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PROCNO 1
F2 - Acquisition Parameters
Date__ 20070521
Time 15.28
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zg30
TD 65536
SOLVENT CcDC13
NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
aQ 3.1720407 sec
RG 101.6
= D 48.400 usec
~ DE 6.00 usec
15} TE 298.2 K
L) Dl 0.15000001 sec
. — TDO 1
m —======= CHANNEL fl ========
= NUC1 iH
) Pl 15.00 usec
[ PL1 1.60 dB
.m SFO1 500.1330885 MHz
% F2 - Processing parameters
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1) SF 500.1300143 MHz
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Current Data Parameters
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N-benzyl-2-bromobenzenesulfonamide (1)
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NAME AR_1_223
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20070521

Time 15.32
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 768

DS 4

SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912410 sec
RG 11585.2

Dw 16.650 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
dii 0.03000000 sec
DELTA 0.05000000 sec
TDO 1
======== CHANNEL fl ========
NUCL 13C

Pl 10.00 usec
PL1 3.30 @B
SFO1 125.7703643 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.60 @B
PL12 16.14 dB
PL13 10.00 dB
SFO2 500.1320005 MHz
F2 - Processing parameters
SI 32768

SF 125.7577890 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Methyl 2-(2-benzyl-3-isothiazoline-1-yl)ethanoate 1,1' d



Current Data Parameters
NAME AR_1_224
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070521
Time 19.29
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1720407 sec
RG 181
DW 48.400 usec
DE 6.00 usec
TE 298.2 K
Dl 0.15000001 sec
TDO 1
======== CHANNEL fl ========
NUCl 1H
Pl 15.00 usec
PL1 1.60 dB
SFOl1 500.1330885 MHz
F2 - Processing parameters
ST 32768
SF 500.1300139 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
: _ F PC 1.00
! , |
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Methyl 2-(2-benzyl-3-isothiazoline-1-yl)ethanoate 1,1' d
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NAME AR_1_224
EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070521
Time 19.41
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 512
DS 4
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912410 sec
RG 13004
DwW 16.650 usec
DE 6.00 usec
TE 298.2 K
DL 0.15000001 sec
dil 0.03000000 sec
DELTA 0.05000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 10.00 usec
PL1 3.30 dB
SFO1 125.7703643 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.60 dB
PL12 16.14 dB
PL13 10.00 dB
SFO2 500.1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577890 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
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Ethyl 2-(2-benzyl-3-isothiazoline-1-yl)ethanoate 1,1' dioxide (3)

PROTON CDC13 opt/topspin kyoung 5 8
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Current Data Parameters

NAME KYy-1-166
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date__ 20070619
Time 16.14
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1720407 sec
RG 724.1

Dw 48.400 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 15.00 usec
PL1 1.60 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
ST 32768

SF 500.1298226 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0
ﬁ PC 1.00
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Ethyl 2-(2-benzyl-3-isothiazoline-1-yl)ethanoate 1,1' d
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3 = Current Data Parameters
< o NAME KY-1-166
o i - EXPNO 2
M PROCNO 1
_ | F2 - Acquisition Parameters
Date_ 20070619
Time 16.26
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 512
DS 4
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912410 sec
RG 13004
oW 16.650 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
diil 0.03000000 sec
DELTA 0.05000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13¢C
Pl 11.00 usec
PL1 2.20 dB
SFO1 125.7703643 MHz
CHANNEL f2
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.60 dB
PL12 16.14 dB
PL13 10.00 dB
SFO02 500.1320005 MHz
F2 - Processing parameters
SI 32768
; SF 125.7577453 MHz
e " | — WDW EM
M N SSB 0
LB 1.00 Hz
GB o]
I I T I I T I I i T I BC 1.40
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters

2-(2-Benzyl-3-isothiazoline-1-yl)ethanoic acid 1,1' dioxide (4)

NAME AR_1_233
EXPNO 11
PROCNO 1

F2 - Acquisition Parameters
Date_ 20070521

Time 18.32
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

Ds 2

SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1720407 sec
RG 203.2

Dw 48.400 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
TDO 1
======== CHANNEL fl ========
NUCL 1H

Pl 15.00 usec
PL1 1.60 dB
SFOL1 500.1330885 MHz
F2 - Processing parameters
ST 32768

SF 500.1300150 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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2-(2-Benzyl-3-isothiazoline-1-yl)ethanoic acid 1,1' dioxide (4)
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NAME AR_1_233
/ EXPNO 12
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070521
Time 18.43
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 512
DS 4
SWH 30030.029 Hz
FIDRES 0.458222 Hz
aAQ 1.0912410 sec
RG 14596.5
DW 16.650 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
dil 0.03000000 sec
DELTA 0.05000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13c
Pl 10.00 usec
PL1 3.30 aB
SFO1 125.7703643 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.60 dB
PL12 16.14 dB
PL13 10.00 dB
SFO2 500.1320005 MHz
F2 - Processing parameters
ST 32768
SF 125.7577943 MHz
WDW EM
| ssB 0
LB 1.00 Hz
S— GB 0
1 T T T T T T " I " I " T T PC 1.40
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2-Benzyl-3-(2-propyl)isothiazoline-1-one 1,1' dioxide (5)
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2-Benzyl-3-(2-propyl)isothiazoline-1-one 1,1'd

(<O

HaME FSL10-3489
EXPHO Fi
FROCHD 1
Dake_ 20080319
20,51
Epack
S mm CPOUL 13C
zgpg 30
65534
Lad s an B
763
4
IDG30n. 028
0. 458222
1.0912410 sec
145%98.5

16.650 uwsec
6,00 umeas

?08.2 K
3.15000001 =sec
Q03000000 sec
G.0=2000000 sec
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2-Benzyl-3-(2-propyl)isothiazoline-1-one 1,1' dioxide (6)

bty FRAU L I
B2 saks e

20071127

13.41

spact

5 mm CPLDUL 13C

10330.578 Hz
0.157632 He
31,1720407 sec
40.3

48,400 usec
B.00 usee
288.2 K
0.15000001 aec
1

CHANKEL fl ========
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2-Benzyl-3-(2-propyl)isothiazoline-1-one 1,1'd

174.

PEL-4-527
2

FROCHC: 1
Date,. 20071127
Tima 131.49
IHSTRIM spect
FROEHI 5 mm CPOOL 13C
PULPREG zgpgdd
hiel E5535
SOLVEMNT HedD
HMs 336
ns &
S 3403170.039 H=z
FIDORES 1.458222 Hz
B L.D912410 sex
G 9195.2
s 16.650 usec
IE 6.00 usac
TE 498.2 K
s (. 15060001 sac
all C. 03000000 sec
DELTA b 05000000 sec
T 1
ssssssss CHARMEL fl ssssssss
Mol iic
Pl 11.00 usec
FLl 2.20 4B
SFOL 135.77036d3 HHz
======== CHANMEL f3 ========
CPDRPRGZ waltzld
HOCZ 1H
BCEDZ 0. D0 usec
PLZ L.69 4B
FL1Z 16.14 4B
PL13 10,00 4B
SFOZ 500, 1320005 HHz
51 12764
aF 123, 7575628 MHz
WD EM
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GEB H
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2-Benzyl-3-(2-cyclopentyl)isothiazoline-1-one 1,1' dioxide (7) o
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2-Benzyl-3-(2-cyclopentyl)isothiazoline-1-one 1,1' dioxide (7)
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Current Dats PATANCCETS
NAME EW=-1-25-4
EXFND 2
FROCHG 1
F3 Aequinieion Paranerars
Lo b _ 200710ES
Time 2,500
TRSTRUK spooh
PROBHD S mn CPLOUL 13<
PULFENE apglii
TO £5536
SOLVENT CLC13
HE a0n
o]
_ G g 5
| PIDRES . 450222 Hz
1 A 1.0912410 sec
RG 145065
e LE. 450 anes
LE 0,00 asec
| TI= 2882 X
=11 0.1500000) @ac
4 i O 05000000 mec
CELTA 0, 205000000 sec
DD 1
srErwerr CHANREL f1 roowosee
KIEZ1 130
Pl 11.00 usec
MLl 2.20 de
srl 1259703643 MHz
== CHARBIEL [ ==e==me=
=1 walbzlh
1H
BO.DD usen
FL2 1.60 de
| FL12 10,14 B
FL13 10.00 4B
TSRO 500.1320005 MHz
Fi — Frocessing paramaters
ET 32TeA
ZF 125. 7577200 HH:
M " - "
S5B ]
LB 1.00 Hz
1
T I I T T T T o L L - _h.f_“ 1.40
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2-(2-Cyclohexyl-3-isothiazoline-1-yl)ethanoic acid 1,1' dioxide (8)
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Current Data Parameters

HAME PSL4_1 326_5
EXKFHO 1
PROCHO 1

F2 = moquisiticon Parameters
Date_ 20070521

Time 22.28
IMSTRLUN spact
PROBHD S mm CEFIMIL 13C
PULFROG =gli0

D BS536
SOLVENT CDC13

HE le

oE e

SWH 10330.578 Hs
FIDRES 0.157632 Hz
il 3.1720407 sac
R3 45,1

oW 48,400 usac
LE E.DD uses
TE 28B.2 K

Il 0.1500C0001 sec
TDO 1
e TE 118 n T ) AT e—
Hul 1H

Bl L5.00 yusec
PL1 1.60 4B
SF0l SO00.1330BES MH=
Fl - Processing paramebars
51 12T7EB

5F 500.1300134 MH=
WWIHN EM

55E o

LB 0.30 Hz
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icacid 1,1' di

2-(2-Cyclohexyl-3-isothiazoline-1-yl)ethano

Cl3CPD CDC13 opt/topspin arclfe 9

MLME PSLA_1_3:6_%
EXFRGC 2
PRCCHO 1
Tate_ 20070521
Time 22.48
INSTROM gpact
PROBHD 3 mm CFDOUL 13C
FULFROG zgpgd

o 65536
SOLVENT COC13

o] 168

o8 4

SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912410 sec
Rz 11585.2

e 15.650 usec
DE 6.00 usec
TE 28B.2 K
ol 0, 15000001 pac
dll 0.03000000 sec
DELTA 0.05000000 ses
e e 1

10.00 usec

1 i I ! ||

T
200 180 160 140 120

3.30 4B
SFO1 125.7703643 MHz
=s====== CHEANWEL 2 ========
CFDFPRGE waltzlh
NOo2 1=
PCED2 B0.00 usac
PL2 1.60 48
FL1Z 16.14 4B
PFLL3 1¢.00 de
SF02 500.1320005 MH=
51 A2TEE
gF 125.75B031% MH=z
Uy EM
3R o
LB 1.00 Hez
Ho] ]
_Tu 1.40
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Ethyl 2-(2-benzyl-6-fluoro-3-isothiazoline-1-yl)ethanoate 1,1’ dioxide (9)

PROTON CDC13 opt/topspin arolfe 7
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7.097
7.092
7.080
7.076
4.793
4.782
4.779
4.769
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Current Data Parameters
NAME Ky_1 149_3
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

SFOl

ST
SF
WDW
SSB
LB
GB
PC

e

— —
8 7 6 5

N 1

1
T
@ (w0 N e &a(5 |
OllriNi—lO (=] =}{=) -

1 ppm

20070521
20.27
spect

5 mm CPDUL 13C
zg30

65536
cDel3

16

2
10330.578
0.157632
3.1720407
64

48.400
6.00

298.2
0.15000001

500.1330885

32768
500.1300143

EM

0
0.30
0
1.00

Hz
Hz
sec

usec
usec

sec

F2 - Processing parameters

MHz

Hz
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10X1

Ethyl 2-(2-benzyl-6-fluoro-3-isothiazoline-1-yl)ethanoate 1,1’ d
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Current Data Parameters

NAME Ky_1_149_3
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070521
Time 20.39
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 512
DS 4
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912410 sec
RG 11585.2
DW 16.650 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
dil 0.03000000 sec
DELTA 0.05000000 sec
TDO 1
======== CHANNEL fl ========
NUCL 13C
Pl 10.00 usec
PL1 3.30 dB
SFOL 125.7703643 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.60 dB
PL12 16.14 dB
PL13 10.00 dB
SFO2 500.1320005 MHz
F2 - Processing parameters
ST 32768
SF 125.7580317 MHz
s L WDwW EM
SSB 0
LB 1.00 Hz
GB 0
T T I I ] 1 I I T 1 T Tpc 1.40
200 180 160 140 120 100 80 60 40 20 0 ppm

ic acid 1,1’ dioxide (10)

2-(6-Fluoro-2-octyl-3-isothiazolinel-yl)ethano



PROTON CDC13 opt/topspin arolfe 8 g
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Current Data Parameters
NAME PSL4_1_339_10
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20070521
Time 21.25
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1720407 sec
RG 50.8
DW 48.400 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 15.00 usec
PL1 1.60 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
ST 32768
SF 500.1300140 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
P P * PC 1.00
e
I T T T I T T I T
9 8 7 6 5 4 2 1 ppm




ic acid 1,1’ dioxide (10)

2-(6-Fluoro-2-octyl-3-isothiazolinel-yl)ethano
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Current Data Parameters

200 180 160 140

T
120

80

60

usec

daB
dB
MHz

MHz

Hz

NAME PSL4_1_339_10
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070521
Time 21.42
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 768
DS 4
SWH 30030.029
FIDRES 0.458222
AQ 1.0912410
RG 11585.2
DwW 16.650
DE 6.00
TE 298.2
D1 0.15000001
dil 0.03000000
DELTA 0.05000000
TDO 1
======== CHANNEL fl1 ====
NUC1 13¢C
Pl 10.00
PL1 3.30
SFO1 125.7703643
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 1.60
PL12 16.14
PL13 10.00
SFO2 500.1320005
F2 - Processing parameters
ST 32768
SF 125.7580326
WDW EM
SSB 0
LB 1.00
_GB 0
'PC 1.40

ppm



Ethyl 2-(2-(4-chlororbenzyl-3-isothiazoline-1-yl)ethanoate 1,1' dioxide (11)
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Ethyl 2-(2-(4-chlororbenzyl-3-isothiazoline-1-yl)ethanoate 1,1' dioxide (11)
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C13CPD CDC13 Dﬁ_..urcn_mbm.z .m_H..c“_..m.....

Currant Data Paramsbers
HAME ELa-1=-367=-8
EXFHD F
PRCCHD

S

Fi = Bogquisition Parameters
Date 20071022
Tima 23.04
INSTRI BDECT
PRECEHD S mm CPOUL 130
PULEROG zgpgil
TD BER3G
SOLVERT coell
ago
4
30,025
458222
i.0912410
13004
16.650 usec
.00 ugec
2UB.Z K
¢.15000001 sac
4.03000000 sec
0.05000000 sec
1

= CHAMNEL ] =====sa=

rcl 13C

F1 11.00 usec
PL1 2.20 dB
SF01 125.7T03643 MHz

PL1] 10,00 dE

1 EPO2 5001320005 WMz
Fl - Processing parameters
5T 32768

&F TTES0 WHz
J W EM
558 il
LE 1.00 Hz
. P S . _ | : ———p—n . ﬁw . ._M

200 180 160 140 120 100 80 60 40 20 0 ppm
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2-(2-Cyclohexyl-6-fluoro-3-isothiazoline-1-yl)ethanoic acid 1,1' dioxide (12)

PROTON CDC13

t/topspin arclfe 15

3

2 B R
=
—
—

Current Data Parameters

HAME FPELA-1-33%-5
EXERD 1
FROCHD 1

Fl - Acpuimiticn Parameteara

Dake_ 6070929
Tima 2. 0B
THSTRUN ARGREE
PROBHD 5 man CPDUL 13T
POLEROG Ll
D B5S36
SOLVENT Co{13
HE 18
D8 ]
SWH 19330.578 H=z
FIDRES 0.157632 Hz
A 5.1720407 sec
b !c] ané.d
W 48400 usec
DE b QD uses
TE 208.2 B
hrad GLASGRN00] =eac
T 1
emmmmnas CHANHNEL f]l sssss===
MICL LR
Fl 15.00 uaac
FL1 1.60 4B
EFOL S00.1L330885 MH=
Fi - Processing DATANSCErS
=28 312TaE
ZF 500.110012Z5 HMH=
WD EH
BEE Q
LE 0.30 Hz
ar 4]
FC 1.0a
P [N B
| R I T T | T I T T
8 7 6 5 4 3 2 1 ppm
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HO

ic acid 1,1' dioxide (12)

2-(2-Cyclohexyl-6-fluoro-3-isothiazoline-1-yl)ethano

Cl3CPD CDC13 opt/topspin arclfe 15

BRGRER
(O

Current Data Paramsters

HAME FEL4-1-339-5
EXENG 2
EROCHD 1

F2 - Roguieition Farameters

Dake_ 20070929
Time 5.29
INSTRUM apect
FROBHD 5 mm CPDUL 130
FULFACG =gpa3l
™ 3
SOLVENT

NS

oa

SWH 30

FITRES 7.458222 Hz

13410 sac

F2 - Processing parameters

IZTEE
125, 7577850
EM

80

60

Q
1.00 Hz
o

1.40




Methyl 2-(4-methoxybenzyl-3-isothiazoline-1-yl)methanoate 1,1'

dioxide (13)

FROTOM CDC13 opt/topspin arglfe 3 aXIM

8= SO Oy B0 ED 00 00 M 0 G0 D LD e oo -
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b __ T B R RN | P S i i —  EROCKD 1
LnWle-_ ..I!ulllllEIIL oo 20070928
Time 1%.37
INSTEIN spect
FROEHD 5 mm CEDUL 130
i FULFROG 2530
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SCLVENT s K]
HE 15
ity 2
SWH 10330.574 Hz
FIDRES 0.157632 Hz
i A 31720407 sec
i RG 362
] e 4B. 400 usec
| | LE 6,00 ugac
_ | 1E 298.2 B
i 0.15000001 sec
fusli] 1
s==smsas CHAWNEL f1 ==
MTCl
PL 15.40
FL1 1,60 4B
sFOL S500.1330E85 M=
5L 3276R
EF 5001300147 MEz
[ I WD EM
_ | ] S9B [
_ Le 0.30 Hz
_ — GB o
7 ] { ] jass 1.00
| i

B T

T T T | I I T T T T
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Ethyl 2-(2-benzyl-5-(trifluoromethyl)isothiazoline-1-yl)ethanoate 1,1’

dioxide (13)

Cl3CPD CDC13 opt/topspin arolfe 3

BRGRER
(<O

g |
Ty

Current Data Parsmeteca
HAME K¥-1-143
EXFND 2
PROCHO 1
F2 - hoquisition Parameters
Dake 20070934
Time 20.00
TRSTRIR BpEct
PRCEHD 5 mm CPOUL 13C
PULPROG zapail
TD 65536
ECLNENT CDC13
RnE 1024
o= 2
SR 30030.029 n=z
FIDRES 0.458222 Hz
A 1.0012410 s
Rz 14535, 5
o 16.550 usas
OB 6.00 upsc
TE 298,2 B
ol 0, 15000001 @ec
dll 0, 93000000 =es
DELTA 0.95000000 e
T 1
zz==z==== CHAMNEL f1 ===z==z==
hubm 1ic
Pl 11.00 umes
PL1 2,20 dn
SR 1235 7703643 MH=z
sssssss= CHRANMEL £3 =ssss=s==
CPOFRE waltzlE
HCE 1H
BCEDR 80,00 usec
FL3 1.0 dE
PL12 16.14 de
PL13} 10.00 de
SFOZ 500,1320005 HEz
F2 = Pracessalng paranstars
21 32788
BF 125.7THVTE90 MEz
NIRY EN
SER L]
914 1.090 Hz

} e T T T T wm 1 _._M
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Ethyl 3-(2-(N-tert-butylsulfamoyl)-5-fluorophenyl)propanoate (14)

Cate 20071023

Tine Q.03
THETHIH spect
FROEHD % mm CPDUL 13C
FULPROG =gl
T E5536
SOLVENT [l
N3 16
hic] 2
SWH 10330.578 Mz
FIDRES 0.157632 Hz
g 31720407 mec
AG 224.1
v 48,400 uses
nE 6.00 wmes
TE 20H.2 K
ol 0.15000001 fac
T 1
=nmmmmen CHAHNEL [l ssssssss
M 1H
31 15.00 usec
L1 1.460 ds
EF01 500.1330085 MEz
ar 12768
aF 500.1300121 MEz
WO EM
agE a
LB 0,30 Hz
foi:] ]
BC 1.00
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Ethyl 3-(2-(N-tert-butylsulfamoyl)-5-fluorophenyl)propanoate (14)

C13CPD CDC13 opt/topspin arolfe 7

Co<)

(<O

HEMWE K¥-1-148-2
EXFNO 8
FROCIO 1

ra_ 20071023
Ting 0,21
IMSTAUM apact
EROEHD 5 mm CPDUL 13C
BULPROG zgpgil
T 45536
SOLVENT CLC13
HE aan
=] 4
SWH 30030.02% Hz
FIDRES D_45B222 Hz
AL 1.0812410 eec
Rz
e usec
LE wEas
TE K

2548.

15000001 sec

-0A0QO000 seo

D50GOG0N sec
1

o

CHANMEL £l sssaw

11.00 usec
2.20 az
125.77034643 MHz

= = CHAMMEL £2
CPOERG2

60 40 20 0 ppm



1sothiazoline-1-

COMe

(E)-2-(4-methoxybenzyl)-6-(3-oxobut-1-enyl)-3-(2-oxopropyl)

one (16)

PROTON CDC13 opt/topspin arolfe 7 8
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EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070809
Time 20.00
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zg30
D 65536
SOLVENT CDC13
NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1720407 sec
RG 114
Dw 48.400 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
TDO 1
======== CHANNEL fl ========
Nucl 1H
Pl 15.00 usec
PL1 1.60 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300138 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0

g PC 1.00

T T T

AR RAREE T T T T , T T T T , T "
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1sothiazol

COMe

(E)-2-(4-methoxybenzyl)-6-(3-oxobut-1-enyl)-3-(2-oxopropyl)

(16)

C1l3CPD CDC13 opt/topspin arolfe 7

5o

oo
A

) J

Co><)

(<O

Current Data Parameters

NAME PSL4-1-373-4
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070809
Time 20.18
INSTRUM spect
PROBHD 5 mm CPDUL 13C
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 768
DS 4
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0912410 sec
RG 1625.5
DW 16.650 usec
DE 6.00 usec
TE 298.2 K
D1 0.15000001 sec
dil 0.03000000 sec
DELTA 0.05000000 sec
TDO 1
HANNEL f1
NUC1 13C
Pl 11.00 usec
PL1 2.20 dB
SFOL1 125.7703643 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 1.60 dB
PL12 16.14 dB
PL13 10.00 dB
SFO2 500.1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577968 MHz
WDW EM
* SB 0
LB 1.00 Hz
T T T T T T T T T T T T T WW H.»m
200 180 160 140 120 100 80 60 40 20 0 ppm



(E)-Methyl 3-(1-(2-methoxy-2-oxoethyl)-2-octyl-3-isothiazoline-5-yl)

methanoate 1,1’ dioxide (17)

PROTON CDC13 copt/topspin arolfe 10

[

1 ppm

Spech

Hz
Hz

sSec

ugel
usec

gec

usec
=i

5 MHz

230 H=z




(E)-Methyl 3-(1-(2-methoxy-2-oxoethyl)-2-octyl-3-isothiazoline-5-yl)

methanoate 1,1’ dioxide (17)

aiticn Paramstecs

ZO0TI0AS
1 I.16
i apoot
| % mn CPDUL 13C
apg 30
O (LR
FOLVENT CoCly
[H] [T L]
os 4
SWH I0030.02% H=
FIDRES 0.45832Z Hz
AQ 1.0812410 sac
3] 142505
oW usec
LE 3 usac
TE 0.2 K
Ol 0.15000008 A
dll 0.23000000 aac
DELTA 0.35000:000 gsec
o 1
=eem=oe= CHARNEL Fl r
HI1 ]
Pl L1.00
FL1 .
ERTL 125.7703643
==a= CHANMEL [} s=s=s ssa
CPDPREE walbzlé
HUCZ LH
PCED2 000 usec
FL2 1.60 dm
FL1Z L6.14 dB
FL13 Lo.on dm
EFOZ 500,1320005 NHz
Fi - Processing parametars
| BI J27EE
Iy EF 125.7577850 MHz
. Ll J D ey
558 1]
LE 1.00 H=
- ’ . ’ P - — B o
I 1 I I T T oo 1.an
200 180 160 140 120 100 a0 &0 40 20 0 ppm



(E)-Methyl 3-(1-(2-methoxy-2-oxoethyl)-2-(4-methoxybenzyl)-3-

isothiazoline-5-yl)prop-2-enoate (18)

L953
.951
.T14
L6093
LEB0
682
JBTT
LBT4
T.3ge
.373
LdeE
L3432
.332
L3289
260
LHEL
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C1l3iCen COC13 ope/topspin arolfe 7
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CO,Et

(E)-Ethyl 3-(1-(2-ethoxy-2-oxoethyl)-2-(2-methoxyphenyl)-3-

isothiazoline-5-yl) prop-2-enoate (19)

PROTON CDC13 opt/topspin arolfe 8

Co<)

- BRUKER
™

e Rl R = R o = I = R B Ty I =l R e = R Bl el o e T I e e e B o Bl M Oy T B e BT o e ]
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3 ] ! 3 o Ll — A d A ) EXPHO 1
PROCHD 1
Date_ 20071023
Time .41
IHSTRUM spect
FROZHD S mm CEFIUL L3C
FULFROG zg3d
T 63534
SOLVENT cDCls
N8 1s
ns 2
SWH 10330.574 Hz
FIDREE 0.157632 Hz
AQ 31.1720407 sec
el 228.1
ow 45, 400 usec
DE .00 usec
TE 288.2 x
Ll 0.15000001 sec
T 1
amEmEEE CHANNEL £l ssssss==
HOCL 1K
f Fl 15.00 usac
PL1 1.60 ds
r SFOL 500.1330885 MHz
=T 3Z7RE
EF 500.1300127 Mz
I VLW EX
. . =98 o
LB 0.30 Hz
GB 1]
oo 1.00
|
] Llhl._ - LN W
T T l M T [ T
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Cl3CPD CDCLY opt/topspin arclie 8

L W e
E S E

a HANE FALA-1-3T4-2
w EXFHD 1
~ () FROCHD i
o o Date_ 20071023
Time 0,533
INSTRIM Epect
FRCEHD S mn CPODUL 130
PULFROG rgrail
e} ERR1E
BOLAENT <ol
HE a0
ng 4
bl 30030.02% Hx
FIDRES N.45B327 Hz
p.le] L.09132410 gac
Lt L13ann4
] 1€.650 umac
DE E.00 ugac
TE iF8.2 K
Ll 015000001 soo
arl Q.C3000000 s
CELThR 2.03000000 sec
TGO 1
szzcz=== CHANNEL f£1 ===z=====
N1 13cC
FL 11. 00 upac
FLL 2,20 <
sFol 125.7703643 MHEz
==z===== CHAKNEL £2
CPDERGE walt
B0, B0 wasec:
1.60 4@
1&.1% 48
1a3.00 48
S00.1320005 HHz
_ ZZTER
1 &F 125.7577T230 MHz
_ WD =]
| SER [
I _ LE 1.00 Hz
i o o
| | e 1.40
&l i
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(E)-Ethyl 3-(1-(2-ethoxy-2-oxoethyl)-2-(2-methoxyphenyl)-3-

isothiazoline-5-yl) prop-2-enoate (19)
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PROTON CDC1l3 opt/topspin arolfe 10
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spact
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CDC13
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L0330 ,.378 &
0.157632 §

3.1720407
812.7
48400
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0. 15000001

1.60
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EM
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N-Benzyl-2-bromobenzene (20)
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opb/topspin aralfe 10
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N-Benzyl-2-bromobenzene (20)

EXEHO

PULPROG
D

SOLVENT

C RGZ
HUCZ2
FCED2
FLZ
FL1Z
FL13
SFOZ

125,

THEL

500,

17.42

(456222 He
2410 pec

6400
298.0 B

11.00 usec
2.20 dB
TTO3643 M

waltzlg

nEec

1320005 MH=z
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N-(2-Bromobenzyl)-4-methylbenzenesulfonamide (21)

PROTON CDC13 opt/topspin arolfe 19 g
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FROCHD 1
Date_ 20080520
Time 2.54
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SOLVENT CDell
NS 16
DS 2
SWH 10330._578 Hz
FIDRES 0.157632 Hz
AL 3.1720407 sec
Rz 812.7
oW 48.400 usec
TE 600 usec
TE 298.1 K
DL 0,15000001 sac
Do 1
sumwmssn CHAMNEL f1 - ===as
| ool 1H
_ Pl 1500 umes
FLL 1.60 dR
\ 5FO1 500.1330885 MHz
=3 § 32768
5F 500.1300153 MH=z
WD EM
K S5B 4]
LE 0.30 Hz
GB o
PC 1.00
I's
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N-(2-Bromobenzyl)-4-methylbenzenesulfonamide (21)

Cl13CPD CDC13 opt/topspin arolfe 19

Umﬂwml
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PSLL0D-633
2

1
20080520
3.25
spect
FROEHD 5 mm CPDUL 13C
PULFEOG zgpgi0
™ 65538
SOLVENT oDZl3
Ng 1400
s 4
Sl 30030.025% Hz
FIDEES 0.458222 H=z
AQ 1.0%12410 mac
L] la3iggd
Ll 16.650 usec
DE 6.00 usec
TE 298.1 ¥
Dl 0.15000001 =sac
di1 0.03000000 =ac
DELTA 0. 05000000 zac
o 1

2.2
125.7703643 M=

CHAMNEL £2 ========
waltzlé
1H
80.00 usec
1.40 dB
16.14 4B
10.00 de
500,1320005 MH=z
32768
125.7577949 MHz
EM
4]
1.00 Hz

4]
1.40
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N-(2-Bromobenzyl)methanesulfonamide (22)

FROT

¥

M CDC13 opt/topspin arclfe 17
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F2 - hpguisition Farameters
20080520

Date_

PULPROG
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oW A0 usec
v ugec

ol 0,150000801 Sec

CTHARMNEL f1
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S L L b e e e L e e e L L e L

16

15

14

13

12

n

LLU

a8
L.
IS

7

6

5 4

R4l

3




N-(2-Bromobenzylmethanesulfonamide (22)

Cl3cep CoCl3 opt/ftopspd
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PROTON CDC13 opt/topspin arclfe 18

Br

S
Br

2-Bromo-/N-(2-bromobenzyl)benzenesulfonamide (23) @

A

HMAME PEL10-G30

© EXPNO 1
PROCHD 1
Date_ 20080520
Tima 1.49
INSTRUH spacth
PROBHD 5 mm CFDUL 13C
FULFROG zg3l
TD BE5536
SOLVENT ChLE
Ms 16
o3 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
A 3.1720407 seés
G 456.1
oW 46,400 usec
DE G6.00 usec
TE 288.2 K
ol 0.15000001 sec
TDO 1
======== CHANNEL fl ssssss==
Ul 1H
FL 15.00 uszec
FL1 1.60 4B
5F01 500.1330885 ME=z
5L 32768
SF S00.1300135 MH=z
WLYs =M
55E [}
LE .30 Hz
GB i}
EBC 1.00




Br

Br

2-Bromo-/N-(2-bromobenzyl)benzenesulfonamide (23)

C13CPD CDCl3 opt/topspin arclfe 18
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(E)-Methyl 3-(2-((1-(2-methoxy-2-oxoethyl)-3- isothiazoline

-2-yl)methyl)phenyl)acrylate (24)

FROTON CDC13 opt/topspin arolfe 1 mwmv
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(E)-Methyl 3-(2-((1-(2-methoxy-2-oxoethyl)-3- isothiazoline

-2-yl)methyl)phenyl)acrylate (24)
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C13CPD CDC13 cpi/topspin arelfe 11
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2-Cyclopentyl-3-(2-morpholino-2-oxoethyl)isothiazoline-1-one (29)

PROTON CDCLE opt/topspin arolfe 5
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2-Cyclopentyl-3-(2-morpholino-2-oxoethyl)isothiazoline-1-one (29)

C13CPED CDC13 opt/topspin arolfe 5
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2-(2-Cyclohexyl-3-isothiazoline-1-yl)-V-(pyridin 3yl)acetamide (30)

PROTOM MeOD opt/topspin arolfe 3
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2-(2-Cyclohexyl-3-isothiazoline-1-yl)-V-(pyridin 3yl)acetamide (30)

Cl3CPD MeOD opt/topspin arolfe 9
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