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CO2H

4

=====================================================================
Acq. Operator   :                                Seq. Line :   2
Acq. Instrument : Instrument 1                    Location : P1-C-01
Injection Date  : 1/18/2012 6:08:21 PM                 Inj :   1
                                                Inj Volume : 5.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\0POS_1095ACN_C1_
                  1ML
Last changed    : 11/2/2011 8:46:01 AM
Analysis Method : C:\CHEM32\1\METHODS\JON\0POS_1095ACN_C1_1ML_20MIN_TFA_XL.M
Last changed    : 12/19/2011 11:23:19 AM

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

100

200

300

400

 DAD1 A, Sig=254,4 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000002.D)

 1
2.

24
6

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

250

500

750

1000

1250

1500

 DAD1 D, Sig=230,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000002.D)

 1
2.

24
6

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

50
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150
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250

300

 DAD1 E, Sig=280,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000002.D)
 1

2.
24
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min0 2.5 5 7.5 10 12.5 15 17.5

250000
500000
750000

1000000
1250000
1500000
1750000
2000000

 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000002.D)    ES-API, Pos, Scan,

 1
2.

27
8

 

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000002.D
Sample Name: JBG4001

Instrument 1 1/19/2012 11:07:53 AM Page 1 of 2

MS Signal: MSD1 TIC, MS File,  ES-API, Pos, Scan, Frag: 70
    Spectra averaged over upper half of peaks.
    Noise Cutoff: 1000 counts.
    Reportable Ion Abundance: > 10%.
 
 
Retention                   Mol. Weight
Time (MS)      MS Area      or Ion
 
  12.278      17884082       360.10 I
                             359.10 I

m/z250 500 750 1000 1250 1500 1750 2000

0

20

40

60

80

100

*MSD1 SPC, time=12.226:12.336 of C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000002.D    ES-API

Max: 1.11311e+006

 3
60

.1
 3

59
.1

                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000002.D
Sample Name: JBG4001

Instrument 1 1/19/2012 11:07:53 AM Page 2 of 2
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=====================================================================
Acq. Operator   :                                Seq. Line :   3
Acq. Instrument : Instrument 1                    Location : P1-C-05
Injection Date  : 1/18/2012 8:25:29 PM                 Inj :   1
                                                Inj Volume : 5.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\0POS_1095ACN_C1_
                  1ML
Last changed    : 11/2/2011 8:46:01 AM
Analysis Method : C:\CHEM32\1\METHODS\JON\0POS_1095ACN_C1_1ML_20MIN_TFA_XL.M
Last changed    : 1/19/2012 11:07:55 AM
                  (modified after loading)
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 DAD1 A, Sig=254,4 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000003.D)
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 DAD1 D, Sig=230,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000003.D)
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 DAD1 E, Sig=280,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000003.D)
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 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000003.D)    ES-API, Pos, Scan,

 1
0.

79
3

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000003.D
Sample Name: JBG6019

Instrument 1 1/19/2012 11:11:21 AM Page 1 of 3

MS Signal: MSD1 TIC, MS File,  ES-API, Pos, Scan, Frag: 70
    Spectra averaged over upper half of peaks.
    Noise Cutoff: 1000 counts.
    Reportable Ion Abundance: > 10%.
 
 
Retention                   Mol. Weight
Time (MS)      MS Area      or Ion
 
  10.793      12011372       404.10 I
                             403.10 I

m/z250 500 750 1000 1250 1500 1750 2000

0

20

40

60

80

100

*MSD1 SPC, time=10.748:10.840 of C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000003.D    ES-API

Max: 906357

 4
04

.1
 4

03
.1

                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000003.D
Sample Name: JBG6019

Instrument 1 1/19/2012 11:11:21 AM Page 3 of 3
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=====================================================================
Acq. Operator   :                                Seq. Line :  16
Acq. Instrument : Instrument 1                    Location : P1-B-07
Injection Date  : 6/8/2012 2:38:40 PM                  Inj :   1
                                                Inj Volume : 5.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\0POS_3095ACN_C1_
                  1ML_20MIN_TFA.M
Last changed    : 5/10/2012 3:48:21 PM
Analysis Method : C:\CHEM32\1\METHODS\LUKE\1095_C1_+_TFA.M
Last changed    : 6/8/2012 4:12:14 PM
                  (modified after loading)

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

50

100

150

200

 DAD1 A, Sig=254,4 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000016.D)

 1
1.

82
6

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0
100
200
300
400
500
600

 DAD1 D, Sig=230,16 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000016.D)

 1
1.

82
7

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

50

100

150

200

250

 DAD1 E, Sig=280,16 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000016.D)
 1

1.
82

7

min0 2.5 5 7.5 10 12.5 15 17.5
0

500000

1000000

1500000

2000000

2500000

 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000016.D)    ES-API, Pos, Scan,

 1
1.

88
2

Data File C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000016.D
Sample Name: JBG6129

Instrument 1 6/8/2012 4:13:52 PM Page 1 of 3

MS Signal: MSD1 TIC, MS File,  ES-API, Pos, Scan, Frag: 70
    Spectra averaged over upper half of peaks.
    Noise Cutoff: 1000 counts.
    Reportable Ion Abundance: > 10%.
 
 
Retention                   Mol. Weight
Time (MS)      MS Area      or Ion
 
  11.882      27265966       466.20 I
                             465.20 I

m/z250 500 750 1000 1250 1500 1750

0

20

40

60

80

100

*MSD1 SPC, time=11.819:11.948 of C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000016.D    ES-API

Max: 1.40486e+006

 4
67

.2

 2
33

.1

 4
66

.2
 4

65
.2

                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000016.D
Sample Name: JBG6129

Instrument 1 6/8/2012 4:13:52 PM Page 3 of 3
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=====================================================================
Acq. Operator   :                                Seq. Line :  13
Acq. Instrument : Instrument 1                    Location : P1-B-06
Injection Date  : 6/8/2012 1:27:33 PM                  Inj :   1
                                                Inj Volume : 5.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\0POS_5095ACN_C1_
                  1ML_20MIN_TFA.M
Last changed    : 11/2/2011 8:45:40 AM
Analysis Method : C:\CHEM32\1\METHODS\LUKE\1095_C1_+_TFA.M
Last changed    : 5/31/2012 8:27:25 AM

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

100

200

300

400

500

 DAD1 A, Sig=254,4 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000013.D)

 1
0.

68
9

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

200

400

600

800

1000

1200

 DAD1 D, Sig=230,16 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000013.D)

 1
0.

68
9

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

100

200

300

400

500

600

 DAD1 E, Sig=280,16 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000013.D)

 1
0.

68
9

min0 2.5 5 7.5 10 12.5 15 17.5

0
500000

1000000
1500000
2000000
2500000
3000000
3500000
4000000

 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000013.D)    ES-API, Pos, Scan,

 1
0.

73
3

 

Data File C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000013.D
Sample Name: JBG6121

Instrument 1 6/8/2012 4:12:13 PM Page 1 of 2

MS Signal: MSD1 TIC, MS File,  ES-API, Pos, Scan, Frag: 70
    Spectra averaged over upper half of peaks.
    Noise Cutoff: 1000 counts.
    Reportable Ion Abundance: > 10%.
 
 
Retention                   Mol. Weight
Time (MS)      MS Area      or Ion
 
  10.733      52104856       538.20 I
                             537.20 I

m/z250 500 750 1000 1250 1500 1750 2000

0

20

40

60

80

100

*MSD1 SPC, time=10.659:10.825 of C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000013.D    ES-API

Max: 2.33078e+006

 5
39

.2
 5

38
.2

 5
37

.2

                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-08 09-14-33\2012_06000013.D
Sample Name: JBG6121

Instrument 1 6/8/2012 4:12:13 PM Page 2 of 2
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=====================================================================
Acq. Operator   :                                Seq. Line :   4
Acq. Instrument : Instrument 1                    Location : P1-C-06
Injection Date  : 1/18/2012 8:49:11 PM                 Inj :   1
                                                Inj Volume : 5.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\0POS_1095ACN_C1_
                  1ML
Last changed    : 11/2/2011 8:46:01 AM
Analysis Method : C:\CHEM32\1\METHODS\JON\0POS_1095ACN_C1_1ML_20MIN_TFA_XL.M
Last changed    : 1/19/2012 11:07:55 AM
                  (modified after loading)

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

-25
0

25
50
75

100
125
150
175

 DAD1 A, Sig=254,4 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000004.D)

 9
.5

72

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0
100
200
300
400
500
600
700

 DAD1 D, Sig=230,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000004.D)

 9
.5

72

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0

100

200

300

400

 DAD1 E, Sig=280,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000004.D)

 9
.5

72

min0 2.5 5 7.5 10 12.5 15 17.5

200000
400000
600000
800000

1000000
1200000
1400000
1600000

 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000004.D)    ES-API, Pos, Scan,

 9
.6

09

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000004.D
Sample Name: SM1059

Instrument 1 1/19/2012 11:11:57 AM Page 1 of 3

MS Signal: MSD1 TIC, MS File,  ES-API, Pos, Scan, Frag: 70
    Spectra averaged over upper half of peaks.
    Noise Cutoff: 1000 counts.
    Reportable Ion Abundance: > 10%.
 
 
Retention                   Mol. Weight
Time (MS)      MS Area      or Ion
 
   9.609      14536806       735.25 I
                             358.10 I
                             357.10 I
                             179.10 I

m/z250 500 750 1000 1250 1500 1750 2000

0

20

40

60

80

100

*MSD1 SPC, time=9.565:9.676 of C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000004.D    ES-API, 

Max: 682542

 7
36

.2

 1
79

.1  3
58

.1
 3

57
.1

                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 19-51-09\2012_01000004.D
Sample Name: SM1059

Instrument 1 1/19/2012 11:11:57 AM Page 3 of 3
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=====================================================================
Acq. Operator   :                                Seq. Line :   5
Acq. Instrument : Instrument 1                    Location : P1-C-04
Injection Date  : 1/18/2012 7:19:17 PM                 Inj :   1
                                                Inj Volume : 5.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\0POS_1095ACN_C1_
                  1ML
Last changed    : 11/2/2011 8:46:01 AM
Analysis Method : C:\CHEM32\1\METHODS\JON\0POS_1095ACN_C1_1ML_20MIN_TFA_XL.M
Last changed    : 1/19/2012 11:07:55 AM
                  (modified after loading)

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0
50

100
150
200
250
300
350

 DAD1 A, Sig=254,4 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000005.D)

 8
.5

09

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0
200
400
600
800

1000
1200
1400

 DAD1 D, Sig=230,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000005.D)

 8
.5

09

min0 2.5 5 7.5 10 12.5 15 17.5

mAU

0
100
200
300
400
500
600
700

 DAD1 E, Sig=280,16 Ref=off (2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000005.D)

 8
.5

09

min0 2.5 5 7.5 10 12.5 15 17.5

100000
200000
300000
400000
500000
600000
700000
800000
900000

 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000005.D)    ES-API, Pos, Scan,

 8
.5

49

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000005.D
Sample Name: JBG4103

Instrument 1 1/19/2012 11:10:22 AM Page 1 of 3

MS Signal: MSD1 TIC, MS File,  ES-API, Pos, Scan, Frag: 70
    Spectra averaged over upper half of peaks.
    Noise Cutoff: 1000 counts.
    Reportable Ion Abundance: > 10%.
 
 
Retention                   Mol. Weight
Time (MS)      MS Area      or Ion
 
   8.549       7553570       402.10 I
                             401.10 I
                             201.05 I

m/z250 500 750 1000 1250 1500 1750

0

20

40

60

80

100

*MSD1 SPC, time=8.512:8.604 of C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000005.D    ES-API, 

Max: 504597

 2
01

.1  4
02

.1
 4

01
.1

                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2012_01\DAILYSQUENCE_LC 2012-01-18 17-43-38\2012_01000005.D
Sample Name: JBG4103

Instrument 1 1/19/2012 11:10:22 AM Page 3 of 3
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=====================================================================
Acq. Operator   :                                Seq. Line :   2
Acq. Instrument : Instrument 1                    Location : P1-F-08
Injection Date  : 6/14/2012 9:22:16 AM                 Inj :   1
                                                Inj Volume : 5.0 µl
Different Inj Volume from Sequence !     Actual Inj Volume : 10.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\0POS_3095ACN_C1_
                  1ML
Last changed    : 5/10/2012 3:11:52 PM
Analysis Method : C:\CHEM32\1\METHODS\JON\0POS_3095ACN_C1_1ML_20MIN_TFA_XL.M
Last changed    : 5/10/2012 3:11:52 PM
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 DAD1 A, Sig=254,4 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D)
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 DAD1 D, Sig=230,16 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D)
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 DAD1 E, Sig=280,16 Ref=off (2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D)
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 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D)    ES-API, Pos, Scan,
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Data File C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D
Sample Name: JBG7153

Instrument 1 6/19/2012 9:02:07 AM Page 1 of 3

=====================================================================
Acq. Operator   :                                Seq. Line :   2
Acq. Instrument : Instrument 1                    Location : P1-F-08
Injection Date  : 6/14/2012 9:22:16 AM                 Inj :   1
                                                Inj Volume : 5.0 µl
Different Inj Volume from Sequence !     Actual Inj Volume : 10.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\0POS_3095ACN_C1_
                  1ML
Last changed    : 5/10/2012 3:11:52 PM
Analysis Method : C:\CHEM32\1\METHODS\JON\0POS_3095ACN_C1_1ML_20MIN_TFA_XL.M
Last changed    : 5/10/2012 3:11:52 PM
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 MSD1 TIC, MS File (C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D)    ES-API, Pos, Scan,
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Data File C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D
Sample Name: JBG7153

Instrument 1 6/19/2012 9:02:07 AM Page 1 of 3

MS Signal: MSD1 TIC, MS File,  ES-API, Pos, Scan, Frag: 70
    Spectra averaged over upper half of peaks.
    Noise Cutoff: 1000 counts.
    Reportable Ion Abundance: > 5%.
 
 
Retention                   Mol. Weight
Time (MS)      MS Area      or Ion
 
  12.179       1294772      1047.45 I
                            1036.90 I
                            1036.45 I
                            1027.85 I
 
  12.248       4762168      1048.00 I
                            1038.00 I
                            1036.90 I
                            1036.50 I
                            1027.65 I
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*MSD1 SPC, time=12.106:12.210 of C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D    ES-API

Max: 47643
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*MSD1 SPC, time=12.210:12.577 of C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D    ES-API
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                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2012_06\DAILYSQUENCE_LC 2012-06-14 08-56-56\2012_06000002.D
Sample Name: JBG7153
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