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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                  181
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              17.46
Date_          20080926
PROCNO                1
EXPNO                 1
NAME           WW068−SM

WW068−SM

−thiazole−4−carboxylic acid methyl ester
2−{1−[Acetyl−(2,4−dimethoxy−benzyl)−amino]−ethyl}
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028105 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              18390.4
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                  256
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              18.17
Date_          20080926
PROCNO                1
EXPNO                 3
NAME           WW068−SM

WW068−SM

−thiazole−4−carboxylic acid methyl ester
2−{1−[Acetyl−(2,4−dimethoxy−benzyl)−amino]−ethyl}
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TIC: from Sample 1 (WW068-SM001) of WW068-SMSET1.wiff (Turbo Spray) Max. 1.6e8 cps.

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

0.0

2.0e7

4.0e7

6.0e7

8.0e7

1.0e8

1.2e8

1.4e8

1.6e8

In
te

ns
ity

, c
ps

10.38

3.83 5.684.45 6.301.980.13 7.173.46
8.032.47 8.77

9.39
11.24 12.60

14.33

Detector A, Channel 1 from Sample 1 (WW068-SM001) of WW068-SMSET1.wiff Max. 6.2e5 .

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

0.0

1.0e5

2.0e5

3.0e5

4.0e5

5.0e5

6.0e5

A
U

/u
V

9.80

8.81 12.291.52 11.21 15.571.88

 +Q1: Exp 1, 10.130 min from Sample 1 (WW068-SM001) of WW068-SMSET1.wiff (Turbo Spray), subt... Max. 2.0e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.4e6

1.6e6

1.8e6

2.0e6

In
te

ns
ity

, c
ps

400.8

151.1 379.0

397.7 644.9586.8267.0 381.8 596.9407.0109.1 662.6225.7 282.6 329.3190.7154.9 476.5 492.5 573.8

 Acq. File: WW068-SMSET1.wiff  Sample Name: WW068-SM001
 Sample Number: N/A
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 12.7
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              11.16
Date_          20090228
PROCNO                1
EXPNO                 1
NAME        WW212−57,59

WW212−57,59

acetamido)ethyl)thiazole−4−carboxylate
methyl 2−((R)−1−(N−((R)−1−(4−methoxyphenyl)ethyl)
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              11585.2
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              11.20
Date_          20090228
PROCNO                1
EXPNO                 2
NAME        WW212−57,59

WW212−57,59

acetamido)ethyl)thiazole−4−carboxylate
methyl 2−((R)−1−(N−((R)−1−(4−methoxyphenyl)ethyl)
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TIC: from Sample 1 (WW212-50,56) of WW212-50,56.wiff (Turbo Spray) Max. 1.6e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e7

4.0e7

6.0e7

8.0e7

1.0e8

1.2e8

1.4e8

1.6e8

In
te

ns
ity

, c
ps

10.87

9.76
11.36

0.38
15.4412.85 14.083.96 4.33 7.04 9.022.10 6.062.72 18.16 19.277.91

Detector A, Channel 1 from Sample 1 (WW212-50,56) of WW212-50,56.wiff Max. 8.1e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

1.0e5

2.0e5

3.0e5

4.0e5

5.0e5

6.0e5

7.0e5

8.0e5

A
U

/u
V

10.13

9.741.60 3.23
11.388.49 12.15 16.227.00 7.33 18.02

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

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.0e5

1.0e6

1.5e6

2.0e6

2.5e6

3.0e6

3.5e6

4.0e6

4.5e6

In
te

ns
ity

, c
ps

229.1 363.2
135.1

385.1

472.4382.2187.1 628.9338.3251.1 307.1 400.9204.1 563.3170.0

 Printing Date: Monday, October 05, 2009
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 90.5
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.30
Date_          20091005
PROCNO                1
EXPNO                 1
NAME        WW212−70,75

WW212−70,75

acetamido)ethyl)thiazole−4−carboxylate
methyl 2−((S)−1−(N−((R)−1−(4−methoxyphenyl)ethyl)
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              18390.4
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                  256
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.50
Date_          20091005
PROCNO                1
EXPNO                 3
NAME        WW212−70,75

WW212−70,75

acetamido)ethyl)thiazole−4−carboxylate
methyl 2−((S)−1−(N−((R)−1−(4−methoxyphenyl)ethyl)
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TIC: from Sample 1 (wW212-70,75) of wW212-70,75.wiff (Turbo Spray) Max. 4.6e7 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e6

1.0e7

1.5e7

2.0e7

2.5e7

3.0e7

3.5e7

4.0e7

4.5e7

In
te

ns
ity

, c
ps

10.62

14.45 15.07 15.93
12.97

17.4111.98

19.51
9.88

9.278.157.041.98 6.673.59 5.310.99 3.832.47

Detector A, Channel 1 from Sample 1 (wW212-70,75) of wW212-70,75.wiff Max. 2.1e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e4

4.0e4

6.0e4

8.0e4

1.0e5

1.2e5

1.4e5

1.6e5

1.8e5

2.0e5
2.1e5

A
U

/u
V

9.77

12.75 13.64 14.0610.569.308.521.43 7.813.162.271.08

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

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

2.0e4

4.0e4

6.0e4

8.0e4

1.0e5

1.2e5

1.4e5

In
te

ns
ity

, c
ps

135.0

384.9

105.2
250.8

120.2
267.1174.1

102.7 200.9132.0 386.9215.1 447.6320.2255.7 330.6 458.2 505.0 549.0

 Printing Date: Monday, October 05, 2009
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 25.4
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              14.20
Date_          20080822
PROCNO                1
EXPNO                 6
NAME           WW068−C1

WW068−C1

methyl ester
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG                13004
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              14.24
Date_          20080822
PROCNO                1
EXPNO                 7
NAME           WW068−C1

WW068−C1

methyl ester
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW068-Ms) of WW068-Ms.wiff (Turbo Spray) Max. 8.8e7 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

1.0e7

2.0e7

3.0e7

4.0e7

5.0e7

6.0e7

7.0e7

8.0e7

8.8e7

In
te

ns
ity

, c
ps

1.61

2.97

5.564.33
5.93

7.29
0.50

8.40 18.908.65
9.64 10.62

17.1712.11 12.72

2.72
14.5713.71

Detector A, Channel 1 from Sample 1 (WW068-Ms) of WW068-Ms.wiff Max. 3.5e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e4

1.0e5

1.5e5

2.0e5

2.5e5

3.0e5

3.5e5

A
U

/u
V

1.48

0.08 2.59

 +Q1: Exp 1, 1.734 to 1.857 min from Sample 1 (WW068-Ms) of WW068-Ms.wiff (Turbo Spray), subtrac... Max. 1.6e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.4e6

1.6e6

In
te

ns
ity

, c
ps

229.1

187.0
251.0170.0

137.9
197.0

246.1111.9

 Acq. File: WW068-Ms.wiff  Sample Name: WW068-Ms
 Sample Number: N/A
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                   57
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              10.26
Date_          20080912
PROCNO                1
EXPNO                 1
NAME            WW087−1

WW087−1

 [2−(3H−indol−3−yl)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid
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GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
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SI                32768
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PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                297.8 K
DE                 6.50 usec
DW               13.900 usec
RG                13004
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              10.30
Date_          20080912
PROCNO                1
EXPNO                 2
NAME            WW087−1

WW087−1

 [2−(3H−indol−3−yl)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid
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TIC: from Sample 1 (WW087-Ms) of Data.wiff (Turbo Spray) Max. 2.5e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e7

1.0e8

1.5e8

2.0e8

2.5e8

In
te

ns
ity

, c
ps

9.64

12.85

11.862.60 6.181.24 4.824.20 7.04 9.02 18.53 18.9017.29
14.08

Detector A, Channel 1 from Sample 1 (WW087-Ms) of Data.wiff Max. 1.3e6 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.3e6

A
U

/u
V

9.20

8.588.35 12.59 12.91 15.54 15.821.62 6.83

 +Q1: Exp 1, 9.265 to 9.512 min from Sample 1 (WW087-Ms) of Data.wiff (Turbo Spray) Max. 3.3e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.0e5

1.0e6

1.5e6

2.0e6

2.5e6

3.0e6

3.3e6

In
te

ns
ity

, c
ps

357.1

358.1

379.1
315.0144.0 298.2

415.1380.1326.2157.1 300.2192.3 214.1 469.2272.2109.1 554.1441.2
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                  256
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              11.49
Date_          20080911
PROCNO                1
EXPNO                 1
NAME            WW084−1

WW084−1

[2−(4−hydroxy−phenyl)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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LB                 1.00 Hz
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SF          150.9028090 MHz
SI                32768
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PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              14596.5
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                  128
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.39
Date_          20080911
PROCNO                1
EXPNO                 3
NAME            WW084−1

WW084−1

[2−(4−hydroxy−phenyl)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW084-Ms) of WW084-Ms.wiff (Turbo Spray) Max. 4.0e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e7

1.0e8

1.5e8

2.0e8

2.5e8

3.0e8

3.5e8

4.0e8

In
te

ns
ity

, c
ps

8.77

11.98

7.17 11.361.98 12.486.43 8.035.313.962.60 19.140.75 17.7917.41

Detector A, Channel 1 from Sample 1 (WW084-Ms) of WW084-Ms.wiff Max. 2.8e6 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e5

1.0e6

1.5e6

2.0e6

2.5e6

2.8e6

A
U

/u
V

8.34

10.21 11.637.56 12.896.82 15.591.46

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

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.0e5

1.0e6

1.5e6

2.0e6

2.5e6

3.0e6

3.5e6

4.0e6

4.4e6

In
te

ns
ity

, c
ps

333.9

292.1275.0

356.0
666.9

353.1279.2157.2 192.1149.0 249.2 299.2 688.9519.3203.1 391.3 406.1 528.6454.0 652.9511.9 607.8
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GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                   64
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.46
Date_          20080911
PROCNO                1
EXPNO                 1
NAME            WW085−1

WW085−1

(2−morpholin−4−yl−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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SSB                   0
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SI                32768
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PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              11585.2
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.50
Date_          20080911
PROCNO                1
EXPNO                 2
NAME            WW085−1

WW085−1

(2−morpholin−4−yl−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW085-Ms) of WW085-Ms.wiff (Turbo Spray) Max. 3.1e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

1.0e8

2.0e8

3.0e8

In
te

ns
ity

, c
ps

2.60

1.98

4.08
8.658.155.56 11.985.07 6.80 9.64 10.38 10.75 19.270.870.62 17.7917.1714.9514.20 15.44

Detector A, Channel 1 from Sample 1 (WW085-Ms) of WW085-Ms.wiff Max. 9.7e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e5

4.0e5

6.0e5

8.0e5

9.7e5

AU
/u

V

2.22

1.58

8.337.66 10.30 11.659.82 12.90

 +Q1: Exp 1, 2.598 min from Sample 1 (WW085-Ms) of WW085-Ms.wiff (Turbo Spray) Max. 1.2e7 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.00e6

1.00e7

1.23e7

In
te

ns
ity

, c
ps

327.3

240.0

198.2 348.9330.0 653.0285.1149.1 391.2114.1 159.0

 +Q1: Exp 1, 1.734 min from Sample 1 (WW085-Ms) of WW085-Ms.wiff (Turbo Spray) Max. 2.3e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.0e5

1.0e6

1.5e6

2.0e6

In
te

ns
ity

, c
ps

327.1

159.1

313.1
349.0240.1114.1 413.1148.9 299.0 315.2173.1 202.0 391.1279.1 429.0355.9235.4 675.0647.2457.0 492.9 504.2 532.8 590.7 610.8
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SI                32768
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PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 71.8
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.00
Date_          20080911
PROCNO                1
EXPNO                 1
NAME            WW086−1

WW086−1

N−{1−[4−(Morpholine−4−carbonyl)−thiazol−2−yl]−ethyl}−acetamide
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SI                32768
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PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                297.9 K
DE                 6.50 usec
DW               13.900 usec
RG              11585.2
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.04
Date_          20080911
PROCNO                1
EXPNO                 2
NAME            WW086−1

WW086−1

−ethyl}−acetamide
N−{1−[4−(Morpholine−4−carbonyl)−thiazol−2−yl]
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TIC: from Sample 3 (WW086-Ms) of WW086-Ms.wiff (Turbo Spray) Max. 2.3e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e7

4.0e7

6.0e7

8.0e7

1.0e8

1.2e8

1.4e8

1.6e8

1.8e8

2.0e8

2.2e8

In
te

ns
ity

, c
ps

7.41

4.82 10.388.653.460.13 11.98 12.601.981.24 6.556.30 18.4014.33 17.1715.81

Detector A, Channel 1 from Sample 3 (WW086-Ms) of WW086-Ms.wiff Max. 1.1e6 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.00

1.00e5

2.00e5

3.00e5

4.00e5

5.00e5

6.00e5

7.00e5

8.00e5

9.00e5

1.00e6

1.10e6

A
U

/u
V

6.96

8.284.27 8.92 9.58 11.07 11.56 12.913.151.89

 +Q1: Exp 1, 7.413 min from Sample 3 (WW086-Ms) of WW086-Ms.wiff (Turbo Spray) Max. 8.1e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

1.0e6

2.0e6

3.0e6

4.0e6

5.0e6

6.0e6

7.0e6

8.0e6

In
te

ns
ity

, c
ps

284.0

242.0

225.1

301.0
197.0 567.0287.0 311.2137.9 371.1 444.5
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GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
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SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 71.8
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              11.12
Date_          20080912
PROCNO                1
EXPNO                 1
NAME            WW088−1

WW088−1

[2−(4−fluoro−phenyl)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG                13004
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              11.16
Date_          20080912
PROCNO                1
EXPNO                 2
NAME            WW088−1

WW088−1

[2−(4−fluoro−phenyl)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW088-Ms) of Data.wiff (Turbo Spray) Max. 3.3e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e7

1.0e8

1.5e8

2.0e8

2.5e8

3.0e8

3.3e8

In
te

ns
ity

, c
ps

9.76

12.97

1.73 2.47 4.94 5.56 19.646.673.340.75 18.653.96 7.41 8.65 17.17
16.3014.70

Detector A, Channel 1 from Sample 1 (WW088-Ms) of Data.wiff Max. 1.3e6 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.3e6

A
U

/u
V

9.37

12.9012.58 13.26 15.44 15.728.321.61 7.967.15

 +Q1: Exp 1, 9.512 min from Sample 1 (WW088-Ms) of Data.wiff (Turbo Spray) Max. 2.8e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.0e5

1.0e6

1.5e6

2.0e6

2.5e6

2.8e6

In
te

ns
ity

, c
ps

336.0

358.1

277.0
294.1

123.1 355.2
415.3 671.0278.2 299.1187.6 387.1109.1 251.1173.9 523.1441.2 469.3203.3 514.6 533.1 575.7 634.0
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 71.8
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.16
Date_          20080912
PROCNO                1
EXPNO                 1
NAME            WW089−1

WW089−1

cyclopropylmethyl−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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LB                 1.00 Hz
SSB                   0
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SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG                13004
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.21
Date_          20080912
PROCNO                1
EXPNO                 2
NAME            WW089−1

WW089−1

cyclopropylmethyl−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW089-Ms) of WW089-Ms.wiff (Turbo Spray) Max. 2.0e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e7

4.0e7

6.0e7

8.0e7

1.0e8

1.2e8

1.4e8

1.6e8

1.8e8

2.0e8

In
te

ns
ity

, c
ps

8.77

12.60

1.86 9.762.47 7.044.703.59 5.810.13 18.4011.86 18.777.41 17.17

Detector A, Channel 1 from Sample 1 (WW089-Ms) of WW089-Ms.wiff Max. 5.5e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e4

1.0e5

1.5e5

2.0e5

2.5e5

3.0e5

3.5e5

4.0e5

4.5e5

5.0e5

5.5e5

A
U

/u
V

8.32

9.36 13.3712.9310.18 10.71 15.53 15.781.62 7.146.71

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

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.4e6

1.6e6

1.8e6

2.0e6

In
te

ns
ity

, c
ps

268.1

290.1

226.1
209.2

287.1
212.1123.1

279.0
414.9172.2 295.1157.2 401.2196.9 266.0 326.1 535.0 556.8108.9 422.0 633.0469.0 482.0 608.7
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PC                 1.00
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SI                32768
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PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                   57
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.27
Date_          20080912
PROCNO                1
EXPNO                 1
NAME            WW090−1

WW090−1

(2−methoxy−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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LB                 1.00 Hz
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PL13              27.00 dB
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======== CHANNEL f2 ========
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PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG                13004
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.32
Date_          20080912
PROCNO                1
EXPNO                 2
NAME            WW090−1

WW090−1

(2−methoxy−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW090-Ms) of WW090-Ms.wiff (Turbo Spray) Max. 2.3e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e7

4.0e7

6.0e7

8.0e7

1.0e8

1.2e8

1.4e8

1.6e8

1.8e8

2.0e8

2.2e8

In
te

ns
ity

, c
ps

7.78

8.65
12.972.23 4.081.49 4.70 6.30 9.76 11.49 19.391.12 18.657.04 17.54

14.08 15.56

Detector A, Channel 1 from Sample 1 (WW090-Ms) of WW090-Ms.wiff Max. 8.2e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

1.0e5

2.0e5

3.0e5

4.0e5

5.0e5

6.0e5

7.0e5

8.0e5

A
U

/u
V

7.42

8.32 9.37 13.3810.21 15.54 15.8410.731.62 6.68

 +Q1: Exp 1, 7.537 min from Sample 1 (WW090-Ms) of WW090-Ms.wiff (Turbo Spray) Max. 1.3e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu
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157.1 279.3 295.2 415.1181.0 390.9148.9 240.0173.9 277.0 565.0303.1 416.1312.2187.2 469.3 617.0
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PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                   57
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              14.05
Date_          20080912
PROCNO                1
EXPNO                 1
NAME            WW091−1

WW091−1

(2−thiophen−2−yl−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG                13004
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              14.09
Date_          20080912
PROCNO                1
EXPNO                 2
NAME            WW091−1

WW091−1

(2−thiophen−2−yl−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW091-Ms) of WW091-Ms.wiff (Turbo Spray) Max. 2.4e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e7

1.0e8

1.5e8

2.0e8

2.4e8

In
te

ns
ity

, c
ps

9.39

4.45 4.94 5.811.980.99 12.353.09 6.80 7.54 10.50 18.7718.03
15.69

Detector A, Channel 1 from Sample 1 (WW091-Ms) of WW091-Ms.wiff Max. 9.6e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e5

4.0e5

6.0e5

8.0e5

9.6e5

A
U

/u
V

9.06

 +Q1: Exp 1, 9.265 min from Sample 1 (WW091-Ms) of WW091-Ms.wiff (Turbo Spray) Max. 3.9e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.0e5

1.0e6

1.5e6

2.0e6

2.5e6

3.0e6

3.5e6
3.9e6

In
te

ns
ity

, c
ps

324.0

346.1
282.1

265.1
235.8 283.0 343.1 647.0123.1 200.2 415.1369.0 668.9504.6239.2148.9 298.3 496.6431.8 513.3

 -Q1: Exp 2, 9.327 min from Sample 1 (WW091-Ms) of WW091-Ms.wiff (Turbo Spray) Max. 1.4e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.4e6

In
te

ns
ity

, c
ps

322.1

126.7
237.0

382.1
247.1

212.0 324.9169.1 358.1155.0 287.9 569.8384.7
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 90.5
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time               9.10
Date_          20080915
PROCNO                1
EXPNO                 1
NAME            WW092−1

WW092−1

(2−hydroxy−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              14596.5
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time               9.15
Date_          20080915
PROCNO                1
EXPNO                 2
NAME            WW092−1

WW092−1

(2−hydroxy−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW092-Ms) of WW092-Ms.wiff (Turbo Spray) Max. 1.2e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.00

1.00e7

2.00e7

3.00e7

4.00e7

5.00e7

6.00e7

7.00e7

8.00e7

9.00e7

1.00e8

1.10e8
1.18e8

In
te

ns
ity

, c
ps

1.98

0.87

12.48
4.33 4.94 6.55 11.36

19.277.78 18.9010.879.02 13.34 17.0415.56

Detector A, Channel 1 from Sample 1 (WW092-Ms) of WW092-Ms.wiff Max. 3.0e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e4

1.0e5

1.5e5

2.0e5

2.5e5

3.0e5

A
U

/u
V

1.50

0.39
13.2812.86 13.7210.339.02

 +Q1: Exp 1, 1.734 min from Sample 1 (WW092-Ms) of WW092-Ms.wiff (Turbo Spray) Max. 1.7e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.4e6

1.6e6

1.7e6

In
te

ns
ity

, c
ps

280.2

258.1

216.1 281.2

277.0 299.0199.1 259.2 537.0
123.1 157.2 414.9401.0356.0 441.3 588.7515.1469.3 612.8 652.7
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                   57
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time               9.22
Date_          20080915
PROCNO                1
EXPNO                 1
NAME            WW093−1

WW093−1

benzylamide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG                13004
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time               9.26
Date_          20080915
PROCNO                1
EXPNO                 2
NAME            WW093−1

WW093−1

benzylamide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW093-Ms) of WW093-Ms.wiff (Turbo Spray) Max. 1.9e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e7

4.0e7

6.0e7

8.0e7

1.0e8

1.2e8

1.4e8

1.6e8

1.8e8
1.9e8

In
te

ns
ity

, c
ps

9.39

4.704.332.10 5.44 6.433.34 18.531.24 7.04 19.390.99 11.248.52 12.60 17.9117.04
13.83

Detector A, Channel 1 from Sample 1 (WW093-Ms) of WW093-Ms.wiff Max. 5.5e5 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

5.0e4

1.0e5

1.5e5

2.0e5

2.5e5

3.0e5

3.5e5

4.0e5

4.5e5

5.0e5

5.5e5

A
U

/u
V

8.93

13.31 13.7312.4211.34 15.49 15.918.077.071.63

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

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

5.0e5

1.0e6

1.5e6

2.0e6

2.5e6

3.0e6

3.3e6

In
te

ns
ity

, c
ps

304.0

326.0
262.1

245.0
322.9 607.0

315.0 628.7474.6279.2157.1122.9 332.1 415.3203.2 251.8 401.2 421.8 482.5
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                  128
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              11.20
Date_          20080924
PROCNO                1
EXPNO                 1
NAME           WW100−02

WW100−02

 [2−(5−dimethylamino−naphthalene−1−sulfonylamino)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              14596.5
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                  256
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              12.05
Date_          20080924
PROCNO                1
EXPNO                 3
NAME           WW100−02

WW100−02

[2−(5−dimethylamino−naphthalene−1−sulfonylamino)−ethyl]−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW100-Ms) of WW100-Ms.wiff (Turbo Spray) Max. 2.2e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e7

4.0e7

6.0e7

8.0e7

1.0e8

1.2e8

1.4e8

1.6e8

1.8e8

2.0e8

2.2e8

In
te

ns
ity

, c
ps

9.88

1.86 4.94 6.063.833.46 7.17 11.497.66 18.7718.4012.608.77
17.04

Detector A, Channel 1 from Sample 1 (WW100-Ms) of WW100-Ms.wiff Max. 1.5e6 .

0 1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min

0.0

2.0e5

4.0e5

6.0e5

8.0e5

1.0e6

1.2e6

1.4e6
1.5e6

A
U

/u
V

9.44

 +Q1: Exp 1, 9.636 min from Sample 1 (WW100-Ms) of WW100-Ms.wiff (Turbo Spray) Max. 7.4e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

1.0e6

2.0e6

3.0e6

4.0e6

5.0e6

6.0e6

7.0e6

In
te

ns
ity

, c
ps

490.0

336.2

447.9431.0 492.9 511.9239.2171.2 358.2 404.9299.2
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1300000 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                   64
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT           CDCl3
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              16.54
Date_          20080918
PROCNO                1
EXPNO                 1
NAME            WW096−3

WW096−3

−ethyl)−carbamic acid tert−butyl ester
(2−{[2−(1−Acetylamino−ethyl)−thiazole−4−carbonyl]−amino}
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PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG              14596.5
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                   32
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              16.58
Date_          20080918
PROCNO                1
EXPNO                 2
NAME            WW096−3

WW096−3

−ethyl)−carbamic acid tert−butyl ester
(2−{[2−(1−Acetylamino−ethyl)−thiazole−4−carbonyl]−amino}
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PC                 1.00
GB                    0
LB                 0.30 Hz
SSB                   0
WDW                  EM
SF          600.1299890 MHz
SI                32768
SFO1        600.1337060 MHz
PL1W         7.00000000 W
PL1                4.00 dB
P1                 8.00 usec
NUC1                 1H
======== CHANNEL f1 ========

TD0                   1
D1           1.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               40.400 usec
RG                 71.8
AQ            2.6477449 sec
FIDRES         0.188846 Hz
SWH           12376.237 Hz
DS                    2
NS                   16
SOLVENT            MeOD
TD                65536
PULPROG            zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              18.59
Date_          20080919
PROCNO                1
EXPNO                 1
NAME            WW098−1

WW098−1

(2−amino−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 


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

Doemling
Text Box
10k



PRIVILEGED DOCUMENT FOR REVIEW PURPOSES ONLY

180 160 140 120 100 80 60 40 20 ppm
2
3
.
3
5
5

2
4
.
9
9
3

4
0
.
7
4
5

4
3
.
5
0
0

1
2
7
.
6
7
7

1
5
2
.
7
6
5

1
6
7
.
0
8
8

1
7
5
.
5
8
0

1
7
8
.
9
7
8

PC                 1.40
GB                    0
LB                 1.00 Hz
SSB                   0
WDW                  EM
SF          150.9028090 MHz
SI                32768
SFO2        600.1324005 MHz
PL13W        0.03508311 W
PL12W        0.07000000 W
PL2W         7.00000000 W
PL13              27.00 dB
PL12              24.00 dB
PL2                4.00 dB
PCPD2             80.00 usec
NUC2                 1H
CPDPRG2         waltz16
======== CHANNEL f2 ========

SFO1        150.9178988 MHz
PL1W        82.63385773 W
PL1               −0.70 dB
P1                12.00 usec
NUC1                13C
======== CHANNEL f1 ========

TD0                   1
D11          0.03000000 sec
D1           2.00000000 sec
TE                298.0 K
DE                 6.50 usec
DW               13.900 usec
RG               9195.2
AQ            0.9110143 sec
FIDRES         0.548877 Hz
SWH           35971.223 Hz
DS                    2
NS                  512
SOLVENT           CDCl3
TD                65536
PULPROG          zgpg30
PROBHD   5 mm CPTCI 1H−
INSTRUM           spect
Time              13.19
Date_          20080920
PROCNO                1
EXPNO                 3
NAME            WW098−1

WW098−1

(2−amino−ethyl)−amide
2−(1−Acetylamino−ethyl)−thiazole−4−carboxylic acid 
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TIC: from Sample 1 (WW098-Ms2) of WW098-Ms2.wiff (Turbo Spray) Max. 1.8e8 cps.

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min
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2.10

3.59
6.924.94 6.06 7.29 8.520.87 19.1418.4012.609.76 10.99 17.1714.82

Detector A, Channel 1 from Sample 1 (WW098-Ms2) of WW098-Ms2.wiff Max. 3.5e5 .
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 +Q1: Exp 1, 2.968 min from Sample 1 (WW098-Ms2) of WW098-Ms2.wiff (Turbo Spray) Max. 3.7e6 cps.

100 150 200 250 300 350 400 450 500 550 600 650 700
m/z, amu

1.0e6

2.0e6

3.0e6

3.7e6

In
te

ns
ity

, c
ps

257.1

240.0
198.2

149.0
181.2 215.0 279.3 391.1242.0 299.3 413.1 512.9138.2 343.2 535.2420.0 646.9354.9

 +Q1: Exp 1, 1.857 min from Sample 1 (WW098-Ms2) of WW098-Ms2.wiff (Turbo Spray) Max. 3.7e6 cps.
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