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WWO068-SM
NAME WwW068-SM
EXPNO 1
PROCNO 1
Date_ 20080926
Time 17.46
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 181
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
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2={1-[Acetyl-(2,4-dimethoxy-benzyl)-amino]-ethyl}
—thiazole—-4-carboxylic acid methyl ester
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WWO068-SM
NAME WW068-SM
EXPNO 3
PROCNO 1
Date_ 20080926
Time 18.17
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 18390.4
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028105
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
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q. File: WWO68-SMSET1.wiff Sample Name: WW068-SM001
Sample Number: N/A

ll TIC: from Sample 1 (WW068-SM001) of WW068-SMSET 1.wiff (Turbo Spray) Max. 1.6e8 cp

10.38

1.6e8

1.4e8

1.2e84

1.0e8
:\ 8.0e7;
| 6.0e7;
4.0e7

2.0e7+
b
OO T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 A3 9 10 11 12 13 14 15
Time, min
I Detector A, Channel 1 from Sample 1 (WW068-SM001) of WWO068-SMSET L.wiff Max. 6.2€!

9.80
6.0e5+

5.0e54
4.0e5
. 3.0e5
2.0e5+

1.0e54

0 o’ 152 188 8.81 1121 12.29 15,57

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15
Time, min
l +Q1: Exp 1, 10.130 min from Sample 1 (WW068-SMO0O01) of WWO068-SMSETL.wiff (Turbo Spray), subt... Max. 2.0e6 cp

2.0e6 400.8
1.8¢6-
1.6e6; 151.1 379.0
1.4e6;
1.2e6;

1.0e6

T e

8.0e5+
6.0e5
4.0e5+

2.0e5+
.
109.1 1849 1907 2257 2670 2gp 3293 3818 ° ﬂp/407-0 4765 4925 5738 98085969 6489 656
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WW212-57, 59
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WW212-57, 59

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ
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CPDPRG2
NUC2
PCPD2
PL2
PL12
PL13
PL2W
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PL13W
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ST

SF
WDW
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inting Date: Monday, October 05, 2009

ll TIC: from Sample 1 (WW212-50,56) of WW212-50,56.wiff (Turbo Spray) Max. 1.6e8 cp

1.6e8
1.4e8
1.2e8
1.0e8
8.0e7 -
6.0e7 -
10.38

4.0e7 -

2.0e7+
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9.76-
_11.36

12. 15.44
3.96_4.33 8 1408

272 6.06 7.04
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Time, min

I Detector A, Channel 1 from Sample 1 (WW212-50,56) of WW212-50,56.wiff Max. 8.1¢€!

T e

8.0e5
7.0e5
6.065;
5.0e5
4.0e5
3.0e5 1
2.0e5+

1.0e5

O.OL‘

10.13

7.00_7.33 8.49 1138 _12.15 16.22 18.02

0

1 2
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Time, min

+Q1: Exp 1, 10.747 min from Sample 1 (WW212-50,56) of WW212-50,56.wiff (Turbo Spray) Max. 4.6e6 cp

4.5€e6
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3.0e6 -
2.506-
2.0e6§
1.5e6—f
1.0e6§
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WW212-70, 75
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inting Date: Monday, October 05, 2009

ll TIC: from Sample 1 (WW212-70,75) of wW212-70,75.wiff (Turbo Spray) Max. 4.6e7 cp

10.62

4.5e7
4.0e7é
3.5e7—f
3.0e7é
2.5e7é
2.0e7—f
1.567%
1.0e7é
5.0e6—f

o 099 198 547359383 531 667, 7.04

OO : T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 8 9 0 11 12 13 14 15 16 17 18 19
Time, min
I Detector A, Channel 1 from Sample 1 (wWW212-70,75) of wwW212-70,75.wiff Max. 2.1¢€!

2165 , 9.77

2.0e5+
1.895;
1.6e5;
1.465;
1.2e5;
! 1.085;
8.0e4;
6.094;
4.0e4;

2.0e4

_10.56 12.75 13.64_14.06

00 1.08. 143 227 316
0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

l +Q1: Exp 1, 10.747 min from Sample 1 (WW212-70,75) of wW212-70,75.wiff (Turbo Spray) Max. 1.4e5 cp

7.81.8.52.9.30.

1.4e5 1350

384.9
1.2e5

1.0e5
8.0e4+

6.0e4

T e

4.0e4 -

2.0e4+
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WW068-C1
NAME Ww068-C1
EXPNO 6
PROCNO 1
Date_ 20080822
Time 14.20
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 25.4
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00

L L I I I L L B L L L LR B

8 7 6 5 4
o o~ < ~
o o o —
— — — ™

PRIVILEGED DOCUMENT FOR REVIEW PURPOSES ONLY

2

o~
| |
ol ™

0 ppm

Hz


Doemling
Text Box
7


Supplementary Material (ESI) for Organic & Biomolecular Chemistry

o O ~ (0] O

~ O N o~ Lo O O — <

< O O < O L o ™M
. . . . < o <

o O — O o~ . . LI

~ O O < [Q\ AN~ o

— — — — n < AN N

2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic a&cid

methyl ester

mmNmmnﬁmhwwmmmJhuwmuwmwuwmmmwumﬂmmwmwumwnmwmmww¢hmewmwwwmwmmhmmenmmwﬂﬂu

This journal is © The Royal Society of Chemistry 2009

WW068-C1
NAME Ww068-C1
EXPNO 7
PROCNO 1
Date_ 20080822
Time 14.24
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 13004
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40

x ' x ' x ' x ' x ' x ' x ' x ' x
180 160 140 120 100 80 60 40 20

PRIVILEGED DOCUMENT FOR REVIEW PURPOSES ONLY

ppm

Hz


Doemling
Text Box
7


Supplementary Material (ESI) for Organic & Biomolecular Chemistry This journal is © The Royal Society of Chemistry 2009

q. File: WWO68-Ms.wiff Sample Name: WW068-Ms

Sample Number: N/A
ll TIC: from Sample 1 (WW068-Ms) of WWO068-Ms.wiff (Turbo Spray)

Max. 8.8e7 cr

1.61

8.8e7 |
8.0e7+

7.0e7
6.0e7
5.0e7 4

4.0e7

_8.65

3.0e7+ _9.64 _10.62

1211 1272 17.17

2.0e7

1.0e7

4
O . O T T T T T T T T T T T T T T T T T T T i\o T 1\1 T 1\2 T T T T T T T 1\6 T 1\7 T 1\8 T 1\9
Time, min

I Detector A, Channel 1 from Sample 1 (WW068-Ms) of WW068-Ms.wiff Max. 3.5€!

3.5e5 | 1.48

3.0e5-

2.5e5§
ZOeSé
1.5e5;
1.095%

5.0e4

»_0.08
0.0

0 | 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min
l +Q1: Exp 1, 1.734 to 1.857 min from Sample 1 (WWO068-Ms) of WWO068-Ms.wiff (Turbo Spray), subtrac...

Max. 1.6e6 cf

229.1
1.6€6

1.4e6
1.2e6

1.0e6

187.0

8.0e5
170.0 251.0

T e

6.0e5

4.0e5 +

137.9

2.085 | L97.0

’11A1.9 K

246

]

1

b —
100 150

200

250

400 450 500 550 600 650 70

m/z, amu

300 350
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7.124
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6.399
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2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic acid
[2-(3H-1indol-3-yl)-ethyl]-amide
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WW087-1
NAME wWwo87-1
EXPNO 1
PROCNO 1
Date_ 20080912
Time 10.26
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 57
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
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NAME WW087-1
VLT NN I N :
PROCNO 1
Date__ 20080912
Time 10.30
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
(i)l PULPROG zgpg30
TD 65536
SOLVENT cDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
2- (l-Acetylamino—ethyl)-thiazole—-4-carboxylic| acid RG 13004
, , DW 13.900
[2-(3H-1indol-3-yl)-ethyl]-amide DE 6.50
TE 297.8
D1 2.00000000
D11 0.03000000
TDO 1
=—=—=—=— CHANNEL fl ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
——=—=——— CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
ST 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
] j ] j ] j ] j ] j ] j ] j ] j ] j ]
180 160 140 120 100 80 60 40 20 ppm
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ll TIC: from Sample 1 (WWO087-Ms) of Data.wiff (Turbo Spray)

9.64

2.5e8

2.0e8 |

1.5e8

1.0e8 -

5.0e7 - 4.82

>
O-O T T T T T T T T T T T T T T T T T T T T T T

17.29

Max. 2.5e8 cr

18.53 18.9(

Time, min

12 13 14 15 16 17

18

19

I Detector A, Channel 1 from Sample 1 (WWO087-Ms) of Data.wiff

9.20

1.3e6 |

1.2e6

1.0e6

8.0e5

6.0e5

4.0e5+

2.0e5

b
0.0 T T 1‘.62\ T T T T T T T T

12.59 12.91 15.54 15.82
T T T T T T T T T .

Max. 1.3el

11

0 1 2 3 4 5 6
Time, min

12 13 14 15 16

17

18

19

T e

+Q1: Exp 1, 9.265 to 9.512 min from Sample 1 (WW087-Ms) of Data.wiff (Turbo Spray)

3.366 - 357.1

3.0e6 1
2.5€6 -
2.0e6 -

1.5€6 -
] 358.1
1.096i

379.1

144.0 315.0

3gp.1 4151

5.05 - 298.2.
jLOQ.l,L 157.1 1923 2141 2722 3(0.2 2/L6.2M -
|« A I T

4412 469.2

554.1

Max. 3.3e6 cf

100 150 200 250 300 350 400
m/z, amu

450 500 550 600

650
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2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic acid
[2- (4-hydroxy-phenyl)—ethyl]—-amide
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WW084-1
NAME wwo84-1
EXPNO 1
PROCNO 1
Date_ 20080911
Time 11.49
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 256
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
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2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic|acid
[2- (4-hydroxy-phenyl)—ethyl]—-amide
I j I j I j I j I j I j I j I j I j I
180 160 140 120 100 80 60 40 20 ppm
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WW084-1
NAME wwo84-1
EXPNO 3
PROCNO 1
Date_ 20080911
Time 12.39
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 128
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 14596.5
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
ST 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40

Hz


Doemling
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10a
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ll TIC: from Sample 1 (WW084-Ms) of WWO084-Ms.wiff (Turbo Spray) Max. 4.0e8 cp

8.77

4.0e8 |

3.5e8

3.068 1 10a

2.5e8

2.068 |
| 1.5e8—f
1.0e8§
5.087% 1.98

y 17.41.17.79
O-O | T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

Time, min
I Detector A, Channel 1 from Sample 1 (WW084-Ms) of WW084-Ms. wiff Max. 2.8ef

2.866 - 8.34

2.5€6 |
2.0e6§
E 1.5e6—f
1.0e6;

5.0e5-

oo 146 682756, 1021 1163 1289 -
0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

l +Q1: Exp 1, 8.525 min from Sample 1 (WW084-Ms) of WWO084-Ms.wiff (Turbo Spray) Max. 4.4e6 cp

4.4¢6 - 3339
4.0e6§
3.5€6-
3.0e6-
2.5e6—f

2.0e6

T e

1.5€6
] 292.1
1,066 ] 275.0-
1 356.0

1 666.9
5.0e5 1

353.1

_J400157.2 1921 2031 249.2 2[P2) 2002 | I 3913 4061 4540 511051935286 607.8 6529 6§89,
100 150 200 250 300 350 400 450 500 550 600 650 TC
m/z, amu
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2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic acid
(2-morpholin-4-yl-ethyl)-amide

This journal is © The Royal Society of Chemistry 2009

WW085-1
NAME Ww085-1
EXPNO 1
PROCNO 1
Date_ 20080911
Time 12.46
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 64
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
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2-(l-Acetylamino-ethyl)-thiazole-4-carboxyliq acid
(2-morpholin—-4-yl-ethyl)-amide
I j I j I j I j I j I j I j I j I j I

180 160 140 120 100 80 60 40 20 ppm
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WW085-1
NAME Ww085-1
EXPNO 2
PROCNO 1
Date_ 20080911
Time 12.50
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 11585.2
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
ST 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
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Max. 3.1e8 cps.

[ ]
2.60
3.0e84
a 10b
©  2.0e8- 1.98
2
2
% 1.0e8 _4.08 665
= 5.07 5.56 8.15. . 11.98
oo 0.62.0.87 6.80 9.64 10.38 _10.75 14.20 14.95 _15.44 17.17-  17.79 19.27
' 1 2 3 4 5 6 7 8 9 o 11 12 13 14 15 16 17 18 19
Time, min
B Detector A, Channel 1 from Sample 1 (WWO085-Ms) of WW085-Ms.wiff Max. 9.7e5 .
9.7¢5 2.22
8.0e5
> 6.0e5
2
2 4.0e5+ 1.58
2.0e54
oo | | | | | | 7.66 833 9.82. 10.30 1165 1290 | | | | |
0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min
B +Q1: Exp 1, 2.598 min from Sample 1 (WWO085-Ms) of WW085-Ms.wiff (Turbo Spray) Max. 1.2e7 cps.
1.23e7 3273
«» 1.00e7-
o
o
é‘ 240.0
2 5.00e6 -
g
£
1141 1491 1590 0 285.1 3300 3489 391.2 653.0
100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu
B +Q1: Exp 1, 1.734 min from Sample 1 (WWO085-Ms) of WWO085-Ms.wiff (Turbo Spray) Max. 2.3e6 cps.
327.1
2.0e61
=
o 1.5e64
= 159.1
‘@ 1.0e6-
) 313.1
IS E 349.0
5.0e51 1141 148.9| 173.1 202.0 240.1 299.0 | _315.2 413.1
o b 29200354 |, 2791 T T | 3859 3911 )0 4200 _457.0 492.9 5042 _532.8  590.7 _610.8 647.2 675.0
100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu
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5.425
5.413
5.400
3.886
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WW086-1
NAME Wwo086-1
EXPNO 1
PROCNO 1
Date_ 20080911
Time 12.00
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 71.8
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00

. JL A | PR S JJ\\
T T T T T T T e
8 7 6 5 4 3 2 1 0 ppm
(@) < O <t (@) (@)
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WW086-1
NAME Ww086-1
EXPNO 2
PROCNO 1
Date_ 20080911
Time 12.04
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 11585.2
DW 13.900
DE 6.50
TE 297.9
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
ST 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
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ll TIC: from Sample 3 (WWO086-Ms) of WW086-Ms.wiff (Turbo Spray)

7.41

1198 _12.60

14.33

15.81

17.17

Max. 2.3e8 cr

18.40

Time, min

17

18 19

I Detector A, Channel 1 from Sample 3 (WW086-Ms) of WW086-Ms.wiff

1.10e6 -
1.0096;
9.00e5;
8.0065;
7.00e5;
6.0095;
5.00e5;
4.0085;
3.0065;
2.00e5;
1.00e5;

b

1.89

3.15

4.27
T T T

6.96

8.28 8.92958 11.07 ~11.56 _12.91

Max. 1.1ef

0.00
0

1 2

3

4 5

6

7

8

9

10
Time, min

11

12

13

14

15

16

17

18 19

T e

+Q1: Exp 1, 7.413 min from Sample 3 (WW086-Ms) of WW086-Ms.wiff (Turbo Spray)

8.0e6 |
7.0e6;
6.096;
5.0e6;
4.0e6;
3.0e6
2.0e6

1.0e6

:

137.9
N

197.0

242.0

225.1

284.0

287.0
et

301.0

M[311-2 371.1
T T \r\" T

4445
T T A T

567.0
b,

Max. 8.1e6 cf
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EXPNO 1
PROCNO 1
Date__ 20080912
Time 11.12
INSTRUM spect
10d PROBHD 5 mm CPTCI 1H-
PULPROG 2930
TD 65536
SOLVENT cDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
2-(1-Acetylamino-ethyl)-thiazole-4-carboxylic acid RG 7.8
, DW 40.400
[2-(4-fluoro-phenyl) —ethyl]-amide DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
SI 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
)L 1 J nJﬁ;/\AJV. A "

L L I I I L L B L L L LR B

8

1.08
2.06
2.08

7

6 5 4 3 2 1 0 ppm
[&)) [Q\ — (@) (&)} o™
(@) — [Q\V N — o™
— — N [Q\] o o™
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2—(l-Acetylamino—-ethyl)-thiazole-4-carboxyliq acid
[2—(4-fluoro—-phenyl) —ethyl]-amide

T21.290

This journal is © The Royal Society of Chemistry 2009

WW088-1
NAME wWw088-1
EXPNO 2
PROCNO 1
Date_ 20080912
Time 11.16
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 13004
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
ST 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40

x ' x ' x ' x ' x ' x ' x ' x '
180 160 140 120 100 80 60 40
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ll TIC: from Sample 1 (WWO088-Ms) of Data.wiff (Turbo Spray)

9.76

3.3e8 |
3.0e8

2.5€8 -
1 10d

2.0e8 -
1.5€8 -
1.0e81

5.0e7 -

17.17

14.70 16.30-

Max. 3.3e8 cr

18.65..19.64-

OOq T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 8 9 0 11 12 13 14
Time, min

15

16

17

18 19

I Detector A, Channel 1 from Sample 1 (WWO088-Ms) of Data.wiff

1.3¢6 | 9.37

1.2e6

1.0e6

8.0e5

6.0e5

4.0e5

2.0e5

0 o} 1.61 7.15.7.96. 8.32 12.58.12.90 13.26

1544 15.72
T T T T

Max. 1.3el

o 1 2 3 4 5 6 7 8 9 10 11 12 13 14
Time, min

15

16

17

18 19

T e

+Q1: Exp 1, 9.512 min from Sample 1 (WWO088-Ms) of Data.wiff (Turbo Spray)

2.8e6 | 336.0

2.5e6-
2.0e6

1.5€6 | 358.1

1.0e6-

277.0
_294.1

5.0e5
] 1231 353.2

Max. 2.8e6 cf

671.0

1

109.1 _299.1
doa NS st

300

173.9- 18}\7-6 203.3 251.1 278.2
TP YN S RN S ‘ﬁu.{¢1‘ s

100 150 200 250 450 500

600

| 4412 469.3 514.6523.1 5331 5757  634.0 |
550

650 7(
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EXPNO 1
PROCNO 1
Date_ 20080912
Time 12.16
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG 2g30
10e D 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic acid e 4@%68
cyclopropylmethyl-amide DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
SI 32768
SF 600.1300000
WDW EM
SSB 0
1B 0.30
GB 0
PC 1.00
S N B L e B o B L e e B I B
8 7 6 5 4 3 2 1 0 ppm
(@) [0)} ™ (@) ™ ([~ [0)} O ™M
(@) (@] — — [QV] AN [ O (@) — ||
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NAME Ww089-1
I . V| VT e z
PROCNO 1
Date_ 20080912
Time 12.21
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
10e PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
2- (1-Acetylamino—ethyl)-thiazole-4-carboxylid acid e 52908
cyclopropylmethyl—-amide DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
ST 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
x ' x ' x ' x ' x ' x ' x ' x ' x ' x
180 160 140 120 100 80 60 40 20 ppm
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ll TIC: from Sample 1 (WW089-Ms) of WWO089-Ms.wiff (Turbo Spray) Max. 2.0e8 cp

8.77

2.0e8
1.8e8;
1.6e8;
1.4e8;

. 1.2¢8-]

1.0e8

8.0e7
6.0e7

4.0e7

2.0e7
>

OO T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 8 9 0] 11 12 13 14 15 16 17 18 19
Time, min
I Detector A, Channel 1 from Sample 1 (WW089-Ms) of WW089-Ms. wiff Max. 5.5€!

5.5€5 . 8.32

5.0e5-
4.5€5-
4.0e5-
3.5e5-
3.0e5-
2.5€5-
2.0e5-
1.5€5-
1.0e5-
5.0e4

>

00] 1.62 6.71. 7.14 9.36 10.18 _10.71 12.93.13.37 15.5315.78
0 1 2 3 4 5 6 7 8 9 0 11 12 13 14 15 16 17 18 19
Time, min

l +Q1: Exp 1, 8.525 min from Sample 1 (WW089-Ms) of WW089-Ms.wiff (Turbo Spray) Max. 2.1e6 cp

268.1
2.0e6

1.8€e6

| 290.1
1.6e6
1.4€6
1.2e6

1.0e6
1 226.1

T e

8.0e5

209.2

6.0e5
287.1

4.0e5+ 2.1

| b0 N

2.0e5 i 2951 401 2. 4149

:_08.9 .9 266’;0&\1 JL - (326.1 L'n‘\h. M/ﬁ"zz'f’ 469.0 _482.0 53?.0 (556'8 608.7633.0

100 150 200 250 300 350 400 450 500 550 600 650 1
m/z, amu

157.2.172.2 1
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3.637
3.628
3.619
3.595
3.587
3.586
3.582
3.578
3.574
3.483
3.406

|

10f

2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic agid

(2-methoxy-ethyl) —amide
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_~1.623
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-
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WW090-1
NAME Ww090-1
EXPNO 1
PROCNO 1
Date_ 20080912
Time 12.27
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 57
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00

L I B ) L L B B B R

8 7 6 5 4 3

ol [~ o — @ [1O|™M ™ 0

ol |o — — ™| ™ ™
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o ~ O ™
< OO (@) ™ AN < — ™M O N ™ O
LN — O N <t < ~ o < o ™M Ww090-1
S . . . o~ o ~oOo o N ™M
e \le)) — (o)) o™ N . . . o e
~ O O < (Q\ — (e6) O -~ N o
— — — — ~ L0 L <t ™ AN (N
NAME WW090-1
. I \/ :
PROCNO 1
Date_ 20080912
Time 12.32
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
10f D 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
20 0.9110143
2—-(l-Acetylamino—ethyl)-thiazole-4-carboxylic gcid g% 1%%83
(2-methoxy—-ethyl)-amide DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
=—=—=—=— CHANNEL fl ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
——=—=——— CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
] j ] j ] j ] j ] j ] j ] j ] j ] j ]
180 160 140 120 100 80 60 40 20 ppm
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ll TIC: from Sample 1 (WW090-Ms) of WWO090-Ms.wiff (Turbo Spray) Max. 2.3e8 cp

7.78

2.2e8
2.0e8
1.8e8

1.6e8+ 10f

 1.4e8-
\ 1.2e8
, |

1.0e8
8.0e7

6.0e7 _8.65

12.97

4.0e7 - 470  6.30 7.04 9.76 11.49

18.65.. 19.39

17.54_

14.08 15.56
OO T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

2.0e7
b

Time, min
I Detector A, Channel 1 from Sample 1 (WW090-Ms) of WW090-Ms. wiff Max. 8.2¢€!

7.42
8.0e5 +

7.095;
6.0e5+
5.0e5 +
. 4.0e5+
3.0e5;
2.0e5;

1.0e5

OOW\ T T 162\ T T T T T T T T 668\ T \832 \937 1\021 /:!-073 T \1338 T T 15‘.54/\15.‘84 T T T T
0 1

2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min
l +Q1: Exp 1, 7.537 min from Sample 1 (WW090-Ms) of WWO090-Ms.wiff (Turbo Spray) Max. 1.3e6 cp

1.27€6 . 221
1.20e6 -
1.10e6-
1.00e6-
9.00e5
8.00e5-
7.00e5- 230.0
6.00e5 -
5.00e5-
4.00e5-
3.00e5-
2.00e5-
1.00e5-

294.1

T e

.3 .295.2 390.9. 415.1

3.1.312.2 h« 416.1 565.0

100 300 350 400 450 500 550 600 650 7
m/z, amu
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EXPNO 1
PROCNO 1
Date__ 20080912
109 Time 14.05
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
2O 2.6477449
2- (l-Acetylamino—ethyl)-thiazole—-4-carboxylic acid g% 40483
(2-thiophen-2-yl-ethyl)-amide DE 6.50
TE 298.0
D1 1.00000000
TDO 1
==——===—= CHANNEL fl ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
SI 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
] A lg L A .
S L L R L I
8 7 6 5 4 3 2 1 0 ppm
o wm|o]  |on o ™ o ) ™
o ool o o ~ — ™ ™
— Ol | — — ~ ~ ™ ™

Hz


Doemling
Text Box
10g


Supplementary Material (ESI) for Organic & Biomolecular Chemistry

127.088
123.999
123.213

—172.682
—169.503
—160.954
—149.571
—141.109
—47.063
—40.719
—30.055

- ~125.454
_—23.244
—™21.303

/
X

10g

2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic|acid

(2-thiophen-2-yl-ethyl) —amide
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WW091-1
NAME Ww091-1
EXPNO 2
PROCNO 1
Date_ 20080912
Time 14.09
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 13004
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40

x ' x ' x ' x ' x ' x ' x ' x ' x
180 160 140 120 100 80 60 40 20

PRIVILEGED DOCUMENT FOR REVIEW PURPOSES ONLY

ppm

Hz


Doemling
Text Box
10g


Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2009

ll TIC: from Sample 1 (WW091-Ms) of WW091-Ms.wiff (Turbo Spray)

2 468 | 9.39

2.0e8 1 10g

1.5e8 |

T e e

1.0e8 1

] 4.45
s0e7] 099 198 309 (494 581 680 7.54 1050 1235

Max. 2.4e8 cr

18.77
1803, 1877

15.69

>’ T

OO T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 8 9 ) 11 12 13 14 15
Time, min

16 17 18 19

i Detector A, Channel 1 from Sample 1 (WW091-Ms) of WWO091-Ms.wiff

9.6e5 9.06
8.0e5
6.0e5

4.0e5 -

2.0e5

Max. 9.6¢!

0.0"
0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15
Time, min

16 17 18 19

l +-Q1: Exp 1, 9.265 min from Sample 1 (WW091-Ms) of WWO091-Ms.wiff (Turbo Spray) Max. 3.9e6 cp
3.9€6 - 824.0
3.5e6
3.0e6-
. 2.506-
© 2,066
. 1.5e6- :
: 5e6E 282.1 346.1
1.0e6 265.1
5.0e5 - 235.8- 283.0 3431 647.0
| 1Pluasg 2002, | 239, 2088} 3690 4151 4318 496.6504.6513.3 | 9689
100 150 200 250 300 350 400 450 500 550 600 650 (
m/z, amu
Il _Q1: Exp 2, 9.327 min from Sample 1 (WW091-Ms) of WW091-Ms.wiff (Turbo Spray) Max. 1.4e6 cp
22.1
1.4e6 3
1.2667 1267
| 1.0e6 237.0
. 8.0e5-
. 6.0e5-
 4.0e5- 3821
2.0e5- 2120 par.l i'
, 0.169.1 : ft 3’.%.9 1
pow £00 R TR WL o879 SARS SSPlaser o se98
100 150 200 250 300 350 400 450 500 550 600 650 7(
m/z, amu
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2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic acid
(2-hydroxy-ethyl) —amide
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WW092-1
NAME Ww092-1
EXPNO 1
PROCNO 1
Date_ 20080915
Time 9.10
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 90.5
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00

o

-

1

~ | JWL_LA_JJL*

L L I I I L L B L L L LR B

7 6

1.08

5 4 3 2 1 0 ppm
< —|[|NN] | — <t ||
— AN || N (@)} AN || <
— AN o N[ ™M
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123.499

—172.842
—169.744
—162.011
—149.337

—62.207
—47.040
—42.363

_—23.195
—21.235

10h

2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic a&cid
(2-hydroxy-ethyl) —amide
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WW092-1
NAME Ww092-1
EXPNO 2
PROCNO 1
Date_ 20080915
Time 9.15
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 14596.5
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
ST 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40

x ' x ' x ' x ' x ' x ' x ' x ' x
180 160 140 120 100 80 60 40 20
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ll TIC: from Sample 1 (WW092-Ms) of WW092-Ms.wiff (Turbo Spray)

1.18e8 |
1.10e8

1.00e8-
9.00e7 -
8.00e7-
7.00e7 -
6.00e7-
5.00e7 -
4.00e7-

1.98

Max. 1.2e8 cr

18.90.19.27

3.00e7
2.00e7
1.00e7 +
OOO T T T T T T T T T T T T T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 8 9 do0 11 12 13 14 15 16 17 18 19
Time, min
I Detector A, Channel 1 from Sample 1 (WW092-Ms) of WW092-Ms. wiff Max. 3.0¢€!
1.50
3.0e5
2.5€5-
2.0e5-
1.5€5-
1.0e5-
5.0e4 -
10.39
0.04 9.02 10.33 12.86..13.28_13.72
o 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min
l +Q1: Exp 1, 1.734 min from Sample 1 (WW092-Ms) of WW092-Ms.wiff (Turbo Spray) Max. 1.7e6 cp

T e

1.7€6 |
1.6e6 -

1.4€6
1.296;
1.096;
8.0e5;
6.0e5;
4.0e5;

2.0e54

A

280.2

258.1

216.1 28

199.1 259.2.] 271

1.2

.0 2990 537.0

100

S vl AN N S VY.

150 200 250

oo ... 35604010 41194413 469.3 515.1.
300 350 400 450 500 550
m/z, amu

600

650

588.7 _612.8 _652.7

7
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NV N Y LV
EXPNO 1
PROCNO 1
Date_ 20080915
Time 9.22
. INSTRUM spect
10i PROBHD 5 mm CPTCI 1H-
PULPROG 2g30
D 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
2—(1l-Acetylamino—-ethyl)-thiazole-4-carboxylic acid g% 40483
benzylamide DE 6.50
TE 298.0
D1 1.00000000
TDO 1
———————— CHANNEL fl ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
SI 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
S L L R L I
8 7 6 5 4 3 2 1 0 ppm
Ol [N <O ~ (e6) Lo — <
O — OO (@) (@) AN ™ ™
— — < — — AN ™ ™
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2-(l-Acetylamino-ethyl)-thiazole-4-carboxylic a&cid
benzylamide
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WW093-1
NAME Ww093-1
EXPNO 2
PROCNO 1
Date_ 20080915
Time 9.26
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 13004
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
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ll TIC: from Sample 1 (WW093-Ms) of WW093-Ms.wiff (Turbo Spray) Max. 1.9e8 cp

9.39

1.9€8 -
1.8e8

1.6e8

10i
1.4e8

1.2e8
~ 1.0e8+
] 4
: 8.0e7+

6.0e7

| 4.70
4.0e7- 544 643
, _7.04 1124 12.60 17.0417.91_ 18:5319.39

2.0e7+
b
OO T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1 2 3 4 5 6 7 8 9 0] 11 12 13 14 15 16 17 18 19
Time, min
I Detector A, Channel 1 from Sample 1 (WW093-Ms) of WW093-Ms. wiff Max. 5.5€!

5.5e5 ¢ 8.93

5.0e5-
4.5e5-
4.0e5-
3.5e5-
3.0e5-
2.5€5
2.0e5-
1.5€5 -
1.0e5-

5.0e4 -

0.0 1.63 7.07 8.07 11.34 12.42 13.31_13.73 15.49_15.91
0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

l +Q1: Exp 1, 9.142 min from Sample 1 (WW093-Ms) of WW093-Ms.wiff (Turbo Spray) Max. 3.3e6 cp

3.366 | 304.0

3.0e6
2.5e6

2.0e6

326.0

T e

1.5€61
] 262.1

1.0e6 |

5.0e5 1 245.0

3249 607.0
i by M(:’?z-l 401.2 41534218 47464875 h 6287
100 150 200 250 300 350 400 450 500 550 600 650 7(
m/z, amu

L

1229 1571 2032 25182792~ 31°
A il L
' L L e S e B
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O T O AOO0OANLONTANODOOEFTON OO O~ <~ (@) ~ O
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NNO\COLOLOLOLOL()LON\—!ﬁQKO@Wmm O W0 LwLw — — 0 (@) O O
COOO[\[\l\[\[\[\[\[\l\[\[\LOKOLﬂLOLOLﬂ M MMM MO AN [Q\ —
SN ~ Y
EXPNO 1
PROCNO 1
Date_ 20080924
Time 11.20
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
- PULPROG 2g30
10) D 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 128
_ _ _ _ DW 40.400
2—(l-Acetylamino—-ethyl)-thiazole-4-carboxylic acid DE 6.50
[2- (5-dimethylamino-naphthalene-1-sulfonylamino)-ehyl]-amide o8 100%8&8
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFo1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
J l _}L rﬂj . L—JL__J/\JL‘_JL LA

L L I I I L L B L L L LR B

8 7 6 5 4 3 2 1 0 ppm
[@RRRSY [QVAIRASA (@) ~ e6) 0] ™ O (@) ~
O[O |OY N [0)} [0)} [&)) N QO ||~ [e0] ™
||| OO | (@) (@] (@] (@) [QV — || [Q\V ™
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NAME WW100-02
VDN TSN NYFEERY ;
PROCNO 1
Date_ 20080924
- Time 12.05
10j INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 14596.5
. . . . DW 13.900
2—(l-Acetylamino-ethyl)-thiazole-4-carboxylic &cid DE 6.50
[2-(5-dimethylamino-naphthalene-1-sulfonylaming)-ethyl]-amide g% 200%8&8
D11 0.03000000
TDO 1
======== CHANNEL fl ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
I i I i I i I i I i I i I i I i I i I
180 160 140 120 100 80 60 40 20 rpm
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ll TIC: from Sample 1 (WW100-Ms) of WW100-Ms.wiff (Turbo Spray)

9.88

2.2e8

2.0e8;
1.898;
1.698;

1.4e8

1.2e8

1.0e8
8.0e7

6.0e7

4.94

3.46. 3.83

4.0e7
| _11.49 1260

O-O T T T T T T T T T T T T T T T T T T T T T T T T T T T T

17.04_

Max. 2.2e8 cr

18.40.18.77

1 2 3 4 5 6 7 8 9 0 11 12 13 14
Time, min

15

16

17

18

19

I Detector A, Channel 1 from Sample 1 (WW100-Ms) of WW100-Ms.wiff

1.5e6 9.44

1.4e6

1.2e6

1.0e6

8.0e5
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+Q1: Exp 1, 9.636 min from Sample 1 (WW100-Ms) of WW100-Ms.wiff (Turbo Spray)
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0 ppm

WW096-3
NAME Ww096-3
EXPNO 1
PROCNO 1
Date_ 20080918
Time 16.54
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 12376.237
FIDRES 0.188846
AQ 2.6477449
RG 64
DW 40.400
DE 6.50
TE 298.0
D1 1.00000000
TDO 1
======== CHANNEL fl1 ====
NUC1 1H
Pl 8.00
PL1 4.00
PL1W 7.00000000
SFO1 600.1337060
ST 32768
SF 600.1300000
WDW EM
SSB 0
LB 0.30
GB 0
PC 1.00
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(2—={[2-(1-Acetylamino—ethyl)-thiazole-4-carbonj
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—ethyl) -carbamic acid tert-butyl ester
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WW096-3
NAME WW096-3
EXPNO 2
PROCNO 1
Date_ 20080918
Time 16.58
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 32
DS 2
SWH 35971.223
FIDRES 0.548877
AQ 0.9110143
RG 14596.5
DW 13.900
DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1 ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
======== CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40

Hz
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Time 18.59
INSTRUM spect
10K PROBHD 5 mm CPTCI 1H-
PULPROG zg30
TD 65536
SOLVENT MeOD
NS 16
DS 2
SWH 12376.237 Hz
FIDRES 0.188846 Hz
AQ 2.6477449 sec
2—-(1l-Acetylamino-ethyl)-thiazole—4fcarboxylic adid vaq 407%8 eee
(2—amino-ethyl) —amide DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
———————— CHANNEL fl =—==—====——
NUC1 1H
P1 8.00 usec
PL1 4.00 dB
PL1W 7.00000000 W
SFO1 600.1337060 MHz
ST 32768
SF 600.1299890 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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NAME WW098-1
. | WY :
PROCNO 1
Date_ 20080920
Time 13.19
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgpg30
10k D 65536
SOLVENT cDC13
NS 512
DS 2
SWH 35971.223
FIDRES 0.548877
20 0.9110143
2—-(l-Acetylamino—ethyl)-thiazole-4-carboxylic acid g% i%%ég
(2—amino-ethyl) —amide DE 6.50
TE 298.0
D1 2.00000000
D11 0.03000000
TDO 1
———————— CHANNEL fl ====
NUC1 13C
Pl 12.00
PL1 -0.70
PL1W 82.63385773
SFO1 150.9178988
———————— CHANNEL f2 ====
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00
PL2 4.00
PL12 24.00
PL13 27.00
PL2W 7.00000000
PL12W 0.07000000
PL13W 0.03508311
SFO2 600.1324005
SI 32768
SF 150.9028090
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
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