads to an uneven baseline in the

chromatogram. Top panel: UV at 254 nm (abs); bottom panel: radioactivity (cps).
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Current Data Parameters

HAME LME4030

EXFNQ 2
PROCHND i

L Z § F2 - Acguisition Paramaters

N Date_ 20120412

O Time 15.1%9

2 INETRUN spect
PROBHD 5 mm QHNE  1H/1
POLPROG 2930
TD 32768
SOLVENT Acetonsa
NS B
DS 2
SWH 4789.272 H=
FIDRES O.146157 Hz
a0 3.421025%1 sec
RG 1024
oW 104,400 usec
DE 5.00 ueac
TE 288.2 K
Bl 1.00000000 s&C
Ry 1
======== CHANNEL fl s==mm== am
WuclL iH
Pl 12.10 usec
FL1 -3.00 dB
SFOL 400_1322007 MHz
F2 - Processing parameters
=3 H 32768
5F 400.1300065 MHz
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588 4]
LE 0.00 Hz
GE 4]
BC 1.00

[
|
| >I;
T T T &= i 1 I I ! I T T
b 8 7 & 5 4 3 2 1 Ppm

.

1.9
1.00
2.01
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Cuorrent Data Parametars

HAME LMEAO30
EXPRO 3
PROCHD i

F2 - Argquigition Parameters
Date 20120412

Time 16.%0
THETRIM mpect
PROEHD 5 mm QNP IH/1
PULFROG zopgll

byl EEE3E
BOLVENT Aoetone

N5 2048

uicy &

SWH 23580 814 Hz
FILRES 0.355913 Hz
AL 1.36684758 ==c
R 512

ow 20.850 uszec
neE 6.00 usee
IE 28,3 K

ol 1.00000000 sec
11 0.03000000 sec
BELTA 0.89585238 cec
o i
======== CHANMNEIL Fl ========
HUIC1 13T

B 12,50 usec
PL1 3.00 4B
BFCL 100, 6228303 MHz
memssmes CHANMEL £2 seswsaw=m
CEDPREZ waltzlé

NUCz 1H
POEDZ 0. 00 uzea
L2 =3.00 4B
PL1Z 1I.45 dB
LL13 25,00 dB
8P02 400 . 1318006 MHEz

Fl - Acquisitien parameters

Do 1
o 256
SFOL 100.6228 MHz
FIDRES 3.906250 Hz
W 5.938 pgm

FoMGDE Echo-Antcdecho

Fz - Hﬂﬁnoahwﬂm paramebers

SI S2TER
SF 100.6126775 MH=z
WO ne
858 Q
LB .00 Hz
GE 0
EC i.40
Fl - Processing parameters
SI 1024
MCz echo-antiecho
5F 100.5046953 MHz
WIH USIRE
=) 2
LB ¢.30 Hz
GB 0.1
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(@) Current Data Parameters
) NAME LME4 030
EXFND 1
PROCNO 1
F2l = Rcquisition Parameters
Date 20120801
1b Time 11,33
5 INSTRIM spect
PROBHD 5 om PAEBO BE-
BEULEROG zgfhilggn
TD 131672
SOLVENT Acetone
NS 16
Ds 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.3767668 sex
RG 203
e 4,400 usec
DE 10.00 uzec
TE Z8E.1 E
Dl 1.00000000 =mec
bl1 0.03000000 sec
D1z 0.00002000 sec
TDO 1
=mmmmm—— CHANNEL f] =———====
MOC1 197
Pl 14.90 usec
PL1 =1,30 QB
BL1W 20.66949272 W
SOl 376.4983660 MHz
=mmmmmms CHANNEL £2 =ee—
CPDPRGZ waltzl§
NUC2 iH
PCED2 B80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555943 W
PL12W 0.48569671 W
SFO2 400_1316005 HMHz
FZ = Processing paramsbers
51 B ©h538
8F 376.4985467 MHEz
WOW no
ESE 0
1B 0.00 Hz
T - - . - . GH 0
T _ T _ Tec 1.00

[ I
100 50 0 -50 100 ppm
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g bfroi04902 1H & Suweah Daka esamecony
fa S R o~ EXPNO i
PROCNO 1
w f F2Z - Acquisition Parameters
& Date_ 20130328
(@) Time 10.20
N INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG zg30
TD 32768
prd SOLVENT CbCl3
I NS 8
D3 2
2b SWH 4789.272 Hz
FIDRES 0.146157 Hz
ple] 3.4210291 sec
RG 1024
oW 104.400 usec
DE €.00 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl1 ========
NUCL iH
Pl iz.10 usec
PL1 -3.00 dB
SFO1 400.1322007 MHZ
F2 - Processing parameters
ST 32768
SF 400.1300084 MHz
WDW no
S58B 0
LB 0.00 Hz
GB o]
Bl 1.00
|
|
|
|
’ _J
L T i T 1 T T T T T
10 9 B 7 [ B 4 g 2 1 rpm

1.00
1.01
0.48
1.57



Current Data Parameters

bfr0104902 13C NAME LMEC7044
EXPNC 2
PROCNO 1
(=} 3] o n o
(3] [t O~ LN o F2 - Acguisition Parameters
w & - o o o Date_ 20130328
O o <t ™ ™~ — e Time 11.07
) — — = o o~ INSTRUM spect
PROBHD 5 mm QNP 1H/1
O PULPROG Zgpg30
TD 65536
SOLVENT CcDCl3
zZ NS 1941
T DS 4
SWH 23980.814 Hz
FIDRES 0.365918 Hz
2b AQ 1.3664756 sec
RG 512
D 20.350 usec
DE 6.00 usec
TE 298.2 K
Dl 1.00000000 sec
dil 0.03C00000 sec
DELTA 0.8923999998 sec
TDO 2
======== CHANNEL fl ========
NUCl is3cC
Pl 14.50 usec
PLL 3.00 dB
SFO1 100.6228303 MHz
==m===== CHANNEL f2 ========
CEFDPRG2 waltzlé
NuUc2 11
PCPD2 80.00 usec
PL2Z -3.00 dB
PL12 11.45 dB
PL13 25.00 dB
SFO2 400.1318006 MHz
Fl1 - Acquisition parameters
NDO 1
D 256
SFO1 100.6228 MHz
FIDRES 3.308250 Hz
sW 9.938 ppm
FnMODE Echo-aAntiecho

F2 - Processing parameters

51 32768
SF 100.6127709 MHz
WDW no
S5B o}
LB 0.00 Hz
GB 0
PC 1.40
Fl - Processing parameters
3T 1024
MC2 echo-antiecho
SF 100.5046953 MHz
WDW QSINE
S8B 2
LB 0.30 Hz
GB 0.1
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(@) Current Data Parameters
NAME BFR01049
EXPNO 1
W PROCNO 1
F2 - Acquisition Parameters
2b Date. 20120801
Time 11.43
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhigagn
TE 131072
SOLVENT Acetone
NS ; 16
DS . 4
SWH 113636.367 Hz
FIDRES . 0.866977 Hz
AQ 0.5767668 sec
RG 203
DW 4,400 usec
DE 10.00 usec
TE 288.1 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
Nucl 19F
Pl 14.50 usec
BhL -1.30 dB
PLIW 20.66949272 W
SFO1 376.4983660 MHz
======== CHANNEL f? ======—
CEPDPRG2 waltzle
NUC2 1H
PCEDZ 80.00 usec
PLZ 0.50 dB
PL12 15.33 dB
BL2W 14.77555943 W
PL12W 0.48589671 W
SFO2 400.1316005 MH=z
F2 - Processing parameters
3T 655386
SF 376.4985467 MHz
WDW no
SSB 4}
LB 0.00 Hz
. - . GB 0
_ _ g Tpe 1.00
100 -100

ppm
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Current Data Parameters

NAME bfro104204
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20120307

Time 10.49
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG 7g30

TD 32768
SOLVENT CDCL3

NS 16

DS & 2

SWH 478%.272 Hz
FIDRES 0.146157 Hz
AQ . 3.4210291 sec
RG 90.5

oW 104.400 usec
DE ! i 6.00 usec
T 288.2 K
Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 9.80 usec
PL1 1.80 dB
SFO1 400.1322007 MHz
F2 - Procegsing parameters
SI 32768

SF 400.1300086 MHz
WDW EM

8SB 4]

B 0.00 Hz
GB 0

BC 1.00

N
—
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Current Data Parameters

NAME bfr0l104204
EXPNO 2
PROCNO L

F2 - Bcquisiticn Parameters
Date_ 20120307

Time i1.23
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG 2gpg30

TD 65536
SQLVENT CDCL3

NS aoa

DS 4

SWH 23980.814 Hz
FIDRES 0.365918 Hz
AQ 1.3664756 sec
RG 283%6.3

oW 20.850 usec
DB &.00 usec
TE 298.2 K
m 1.00000000 sec
dil 0.03000000 sec
DELTA 0.82999998 gec
TDO P 1
======== CHANNEL fl ========
NUC1 13C

Pl 17.50 usec
PL1 3.00 dB
SFOL 100.6228303 MHz
====z==== CHANNEL f2 ==s======
CPDPRG2 waltzls
NucC2 iH
PCPDZ 80.00 usec
PL2 1.80 dB
PL12 18.10 dB
PL1i3 25.00 dB
SFO2 400.1318006 MHZ
Fl-- Acquisition parameters
NDRO 1

D 256
SFO1 100.6228 MHz

FIDRES 3.906250 Hz
SW 9.938 ppm
FnMODE Eche-antiecho

F2 - Processing parameters
51 32768 .
SF 100.6127587 MHz
WDW EM

S5B 0

LB 1.00 Hz
GB 0

PC 1.40

Fl - Processing parameters
ST . 1024

MC2 echo-antiecho

SF 100.5046953 MHz
WDW QSINE

85B 2

LB 0.30 Hz
GB 0.1
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BFRO1042_19F

.68

BRUKER
(<O

ppm

L
N
@)
) Current Data Parameters
NAME BFRO1042
EXPNO 1
PROCNO 1
@)
fw F2 - Acquisition Parameters
T Date_ 20120801
: 4b Time 1182
INSTRUM spect
PROBHD 5 mm PABRRO BB-
PULPROG zgfhiggn
D 131072
SOLVENT Acetone
NS 16
DS 3
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767668 sec
RG 203
DwW 4.400 usec
DE 10.00 usec
TE 298.0 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
DO 1
======== (CHANNEL fl ========
NUCL1 19F
Pl 14.90 usec
PL1 -1.30 dB
PL1W 20.66949272 W
SFOL 376.4983660 MH=z
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUC2 1H
PCEDZ 80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PLZW 14.77555%43 W
PL12W 0.48589671 W
SFO2 400.1316005 MHz
F2 - Processing parameters
5T 65536
SF 376.4985467 MH=z
WDW no
55B - 0
LB 0.00 Hz
- . GB 0
I I I T oo 1.00
100 50 -100
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numaMroaoo
M~ nNnmAN Current Data Parameters
S EE  e NAME bfro0103701
0 00 CO 0 00 0 EXPNO 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 20110801
T8 Time 17.06
N INSTRUM spect
@) PROBHD 5 mm ONP 1H/1
n PULPROG 230
TD 32768
SCOLVENT CD3CN
NS 16
prd DS 2
N SWH 4789.272 Hz
O FIDRES 0.146157 Hz
AD 3.4210291 sec
m—u RG 228.1
DW 104 .4900 usec
DE £.00 usec
TE 298.2 X
D1 1.00000000 sec
TDO e
s=m=sz=c= CHANNEL fl1 ========
NUC1 1H
Pl 9.80 usec
PL1 1.80 dB
SFO1 400.1322007 MHz
F2 - Processing parameters
SI 32768
SF 400.13000923 MHz
WDW no
S&B [}
LB 0.00 Hz
GB 0
FC 1.00
L T e o e e L B L o e e T T
10 9 8 7 6 5 4 3 2 1 rom
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ol o
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Current Data Parameters

NAME bfr0103701
EXPNO 12
PROCNO 1
O
F2 - Acquisition Parameters —
Date_ 20120217
Time 11.16
INSTRUM spect
PROBHD 5 mm QWP 1H/1
PULPROG zgpg30
65536
CDC13
718

4
23980.814 Hz
0.365918 Hz
1.3664756 sec
2896.3
20.850 usec
6.00 usec
298.2 K
1.00000000 sec
0.03000000 sec
0.89999998 sec

CPDPRG2 waltzl6
NUC2 10
PCPED2 80.00 usec
L2 1.80 4B
PL12 18.10 4B
PLL13 25.00 4B
SFOz 400.1318006 MHz
Fl - Acquisition parameters
NDO 1

TD 256
SFO1 100.6228 MHz
FIDRES 3.906250 Hz
SW 9.938 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
sI 32768

SF 100.6127539 MHz
WDW EM
SSB o3

LB 1.00 Hz
GB 1]

PC 1.40Q

Fl - Processing parameters
51 1024

MC2 echo-antiecho

SF 100.5046953 MHz
WDW QSINE

SSB 2

LB 0.30 Hz
GB 0.1



BFRO1037_19F
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Current Data Parameters

NAME BFRO1037
EXENO . 1
PROCNC 1

F2 - Acquisition Parameters
Date_ . 20120801

Time 11.48
INSTRUM spect
PRCBHD 5 mm PABBO BB-
PULPROG zgfhiggn

TD 131072
SOLVENT Acetone

NS 16

DS 4

SWH 113636.367 Hz
FIDRES 0.866%77 Hz
AQ 0.5767668 sec
RG 203

DW 4.400 usec
DE 10.00 usec
TE 298.0 K

D1 1.00000000 sec
‘D11 0.03000000 sec
Di2 0.00002000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 18F

Pl 14.90 usec
PL1 -1.30 dB
PLIW 20.66949272 W
SFO1 376.4983660 MHz
======== CHANNEL f7? ========
CPDPRG2 waltzl6
NUC2 10
PCPD2 80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555943 W
PL12W 0.48589671 W
SFO2 - 400.1316005 MHz
F2 - Processing parameters
s1 65536

SF 376.4985467 MHz
WDW no

S3B 0

LB 0.00 Hz
GB 0

Tec 1.00

ppm
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Current Data Parameters

NAME
EXPNO
PROCNGC

LME4031
2
2

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DwW

DE

20120413
15.04
spect

5 mm QNP 1H/1
zg30
32768
Acetone
8
2
4789.272 Hz
0.146157 Hz
3.42102%91 sec
1024
104.400 usec
6.00 usec
298.2 K
1.00000000 sec

400.1322007 MHz

F2 - Procegsing parameters

5T
SF
WDW
SSB
LB
GB
PC

10 2 8 7 6 B 4

00
a0

ppm

32768
400.1300064 MHz
no
0
0.00 Hz
0
1.00

13
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Current Data Parameters

NAME LME4031
EXPNC 3
PROCNC 1

F2 - Acquisition Parameters
Date_ 20120416

Time 13.13
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG zgpg30

TD 65536
SOLVENT Acetone

NS 2048

DS 4

SWH 23980.814 Hz
FIDRES 0.365%218 Hz
AQ 1.3664756 sec
RG 512

DW 20.850 usec
DE 6.00 usec
TE 298.2 K
Dl 1.00000000 sec
dil 0.03000000 sec
DELTA 0.89999398 sec
DO 2
======== CHANNEL fl s======z==
NUCl 13¢

PL 14 .50 usec
PL1 3.00 dB
SFO1 100.6228303 Mz
======== CHANNEL £2 ========
CPDPRG2 waltzlé

NUCz 1H
PCPD2 80.00 usec
PL2 -3.00 dB
PL12 11.45 dB
PL13 25.00 dB
SFO2 400.1318006 MH=z
Fl - Acguisition parameters
NDO ik

TD 256

SFO1 100.6228 MH=z

3.906250 Hz
SW 9.938 ppm

FnMODE Eche-Antiecho
F2 - Processing parameters
51 32768
SF 100.6126771 MHz
WoW no
S5B o]
LB 0.00 Hz
GB Q
PC 1.40
Fl1 - Processing parameters
s8I 1024
MC2 echo-antieche
SF 100.5046953 MHz
WDW QSINE
SSB 2
LB 0.30 Hz
GB a.1



LME4031 19F
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Current Data Parameters

w NAME LME4031
(@) EXPNO 1
) PROCNO 1
F2 - Acquisition Parameters
Date_ 20120801
[T Time . 11.38
TINSTRUM spect
PROBHD 5 mm PABBO BB-
6b PULPROG zgfhiggn
TD 131072
SCLVENT Acetone
NS i6
DS 4
SWH 113636.367 Hz
FIDRES 0.866577 Hz
AQ 0.5767668 sec
RG 203
DW 4.400 usec
DE 10.00 usec
TE 298.0 K
Dl 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
R TDO 1
======== CHANNEL fl ======—=
NUC1 19F
Pl 14.90 usec
PL1 -1.30 dB
PL1W 20.66949272 W
SFO1 376,4983660 MHz
m======= CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCED2 80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555943 W
PL12W 0.48589671 W
SFO2 400.1316005 MHz
F2 -~ Processing parameters
ST 65536
\_ SF 376.4985467 MHz
K} —t WDW ne
SSB 0
S LB 0.00 Hz
T GB 0
T T T r v T T 1 f _mn 1.00
100 50 -50 -100 ppm
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MMmSeesn om0 £
ERLELELLL: BB S i
R - S EXPNO 2
PROCNC 1
~N F2 - Acquisition Parameters
(@) Date 20120419
%) Time 14.22
INSTRUM spect
PROBHD S mm QNP 1H/1
PULEFROG Zg30
[ TTS 32768
(@) SOLVENT Acetone
NS 8
DS 2
7b SWH 4789.272 Hz
FIDRES 0.146157 Hz
pa\o] 3.4210281 sec
RG 1024
DW 104.400 usec
DE 6.00 usec
TE 298.2 K
D1l 1.00000000 sec
TDO 1
======== CHANNEL f1 ========
NuC1i 1H
Pl 12.10 usec
PL1 -3.00 dB
SFO1 400.1322007 MHz
F2 - Progcessing parameters
SI 32768
SF 400.1300065 MHz
WDW no
53SB 0
1B 0.00 Hz
GB 0
PC 1.00
|
| Hl
AN
T , L T T I T T
10 8 8 6 5 4 3 2 1 ppm

1.00
1.00
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Current Data Parameters

NAME LME4035
EXPNC 3
PROCHNO g

F2 - Acquisition Parameters
Date 20120419
Time 15.0%2
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG zgpg30

™ 65536
SOLVENT Acetone

NS 2048

Ds 4

SWH 23980.814 Hz
FIDRES 0.365918 Hz
AQ 1.3664756 sec
RG 512

oW 20.850 usec
DE 6.00 usec
TE 238.2 K
D1 1.00000000 sec
dil 0.03000000 sec
DELTA 0.89999598 sec

Nocz 1H
PCPD2 80.00 usec
PL2 -3.00 dB
PL1Z 11.45 dB
PL13 25.00 dB
SFO2 400.1318006 MHzZ
F1 - Acquisition parameters
NDO i

TD 2586
SFO1 100.6228 MHz
FIDRES 3.906250 Hz
SH ©.938 ppm

FnMODE Echo-aAntiecho

F2 - Processing parameters

sI 32768

SF 100.6126771 MHz
WoW no

58B 0

LB 0.00 Hz
GB 0

PC 1.40

F1 - Processing parameters
SI 1024

MC2 echo-antiecho

SF 100.5046953 MHz
WDW QSINE

SSB 2

LB Q.30 Hz
GB 0.1

L



TME4035 19F
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UGHHmsﬂ Data Parameters -

NAME IME4035
EXENC 1
PROCNC il

F2 - Acquisition Parameters
Date 20120801

Time 11.2¢9
INSTRUM spect
PROBHD 5 mm PABBO BB~
PULPROG zgfhigygn

TD 131072
SOLVENT Acetone

NS 16

DS 4

SWH 113636.367 Hz
FIDRES - E 0.866977 ‘Hz
AQ 0.5767668 sec
RG 203

DW 4.400 usec
DE 10.00 usec
TE 298.0 K
DL 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000. sec
TDO ' 1
======== CHANNEIL f1 ========
NGC1 18F

Pl 14.50 usec
PLL -1.30 dB
PLIW 20.66949272 W
SFOL 376.4983€60 MHz
======== CHANNEIL, f2 ========
CPDPRG2 waltzl6é

Nuc2 1H
PCPD2 80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555%43 W
PL12W 0.48589671 W
SFO2 400:1316005 MHz
F2Z - Processing parameters
ST 63536

sE 376.4985467 MHz
WDW no

SSB -0 -

1B 0.00 H
GB 0

Tec 1.00

ppm
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O WA NS
Current Data Parameters
S seoase LMESO3S NAME LME4033
00 €0 0 00 U e W EXPNO 2
DROCNOC 1
F2 - Acgquisition Parameters
Date_ 20120417
L Time 14.23
hw/_ INSTRUM spect
PROBHD 5 mm QNP 1H/1
2 PULPROG zg30
TD 32768
SOLVENT Acetone
NS 8
= DS 2
m SWH 4789.272 Hz
FIDRES 0.146357 H=z
8b AQ 3.4210291 sec
RG 1024
DW 104 .400 usec
DE 6.00 usec
TE 298.2 K
D1 1.00000000 sec
‘DO al
======== CHANNEL fl ========
NUC1 1H
Pl 12.10 usec
PL1 -3.00 dB
SFO1 400.1322007 MHzZ
F2 - Processing parameters
ST 32768
SF 400.1300064 MHz
WDW o
SSB 0
LB 0.00 Hz
GB aQ
BC 1.00

10 9 8 7 6 5 4 3 2 1 ppm
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8b

SO,F

LME4033_13C
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131.97

131.04
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Current Data Parameters

dB
MHz

MHz

Hz

ppm

MHz

Hz

MHz

Hz

NAME LME4033
EXPNO 3
PROCNC 1
F2 - Acquisition Parameters
Date 20120417
Time 15.08
INSTRUM spect
FPROBHD 5 mm QNP 1H/1
PULPROG Zopgy30
TD 65526
SOLVENT Acetone
NS 2048
DS 4
SWH 23980.814
FIDRES 0.365318
AO 1.3664756
RG 512
oW 20.850
DE &.00
TE 298.2
D1 1.00006000
411 0.03000000
DELTA 0.85995998
TDO 2
======== CHANNEL fl ====
NUCL 13C
Bl 14.50
PL1 3.00
SFO1 100.6228303
======== CHANNEL f2 ====
CPDPRG2 waltzls
NOUC2 1H
PCPD2 80.00
PL2 -3.00
PL1Z2 11.45
PL13 25.00
SFC2 400.1318006
Fl - Acquisition parameters
NDO 1
TD 256
SFO1 100.6228
FIDRES 3.208250
SW 9.938
FnMCDE Echo-Antiecho
F2 - Processing parameters
81 32768
SF 100.5126800
WDW no
S8R 1]
LB 0.00
GB 1]
PC 1.40
Fl - Processing parameters
s 1024
MC2 echo-antiecho
SF 100.5046953
WDW QOSINE
S53B 2
iB 0.30
GB 0.1
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IME4033_19F

-

o

64

(<O

Current Data Parameters

L NAME LME4033
ﬁw/_ EXPNO 1
) PROCNO 1
F2 - Acquisition Parameters
Date 20120801
7 Time 11.18
m INSTRUM ) spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn
8b TD 131072
SOLVENT Acetone
NS 16
DS 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767668 sec
RG 203
DW 4.400 usec
DE 10.00 usec
TE 298.1 K
Dl 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 19F
Pl 14.90 usec
PL1 -1.30 dB
PL1W 20.66949272 W
SFO1 376.4983660 MHz
======== CHANNEL f2 ========
CPEDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555943 W
PL12W 0.48589671 W
SFQ2 400.1316005 MHz
F2 - Processing parameters
SI 65536
SF 376.4985467 MHz
WD no
SsSB 0
LB 0.00 Hz
T T r T GB 0
_ _ _ _ Tec 1.00
100 50 -100

ppm
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D@ <O
M M m w % % % ILME4034 Current Data Parameters

NAME LME4034
0 B b~ o~ EXPNO 2
PROCNO i
/\ /\ F2 - Acguisition Parameters
Date 20120417
(TR Time 12.17
N INSTRUM spect
(@) PROBHD 5 mm QNP 1H/1
() PULFROG zg30
TD 32768
SOLVENT Acetone
NS 8
— DS 2
SWH 4789.272 Hz
FIDRES 0.146157 Hz
AQ 3.4210291 sec
9b RG 1024
DW 104.400 usec
DE 6.00 usec
TE 298.2 K
Dl 1.00000000 sec
TDC 1,
======== CHANNEL f1 ========
NUCL 1H
Pl 12.10 usec
PL1 -3.00 dB
SFOl1 400.1322007 MHz
F2 - Processing parameters
sI 32768
SF 400.1300055 MHz
WDW no
SSB 0
LB ¢.00 Hz
GB 0
PC 1.00
|
i |
T T I [ T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
o o
=} o
— o
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9b

SO,F

140.47

LME4034 1i3C
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Current. Data Parameters

NAME LME4034
EXPNO 3
PROCNC 1

F2 - Acquisition Parameters
Date_ 20120418

Time 10.09
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG 2gpg30

D 65536
SOLVENT Acetone

NS 2048

bs 4

SWH 23280.814 Hz
FIDRES 0.365218 Hz
AQ 1.3664756 sec
RG 512

oW 20.850 usec
bE .00 usec
TE 298.2 K

D1 1.00000000 sec
dii 0.03000000 sec
DELTA 0.83992998 sec
TDO 2
======== CHANNEL fl =s=======
NUC1 13C

P1 14.50 usec
PL1 3.00 dB
SFOL 100.6228303 MHz
—======= CHANNEL £2 ========
CPDPRG2 waltzlé

NUC2 1H
BCPD2 80.00 usec
PL2 -3.00 4B
PL12 11.45 dB
PLA13 25.00 dB
SFO2 400.1318006 MHz

mw.bnﬂcwmwﬂwDU©WHm3mnmﬂm
NDO i

D 256
SFO1 100.6228 MH=z
FIDRES 3.206250 Hz
5W 9.938 ppm
FnMODE Echo-Antieche
F2 - Processing parameters
51 32768
SF 100.6126787 MHz
WDW no
558 a
LB 0.00 Hz
GB 0
pC - 1.40
F1l - Processing parameters
5I 1024
MC2 echo-antiecho
SF 100.5046953 MH=zZ
WDW QSINE
SSB 2
1B 0.3C Hz
GB 0.1
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IME4034_19F

WL

64

(<O

Current Data Parameters

L NAME _IMF4034
o) EXENO 1
N PROCNO 1
F2 - Acquisition Parameters
Date - 20120801
— Time 11.21
: INSTRUM spect
‘PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn
9b ™ 131072
SOLVENT Acetone
N3 16
D5 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
N AQ 0.5767668 sec
RG 203
DW 4.400 usec
DE 10.00 usec
TE 298.1 K
D1 . 1.00000000 sec
D1l 0.03000000 sec
D12 0.00002000 sec
TDO i
======== CHANNEL f R
Nucl 19F
. Pl 14.20 usec
PL1 -1.30 dB
PLIW 20.66949272 W
SFOL 376.4983660 MHz
======== CHANNEL f2 ========
CEDPRG2 waltzlé
NUCZ2 1H
PCPD2 80.00 usec
PL2 0.50 dB
PL12 15.33°dB
BL2W 14,.77555943 W
PL1ZW 0.48589671 W
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 65536
SF 376.4985467 MHz
WDW no
S8B ' 0
LB 0.00 Hz
. GB ; o]
| j j " T I I I ! Tpc ) 1.00
100 50 0 -50 -100

ppm
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7.260
7.032

SO,F

10b

bfro105802 1H

2.642
2.638
2.347
1.562

6.28

<)

BRUKER
()

current Data Parameters
NAME bfr0105802
EXPNO 1
PROCNC 1
F2 - Acgulsition Parameters
Date_ 20120217
Time 11,45
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PUT,PROG 2g30
TD 32768
SOLVENT CDC13
ws 8
DS 2
SWH 4789.272 Hz
FIDRES 0.146157 Hz
AQ 3.4210291 sec
RG 90.5
oW 104.400 usec
DE 6.00 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl =====a==
NUC1 1H
P1 9.80 usec
PLL 1.80 dB
SFO1 400.1322007 MH=z
F2 - Processing parameters
ST 32768
SF 400.1300092 MHz
WDW EM
SSB 0
1B 0.00 Hz
GB 0
BC 1.00
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e

10b

SO,F

bfro105802 13C

145,17

140,20
131.98

e

n
™
o
o™
—

/

131.95
129.15

W E—

76.84
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Current Data Parameters

NAME Lfr0105802
EXPNC 2
PROCNG 1

FZ - Acquisiticn Parameters
Date_ 20120217
Time 12.08
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPRCG zgpg30

TD 65536
SOLVENT €DCl3

NS 683

D3 42

SWH 233%80.814 Hz
FIDRES 0.36539138 Hz
AD 1.3664756 sec
RG 8192

DW 20.850 usec
DE 6.00 usec
TE 288.2 K
D1 1.00000Q000 sec
dil 0.03000000 sec
DELTA 0.89399398 seq
TDO 1
z===m===s= CHANNEL fl1 =====s==
NUC1 13C

Pl 17.50 usec
PL1 3.00 dB
SFO1 100.6228303 MHz
======== CHANNEL f2 =—==—===--
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usgec
PLZ 1.80 4B
PL12 18.10 a8
PL13 25.00 dB
SFO2 400.1318006 MHz

Fl - Acquisition parameters

NDO 1

TD 256
SFOL 100.6228 MHz
FIDRES 3.906250 Hz
SW 2.3%38 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
sI 32768

8F 100.6127551 MHz
WDW EM

SSB 3]

LB 1.00 Hz
GB 4]

PC 1.40

Fl - Processing parameters
51 1024

MC2 echo-antieche

SF 100.50465953 MHz
WDW QSINE

858 2

LB 0.30 Hz
GB 0.1
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BFRO1058 19F

#2..31

(<O

Current Data Parameters

NAME BFR01058
L EXPNO i
N PROCNO i
o]
n F2 - Acguisition Parameters
Date 20120801
Time 11.57
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgfhiggn
D 131072
10b SOLVENT CD3CH
NS 16
DS i
SWH 113636.367 Hz
FIDRES d 0.866877 Hz
AQ 0.5767668 sec
RG 203
DW 4.400 usec
DE 10.00 usec
TE 298.1 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1
======== CHANNEL fl ===—====
NUC1 19F
Pl 14.90 usec
PL1 -1.30 dB
PL1W 20.66949272 W
SFO1 376.4983660 MHz
======== CHANNEL £2 ==—=====
CPDPRG2 waltzl6
NUC2 14
PCED2Z 80.00 usec
PL2 0.50 dB
PT12 15.33 dB
PL2W 14.77555943 W
PL12W 0.48589671 W
SFO2 400.1316005 MHz
F2 - Processing parameters
5I 65536
SE . 376.4985522 MHz
WDW no
SSB 0
LB 0.00 Hz
: , ; . GB 0
_ _ _ Tec 1,00
100 50 =100

ppm
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® o NI P 8335 Data P t
ik QAR 22K mRER waws L meso70se:
-~ o~ Fas B aa B B B B o o oS — EXPNQ 1
L PROCNO 1
N
O /\ / F2 - Acquisition Parameters
%2 Date_ 20121212
Time i35
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG zg30
TD 32768
SCLVENT CDCL3
11b - e
bor] 2
SWH 4789.272 Hz
i FIDRES 8.146157 Hz
AQ 3.4210291 sec
RG 1024
DW 104.400 usec
DE 6.00 usec
TE 288.2 K
D1 1.00000000 sec
TDO %
con=s==a CHANNEL f1 s=s=====
NUCL 1K
Pl 12.10 usec
pL1 -3.00 dB
SFO1 400.1322007 MHz
F2 - Processing parameters
ST 32768
sP 400.1299982 MHz
WDW no
S5B o
LB £.00 Hz
GB o
h=lel 1.00
|
f !
.,.r A R 2
I T , R RRRAREREES
10 4 3 1 ppm
s n o g
g [ o o™
™ — — ©
o
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bfr0104901 13C

w o n w -
o o ~NoH o m 0 om oo
w P i # <+ - @ W ™Yo W o~
n o W o i G E Pl - 4 -
"o m SRS I == .
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_ / < /
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. - A _ o
LI T T T T T T I T T E T I T T ¥ T T T T l
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Cur

rent Data Parameters

NAME bfr0104501
EXPNO 2
PROCND i

F2 - Acquisition Parameters
Date_ 20120217
Time 13.01
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG 2gpg30

TD 65536
SOLVENT CDC13

NS 300

DS 4

SWH 23280.814 Hz
FIDRES 0.365918 Hz
AQ 1.3664756 sec
RG 2580.3

B 20.850 usec
DE 6.00 usec
TE 298.2 K
D1 1.00000000 sec
dil 0.03000000 sec
DELTA 0.899599398 sec
DO 1
======== (HANNEL f1 =====sc=
NUC1 13C

Pl 17.50 usec
PL1l 3.00 4B
SFQ1 100.6228303 MHz

CHANNEL £2

CPDPRG2 waltzlg

NUC2 iH
PCPD2 80.00 usec
PL2 1.80 dB
PL12 18.10 4B
PL13 25.00 dB
SF02 400.1318006 MHz .
Fl - Acquisition parameters
NDO 1

™D 256

SFO1 100.6228 MHz
FIDRES 3.906250 Hz
sw 9.528 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
SI 32768

sF 1006.6127557 MHz
WDW EM

SS5B 0

LB 1.00 Hz
GB o

PC 1.40

Fl - Processing parameters
51 1024

mMC2 eche-antiecho

SF 100.5046953 MHz
WDW QSINE

S8B 2

LB 0.30 Hz
GB 0.1
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BFR0O104801 1%F

.08

S

Current Data Parameters

NAME BFRO104901
EXPNO 1
PROCNO 1
L o
N F2 - Acquisition Parameters
@) Date 20120801
2 Time 12,02
INSTRUM spect
PROBHD -5 mm PAEBO BB-
PULPROG zgfhiggn
TD 131072
SOLVENT CD3CN
NS 16
11b oS 4
SWH 113636.367 Hz
FIDRES 0.866%77 Hz
AQ 0.5767668 sec
RG 203
oW 4,400 usec
DE 10.00 usec
TE 298.1 K
D1 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO 1:
====mmm== CHANNEL fl =====—===
NUC1 18F
Pl 14.90 usec
PL1 -1.30 dB
PL1W 20.66949272 W
SFO1 376.4983660 MHz
====m=== CHANNEL {2 ===—====
CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555943 W
PL1Z2W 0.48589671 W
SFO2 400.1316005 MH=z
F2 - Processing parameters
ST 65536
3F 376.4985522 MHz
WDW no
38B . 0
LB 0.00 Hz
5 . . . GB 0
_ 4 , Tec 1.00
100 -100

ppm
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1.00
0.99

LB

AN AMNON DA WNNONO0 O H W
tE LR LRI E LME4032_UVEraction g h SRR
00 €0 00 00 00 €0 O 0 0O O W [ [~ [~ [~ [~ [~ [~ EXPNO 3
PROCNO 1
% % F2 - Acquisition Parameters
Date 20120413
Time 15.19
INSTRUM spect
PROBHD 5 mm QNP 1H/1
PULPROG zg30
L ™ 32768
(@) SOLVENT Acetone
N NS 8
A Ds 2
SWH 4789.272 H=
%) FIDRES 0.146157 Hz
aQ 3.4210291 sec
RG 1024
oW 104 400 usec
\_NU DE 6.00 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUCL 1H
Pl 12.10 usec
PL1 -3.00 d=
SFOl1 400.1322007 MHz
F2 - Processing parameters
ST 32768
SF 400.1300064 MHz
WDW no
58B sl
LB 0.00 Hz
GB [+
EC i.00
| I
1
7 T I T ] T T i | 1 T f i
10 2 8 7 1 B 4 3 2 1 rpm



SO,F

12b
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139.46
139.43

<#
@
o
Lo}
-

138.82

131.18

[ae]
=
1
m
~

129.84

T
200

T
1920

T
180

T
170

T
160

T
150

T
140

T
130

T
120

T
110

]
100

T
20

T
80

T
70

T
60

T
50

T
40

T
30

20

10 ppm

Current Data Parameters

NAME IME4032
EXPNC 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20120413

Time 16.07
IHSTRUM spect
PRCBHD 5 mm QNP 1H/1
PULPROG zgpg30

TD 65536
SOLVENT Acetaone

NS 2048

DS 4

SWH 23980.814 H=z
FIDRES 0.3659%18 Hz
20 1.3664756 sec
RG 512

DW 20.850 usec
DE 6.00 usec
TE 298.2 K

Dl 1.00000000 sec
dii 0.03000000 sec
DELTA 0.89999598 sec
TDO 2
—======= CHANNEL fl =======-
NUC1 13¢

Pl 14.50 usec
PL1 3.00 dB
SFQ1 100.6228303 MHz
ss====== CHBNNEL £2 ========
CPDPRG2 waltzlé

Nuc2 1H
PCPD2 80.00 usec
PL2 -3.00 dB
PL12 11.45 dB
PL13 25.00 @B
SF02 400.13218006 MHz

Fl - Acquisition parameters

NDO 1

TD 256
SFO1 100.6228 MHz
FIDRES 3.906250 Hz
SW 8.5838 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
51 32768

SF 100.6126787 MHz
WDW no

S8R Q

B 0.00 Hz
GB 4]

PC 1.40

Fl - Processing parameters
51 1024

MC2 echo-antiecho

SF 100.5046553 MHz
WDW QSTNE

S5B 2

LB 0.30 Hz
GB 0.1
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'LME4032_19F

70.19

BRUKER
(<O

Current Data Parameters

L NAME LME4032
m% EXPNO 1
) PROCNO 1
AN s i
F2 - Acquisition Parameters
/ %) Date_ 20120801
Time 11.24
INSTRUM spect
12b PROBHD 5 mm PARBO BB-
PULPROG zgfhiggn
TD 131072
SOLVENT Acetone
N3 16
DS , 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767668 sec
RG 203
DW 4.400 usec
DE 10.00 usec
TE 298.1 K
Dl 1.00000000 sec
D11 0.03000000 sec
D12 0.00002000 sec
TDO ’ 1
======== CHANNEL fl ========
NUC1 19F
Pl 14,90 usec
PL1 -1.30 dB
PL1W 20.66949272 W
SFO1 376.4983660 MHz
m======= CHANNEL f2 ========
CEDPRG2 . waltzlé
NUC2 18
PCPD2 80,00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555943 W
PL1Z2W 0.4858%671 W
SFQO2 400.1316005 MHz
F2 =~ Processing parameters
ST 65536
SF 376.4985467 MHz
WDW ne
SSB 0
LB 0.00 Hz
. . . § . GB 0
I _ _ EC 1.00
100 -100
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~
(o] H ™
& e LME4099 F1 EUpTRRY Rakh, Patl s
9 i
@ @@ EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
L Date_ 20120718
N Time 16.10
(@) INSTRUM spect
(%)) PRCBHD 5 mm QNP 1H/1
PULPROG 2g30
D 32768
SOLVENT Acetone
NS 8
m ns 2
O SWH 478%.272 Hz
FIDRES 0.146157 Hz
14b a0 3.4210291 sec
RG 1024
DwW 104 .400 usec
DE 6.00 usec
TE 301.2 K
D1 1.00000000 sec
TDO i
======== CHANNEL fl ========
NUCL 1H
Pl 12.10 usec
PLl -3.00 dB
SFOL 400.1322007 MHz
F2 - Processing parameters
ST 32768
% SF 400.1300060 MH=z
WDW no
5SB Q
LB 0.00 Hz
GB 0
PC 1.00
|
|
T i T T T T T T 7 e T —
i0 9 8 7 6 5 4 3 2 1 ppm
o w
o o
— ~
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Current Data Parameters

NAME TME4099

EXPNOQ 4

PROCNO 1

F2 - Acquisition Parameters

Date_ 20120718

Time 16.56

TNSTRUM spect

PROBHD 5 mm QNP 1H/1

PULPROG zgpg30

TD £5536

SOLVENT Beetone

NS 8192

bs 4

SWH 23980.814 Hz

FIDRES 0.365918 Hz

AQ 1.2664756¢ sec

RG 512

DW 20.850 usec

DE 6.00 usec

TE 301.2 K

Di 1.00000000 sec

dil 0.03000000 sec

DELTA 0.89999998 secC

TDO 8

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

NUCL 13¢

Pl 14.50 usec

PLL 3.00 dB

SFOl 100.6228303 MHz
CHANNEL f2

CPDFRG2 waltzl6e

NUC2 1H

BCPD2 80.00 usec

PL2 -3.00 dB

PL12 11.45 dB

PL13 25,00 dB

5F02 400.1318006 MHZ

¥l - Acguisition parameters

NDO 1

TD 256

SFO1 100.6228 MHz

FIDRES 3.306250 Hz

= 9.538 ppm

FoMODE Echo-Antiecho

F2 - Processing parameters

51 32768
8F 100.6126767 MHz
WDW no
S8B ¢
LB 0.00 Hz
GB i}
BC 1.40
Fl - Processing parameters
SI 1024
MC2 echo-antiecho
SF 1006.5046353 MHz
WDW QSINE
SS8B 2
LB 0.3C Hz
GB 0.1
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IME4099

B

63.5

BROKER
LD

Current Data Parameters

NAME LME4099
EXPNOQ 1
w PROCNO 1
N
o F2 - Acquisition Parameters
n Date_ 20120801
Time 11.05
INSTRUM spect
O PROBHD 5 mm PABBO BB-
I PULPRCG zgfhiggn
o TD 131072
SOLVENT - Acetone
14b NS 16
DS 4 -
SWH 113636.367 Hz
FIDRES 0.866977 Hz
D 0.5767668 sec
RG 203
DW 4.400 usec
DE 10.00 usec
TE 298.0 K
D1 1.00000000 sec
D11l 0.03000000 sec
Diz 0.00002000 sec
TDO il
======== CHANNEL f1 ======—=
NUC1 19F
Pl 14.90 usec
PL1 -1.30 dB
PL1W 20.66949272 W
SFOL 376.4983660 MHz
CHANNEL f£2
CPDPRG2 waltzlé
NUC2 iH
PCPD2 80.00 usec
PL2 0.50 dB
PL12 15.33 dB
PL2W 14.77555943 W
PL12W 0.48589671 W
SFC2 400.1316005 MH=z
F2 - Processing parameters
SI 65536
SE 376.4985467 MHz
WDW ne
SSB 0
LB 0.00 H=z
T — _ I I —SB g
BC 1.00
100 50 -50 -100

Ppm
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