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LC-MS Conditions for Samples # 1 to 60 
 
All samples were run on a Surveyor HPLC-Thermo Finnigan LCQ DECA ion trap 
mass spectrometer system (Thermo Finnigan, San Jose, CA, USA) in ESI 
positive mode using a Luna C18(2), 20 x 2.00 mm column (Phenomenex, Torrance, 
CA, USA). The mobile phase and gradient were as follows -  
 
Aqueous phase= 1% Solution A, 0.03% Trifluoroacetic acid in Water 
Organic phase= 1% Solution A, 0.03% Trifluoroacetic acid in Methanol 
(Solution A= 2mM Ammonium Acetate in 2-Propanol:Water 90:10) 
 
5% Organic phase 0 - 0.2 min, 5 - 100% Org. 0.2 - 2.5 min, 100% Org. 2.5 - 3.5 
min, 100 - 5% Org. 3.5 - 3.6 min, 5% Org. 3.6 - 5.0 min. 
 
The delay time between the HPLC trace and the MS TIC is about 0.07 min. Flow 
rate= 300 L/min. 
 
The samples were prepared by taking 5 l sample at 10mM in DMSO  and 
adding 2 mL of  2mM Ammonium acetate in 50:50 Methanol:Water. All samples 
were filtered using 0.45 m PTFE syringe filters (Canadian Life Science, 
Peterborough, ON, Canada). 
 
The mass spectrometer parameters were as follows- 
 
 Sheath Gas Flow Rate(arb) : 50 
 Aux Gas Flow Rate(arb): 10 
 Spray Voltage (kV): 1.5 
 Capillary Temp (°C): 235 
 Capillary Voltage (V): 10.00 
 Tube Lens offset (V): -10.00 
 
Prepared by: 
 
Karen Robinson, B.Sc 
Mass Spectrometry Analyst 
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T: + p ESI Full ms [50.00-1000.00]
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13833666 # 16-26 RT: 0.25-0.42 AV: 11 SB: 5 0.15-0.22 NL: 9.66E6
T: + p ESI Full ms [50.00-1000.00]
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13833666 # 106-125 RT: 1.73-2.04 AV: 20 SB: 11 1.55-1.72 NL: 4.66E6
T: + p ESI Full ms [50.00-1000.00]
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T: + p ESI Full ms [50.00-1000.00]
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T: + p ESI Full ms [50.00-1000.00]
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25084538 # 157-173 RT: 2.57-2.83 AV: 17 SB: 8 2.38-2.49 NL: 2.42E7
T: + p ESI Full ms [50.00-1000.00]
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26349610 # 150-160 RT: 2.46-2.62 AV: 11 SB: 5 2.35-2.41 NL: 1.09E7
T: + p ESI Full ms [50.00-1000.00]
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26734150 # 131-143 RT: 2.14-2.34 AV: 13 SB: 6 1.96-2.04 NL: 7.76E6
T: + p ESI Full ms [50.00-1000.00]
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30394348 # 158-172 RT: 2.59-2.82 AV: 15 SB: 8 2.43-2.54 NL: 1.63E7
T: + p ESI Full ms [50.00-1000.00]
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T: + p ESI Full ms [50.00-1000.00]
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RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-40000

-20000

0

20000

40000

60000

80000

uA
U

1.85
3.23 3.870.25 4.213.97 4.083.70 4.343.41 3.553.113.022.942.792.652.52

2.33
2.22

0.17 05.0 75.0 37.0 08.0 0.87 1.27

NL:
8.44E4
Channel B  
UV 32704462

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

3.770.32 1.95
2.55 3.332.582.52 2.832.352.32 2.862.05 3.12 4.241.84 3.17 3.921.80

1.72 3.49 3.571.661.561.381.3111.1 81.10.980.9516.0 86.00.220.19

NL:
4.25E8
TIC  MS 
32704462

32704462 # 116-123 RT: 1.90-2.01 AV: 8 SB: 6 1.74-1.82 NL: 4.09E6
T: + p ESI Full ms [50.00-1000.00]

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0

20

40

60

80

100

R
el
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e

392.33

194.20 408.20110.87 897.00781.67358.4093.00 157.13
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* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 11:

Sample 12:



C:\Dalton\data\041709\39902220 4/17/2009 7:39:53 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-100000

-50000

0

50000
uA

U
4.213.87 3.96 4.083.783.69 4.343.553.403.322.61 3.260.27 2.53 3.103.022.87

2.42
0.01 2.13

NL:
1.03E5
Channel B  
UV 39902220

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.90

2.68 2.712.612.24 3.783.112.30 3.18
4.223.930.32 2.11 3.291.98 3.34 3.571.911.851.731.551.470.47 1.24 1.3508.0 98.0 1.191.020.720.06 0.19

NL:
7.01E8
TIC  MS 
39902220

39902220 # 131-142 RT: 2.16-2.34 AV: 12 SB: 5 2.03-2.09 NL: 1.15E7
T: + p ESI Full ms [50.00-1000.00]

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0
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R
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da

nc
e

417.27

135.20 157.07

C:\Dalton\data\041709\51665828 4/17/2009 7:45:38 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-60000

-40000

-20000

0

20000

40000

60000

uA
U

4.213.87 4.073.69 4.343.553.483.323.180.27
2.81

2.42
0.16 05.0 75.0 27.0 08.0 0.87

NL:
7.86E4
Channel B  
UV 51665828

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.292.25

3.77
4.233.13 3.18 3.93 4.202.53 2.56 2.81 2.840.31 2.16 3.332.061.88 3.621.83 3.3985.1 86.11.530.42 1.421.321.151.090.970.870.50 0.650.170.14

NL:
9.31E8
TIC  MS 
51665828

51665828 # 134-147 RT: 2.21-2.41 AV: 14 SB: 8 2.03-2.14 NL: 2.34E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z
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321.33

755.13

711.07
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*
LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*
LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 13:

Sample 14:



C:\Dalton\data\041709\58227375 4/17/2009 7:51:20 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-100000

0

100000

200000

300000

uA
U

2.62

3.01 4.203.87 3.96 4.083.783.69 4.333.5523.3 83.30.27 3.182.872.482.420.07

NL:
3.61E5
Channel B  
UV 58227375

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.70 2.73

3.773.41 4.233.18 3.44 3.922.27 2.552.340.32 1.98 2.171.811.671.530.39 1.481.371.220.49 1.151.040.850.700.240.12

NL:
1.31E9
TIC  MS 
58227375

58227375 # 161-174 RT: 2.65-2.86 AV: 14 SB: 8 2.49-2.60 NL: 3.01E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z
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R
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nc
e

787.00

394.13203.20

900.33

C:\Dalton\data\041709\64805911 4/17/2009 7:57:04 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

uA
U

2.64

3.01 4.213.88 3.97 4.083.793.703.563.483.333.080.27 2.470.03

NL:
6.58E5
Channel B  
UV 64805911

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.74

3.783.193.11 4.243.91 3.970.34 2.542.342.16 3.30 3.651.85 1.92 2.01 3.401.701.671.621.19 1.421.370.85 1.1006.0 76.0 1.000.17

NL:
1.33E9
TIC  MS 
64805911

64805911 # 161-177 RT: 2.65-2.91 AV: 17 SB: 8 2.52-2.64 NL: 2.53E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0
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100

R
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e

867.27

434.13253.33

889.00598.13
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* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 15:

Sample 16:



C:\Dalton\data\041709\66248419 4/17/2009 8:02:49 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000
uA

U
2.48

4.203.87 3.96 4.073.783.70 4.3374.3 45.33.390.27 98.2 00.32.350.02

NL:
6.66E5
Channel B  
UV 66248419

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.59

4.242.98 3.132.46 3.783.18 3.93 4.212.20 3.730.34 2.14 2.301.91 3.591.861.63 3.311.71 3.420.40 1.561.411.281.200.820.50 1.121.000.700.170.09

NL:
1.30E9
TIC  MS 
66248419

66248419 # 153-166 RT: 2.51-2.72 AV: 14 SB: 8 2.30-2.42 NL: 2.40E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0

20

40

60

80

100

R
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nc
e

369.40

850.87

737.20

759.07
584.13

C:\Dalton\data\041709\66310060 4/17/2009 8:08:35 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-100000

0

100000

200000

300000

400000

uA
U

2.59

3.87 4.213.96 4.083.793.7084.3 55.33.393.320.27 2.74 2.89
0.08

NL:
4.96E5
Channel B  
UV 66310060

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.67

3.78
3.12 4.243.933.190.33 2.962.462.392.212.152.031.901.831.72 3.34 25.3 85.31.601.571.451.401.171.020.860.760.24 0.570.16

NL:
7.86E8
TIC  MS 
66310060

66310060 # 159-176 RT: 2.62-2.89 AV: 18 SB: 7 2.47-2.57 NL: 8.11E6
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z
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376.07
750.87

185.20

765.93
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* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 17:

Sample 18:



C:\Dalton\data\041709\68906088 4/17/2009 8:14:20 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-100000

0

100000

200000

300000

uA
U

2.13

4.203.86 3.96 4.083.10 3.783.703.543.473.320.27 3.022.802.37 2.510.03

NL:
3.97E5
Channel B  
UV 68906088

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.22

2.43 2.47 3.793.18 4.223.10 3.922.792.76 2.83
0.32 2.00 3.641.62 1.961.83 3.33 3.551.480.40 1.391.271.201.070.940.750.600.04 0.19

NL:
5.69E8
TIC  MS 
68906088

68906088 # 130-143 RT: 2.14-2.35 AV: 14 SB: 7 2.00-2.09 NL: 1.09E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0
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R
el
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nc
e

375.20

261.27

437.13
389.20

862.60748.60157.07110.80

C:\Dalton\data\041709\74712138 4/17/2009 8:20:06 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-50000

0

50000

100000

150000

uA
U

2.26

4.213.87 3.96 4.083.793.713.44 3.543.323.120.27 3.032.872.40 2.802.63
0.03

NL:
1.84E5
Channel B  
UV 74712138

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.35

2.49
2.56 3.122.952.69 2.83

2.22 3.782.19 4.253.933.32 3.550.30 1.941.841.761.691.561.501.351.280.45 1.250.85 1.030.52 0.820.07 0.17

NL:
5.67E8
TIC  MS 
74712138

74712138 # 140-149 RT: 2.30-2.44 AV: 10 SB: 7 2.15-2.25 NL: 1.87E7
T: + p ESI Full ms [50.00-1000.00]
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m/z
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426.33

178.27 964.67850.73
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* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 19:

Sample 20:



C:\Dalton\data\041709\75786623 4/17/2009 8:31:33 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-50000

0

50000

100000

150000

uA
U

2.13

4.213.88 3.97 4.083.79 4.343.7184.3 55.33.330.27 2.81
0.17 05.0 75.0 27.0 08.0 0.87

NL:
1.89E5
Channel B  
UV 75786623

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.23
2.67

4.254.222.44 3.20 3.793.12 3.93
0.32 2.89 3.570.37 1.88 1.95 3.421.75 4.111.721.521.491.321.02 1.05 1.270.55 0.59 0.74 0.790.12

4.66

NL:
5.32E8
TIC  MS 
75786623

75786623 # 130-143 RT: 2.15-2.36 AV: 14 SB: 5 2.02-2.08 NL: 1.71E7
T: + p ESI Full ms [50.00-1000.00]
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m/z
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nc
e

449.33

203.27

157.07

C:\Dalton\data\041709\83742393 4/17/2009 8:37:13 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-100000

0

100000

200000

300000

400000

uA
U

2.26

3.31 4.2178.3 69.3 4.083.783.70 4.333.553.470.27 3.102.962.882.792.550.03

NL:
4.69E5
Channel B  
UV 83742393

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.36

3.202.81
3.05 3.792.68 4.253.942.23 3.402.190.31 2.000.34 1.901.65 1.70 3.631.541.501.340.46 0.79 1.240.91 1.171.010.640.07 0.21

NL:
7.55E8
TIC  MS 
83742393

83742393 # 138-150 RT: 2.28-2.47 AV: 13 SB: 7 2.14-2.24 NL: 1.35E7
T: + p ESI Full ms [50.00-1000.00]
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m/z
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261.33
400.20 771.00

784.93
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* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 21:

Sample 22:



C:\Dalton\data\041709\90837509 4/17/2009 8:42:59 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-60000

-40000

-20000

0

20000

40000

uA
U

0.26 4.213.88 3.97 4.083.79 4.343.713.633.563.06 3.403.33
2.81

0.08

NL:
7.68E4
Channel B  
UV 90837509

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.112.08
2.21

2.25 2.38 2.79 4.242.74 3.793.14 3.202.68 3.920.34 2.89
0.39 1.901.65 3.633.553.331.761.551.481.420.52 1.231.1539.0 00.186.0 57.00.240.12

NL:
3.77E8
TIC  MS 
90837509

90837509 # 123-139 RT: 2.03-2.29 AV: 17 SB: 6 1.88-1.96 NL: 1.19E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z
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e

341.20

247.27230.20157.07

C:\Dalton\data\041709\91801070 4/17/2009 8:48:44 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-50000

0

50000

100000

150000

200000

uA
U

2.28

3.14

3.962.38 4.213.88 4.083.793.71 4.343.553.403.040.27 2.54
2.170.17 05.0 75.0 0.72 0.80 1.26

NL:
2.27E5
Channel B  
UV 91801070

RT: 0.00 - 4.99
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4.252.732.25 18.3 29.30.31 0.34 2.852.16 2.991.89 1.98 3.601.841.7574.1 16.114.10.49 1.321.12 1.260.940.56 0.810.190.14

NL:
8.04E8
TIC  MS 
91801070

91801070 # 140-153 RT: 2.31-2.52 AV: 14 SB: 8 2.10-2.21 NL: 1.55E7
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 23:

Sample 24:



C:\Dalton\data\041709\92804720 4/17/2009 8:54:24 PM

RT: 0.00 - 4.98
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4.213.87 3.96 4.083.793.713.633.483.403.260.27 3.022.80

2.42
0.03

NL:
9.96E4
Channel B  
UV 92804720

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.18
2.21

3.13 3.172.52
4.252.36 3.32 3.78 3.912.62 3.482.680.34 2.81 3.711.931.851.790.41 1.721.501.320.46 78.0 69.0 1.161.070.18 0.840.11

NL:
5.18E8
TIC  MS 
92804720

92804720 # 129-138 RT: 2.13-2.28 AV: 10 SB: 8 1.98-2.10 NL: 2.07E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\95756108 4/17/2009 9:00:08 PM

RT: 0.00 - 4.98
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U

2.08

4.213.87 3.96 4.083.70 4.3484.3 55.33.403.260.27 3.022.87
2.432.34

0.16 05.0 75.0 0.72 0.80

NL:
1.74E5
Channel B  
UV 95756108

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

3.78

2.16
4.233.932.28 2.44 77.2 38.22.650.34 2.93 41.3 91.32.081.921.831.791.741.600.42 3.603.521.411.09 1.341.04 1.221.010.59 0.720.190.14

NL:
4.00E8
TIC  MS 
95756108

95756108 # 129-136 RT: 2.13-2.24 AV: 8 SB: 6 2.00-2.08 NL: 5.98E6
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 25:

Sample 26:



C:\Dalton\data\041709\95809153 4/17/2009 9:05:51 PM

RT: 0.00 - 4.98
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0

100000

200000

300000
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U

2.46

4.213.88 3.96 4.083.793.703.553.473.403.263.180.27 3.032.882.62
0.16 05.0 75.0 27.0 08.0 0.87

NL:
4.96E5
Channel B  
UV 95809153

RT: 0.00 - 4.99
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3.12 4.253.79 3.922.832.19 2.910.34 2.392.13 3.320.37 3.401.75 1.83 2.031.71 3.581.661.45 4.051.371.170.52 0.63 79.0 50.10.800.200.15

4.64

NL:
4.81E8
TIC  MS 
95809153

95809153 # 150-167 RT: 2.47-2.74 AV: 18 SB: 9 2.31-2.44 NL: 1.45E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\97539032 4/17/2009 9:11:31 PM

RT: 0.00 - 4.98
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4.213.87 3.96 4.080.26 3.793.70 4.333.553.473.393.32

2.83

1.71
0.03

27.0 08.075.0 0.87

NL:
7.26E4
Channel B  
UV 97539032

RT: 0.00 - 4.98
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0.32 1.80

1.85 2.19 3.171.91 2.25 2.45 3.912.48 4.222.60 3.122.711.99 2.761.68 2.860.42 1.63 3.623.551.570.47 3.491.451.351.270.63 58.0 39.00.57 1.120.22 1.090.12

NL:
3.28E8
TIC  MS 
97539032

97539032 # 15-28 RT: 0.24-0.45 AV: 14 SB: 5 0.14-0.21 NL: 1.08E7
T: + p ESI Full ms [50.00-1000.00]
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97539032 # 98-121 RT: 1.62-1.99 AV: 24 SB: 12 1.30-1.48 NL: 1.96E6
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

418.27

466.20179.13111.00 157.07
138.93 181.07 434.27391.27 948.93553.73
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* LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*
positive ESI analysis

*

*

*
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Sample 27:

Sample 28:



C:\Dalton\data\041709\98890620 4/17/2009 9:17:17 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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uA

U
4.213.88 3.973.79 4.343.713.633.483.333.260.27

2.81

0.01

NL:
1.01E5
Channel B  
UV 98890620

RT: 0.00 - 4.99
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4.252.80 3.810.34 3.943.13

1.75 3.29 3.581.701.62 3.410.45 1.451.421.33 4.071.170.57 0.83 1.030.630.240.14

NL:
4.60E8
TIC  MS 
98890620

98890620 # 111-125 RT: 1.83-2.06 AV: 15 SB: 7 1.67-1.76 NL: 1.48E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\99045607 4/17/2009 9:23:02 PM

RT: 0.00 - 4.98
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2.26
4.213.02 3.88 3.97 4.093.793.71 4.3484.3 55.362.3 23.30.27 2.38 2.460.17 05.0 75.0 0.80 0.870.72

NL:
4.71E5
Channel B  
UV 99045607

RT: 0.00 - 5.00
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3.12 3.93 4.242.932.760.34 2.061.83 1.931.70 05.3 75.30.44 1.671.541.491.401.321.020.50 1.220.920.870.22 0.740.15

NL:
6.04E8
TIC  MS 
99045607

99045607 # 132-137 RT: 2.18-2.26 AV: 6 SB: 6 2.03-2.11 NL: 1.24E7
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

Sample 29:

Sample 30:



C:\Dalton\data\041709\28940958 4/17/2009 9:40:04 PM

RT: 0.00 - 4.98
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2.34

4.213.54 3.88 3.973.79 4.353.713.483.403.260.28
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0.02

NL:
1.40E5
Channel B  
UV 28940958

RT: 0.00 - 4.99
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3.20 3.79 4.243.13 3.942.16 2.20 2.611.92 2.692.111.720.34 2.801.821.64 2.88 3.643.33 3.591.591.490.42 1.321.241.161.090.950.22 0.69 0.870.570.15

NL:
3.14E8
TIC  MS 
28940958

28940958 # 145-154 RT: 2.39-2.54 AV: 10 SB: 5 2.26-2.33 NL: 4.34E6
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\99103917 4/17/2009 9:45:49 PM

RT: 0.00 - 4.98
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Time (min)
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U

3.06
4.203.87 3.96 4.083.78 4.343.703.623.473.320.27

2.642.40

0.02

NL:
1.01E5
Channel B  
UV 99103917

RT: 0.00 - 4.99
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0.31 4.243.123.040.34 3.783.19 3.912.86 3.961.981.64 1.75
1.541.47 3.573.401.321.271.170.970.940.8174.0 46.00.14

NL:
4.56E8
TIC  MS 
99103917

99103917 # 122-139 RT: 2.02-2.29 AV: 18 SB: 7 1.85-1.95 NL: 8.63E6
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

Sample 31:

Sample 32:



C:\Dalton\data\041709\75606539 4/17/2009 9:57:22 PM

RT: 0.00 - 4.98
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0.01 0.08

NL:
9.53E4
Channel B  
UV 75606539

RT: 0.00 - 5.00
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2.102.06 2.28 2.321.781.73 1.86 2.251.70 2.41 2.66 2.72 4.243.12 3.793.181.57 3.932.86 2.951.52 3.563.321.45 3.480.49 1.371.241.171.020.70 0.970.790.230.13

NL:
5.50E8
TIC  MS 
75606539

75606539 # 15-27 RT: 0.24-0.44 AV: 13 SB: 7 0.13-0.23 NL: 1.54E7
T: + p ESI Full ms [50.00-1000.00]
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75606539 # 92-119 RT: 1.52-1.96 AV: 28 SB: 8 1.25-1.37 NL: 5.98E6
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

positive ESI analysis

*

*

Sample 33:

Sample 34:

C:\Dalton\data\041709\38183621 4/17/2009 9:51:35 PM

RT: 0.00 - 4.98
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4.203.873.773.703.623.463.393.212.800.27 1.98 2.982.59

2.44
0.04 0.59 0.790.71 0.86

NL:
8.56E4
Channel B  
UV 38183621

RT: 0.00 - 4.99
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2.10 2.36 3.230.32 3.312.00 4.233.791.84 3.943.44 3.56 3.71 3.971.800.41 1.741.641.52 4.101.420.44 1.360.92 1.06 1.270.720.190.04

NL:
4.30E8
TIC  MS 
38183621

38183621 # 17-24 RT: 0.28-0.39 AV: 8 SB: 5 0.16-0.23 NL: 1.31E7
T: + p ESI Full ms [50.00-1000.00]
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38183621 # 115-134 RT: 1.90-2.21 AV: 20 SB: 12 1.52-1.70 NL: 4.18E6
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis
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C:\Dalton\data\041709\39774799 4/17/2009 10:03:08 PM

RT: 0.00 - 4.98
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Time (min)
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0.23

4.203.87 3.96 4.073.78 4.333.693.623.543.393.24
3.002.872.64

0.600.01

NL:
1.02E5
Channel B  
UV 39774799

RT: 0.00 - 4.99
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2.19 2.31 2.36 2.472.11 2.70 2.732.05 3.19 4.231.93 3.783.12 3.931.87 4.282.881.620.78 3.240.71 0.810.64 3.721.551.440.92 3.571.39 3.321.07 1.12
0.200.10

NL:
6.34E8
TIC  MS 
39774799

39774799 # 15-76 RT: 0.24-1.24 AV: 62 SB: 7 0.14-0.24 NL: 7.59E6
T: + p ESI Full ms [50.00-1000.00]
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220.27

C:\Dalton\data\041709\28661322 4/17/2009 10:08:55 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-50000

0

50000

100000

uA
U

0.600.26

4.213.87 3.96 4.083.78 4.343.703.633.553.403.26
2.882.642.552.44

1.13
0.02

NL:
1.01E5
Channel B  
UV 28661322

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

0.34

2.522.24 2.582.19 2.47 3.19 3.952.65 3.12 4.263.802.782.11 2.861.911.70 1.780.67 0.75 3.30 3.391.56 3.551.00 1.471.380.95 1.180.52
0.14

NL:
3.58E8
TIC  MS 
28661322

28661322 # 21-82 RT: 0.34-1.35 AV: 62 SB: 5 0.24-0.31 NL: 2.43E6
T: + p ESI Full ms [50.00-1000.00]
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214.00
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

Sample 35:

Sample 36:

*

*

*

*



C:\Dalton\data\041709\75457118 4/17/2009 10:20:26 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-100000

0

100000

200000

300000

uA
U

2.32

2.55
4.213.87 3.96 4.083.783.703.543.473.330.27 3.253.012.77 2.86

0.01

NL:
3.03E5
Channel B  
UV 75457118

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.64 2.85 2.88
2.432.40

2.28 3.213.132.24 4.250.33 3.932.07 3.801.87 1.971.831.76 3.321.69 3.39 3.55 3.741.581.411.38 4.101.311.01 1.160.56 0.64 0.950.840.250.11

NL:
4.19E8
TIC  MS 
75457118

75457118 # 144-149 RT: 2.38-2.46 AV: 6 SB: 9 2.19-2.32 NL: 1.70E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\050509\51584500 5/5/2009 11:07:46 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-50000

0

50000

100000

150000

200000
uA

U
2.38

4.213.97 4.093.90 4.353.803.723.643.480.25 3.343.102.63 2.962.770.560.17 1.86 2.07

NL:
2.14E5
Channel B  
UV 51584500

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0
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40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.47

2.83 2.88
2.732.232.20 2.262.10 3.04 3.071.941.841.66 3.221.581.511.450.350.32 3.421.301.27 3.551.02 3.620.45 0.95 3.670.80 3.850.73 4.00 4.06 4.110.19 4.330.14 4.40

NL:
5.75E8
TIC  MS 
51584500

51584500 # 146-163 RT: 2.39-2.67 AV: 18 SB: 9 2.15-2.28 NL: 1.58E7
T: + p ESI Full ms [50.00-1000.00]
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Sample 37:

Sample 38:

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

*



C:\Dalton\data\041709\15001247 4/17/2009 10:26:12 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

100000

200000

300000

400000

500000

uA
U

2.43

3.09 4.213.88 4.093.47 3.79 4.343.713.403.260.27 2.812.642.360.08 0.58 0.81 0.870.73

NL:
5.93E5
Channel B  
UV 15001247

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.54

3.19

3.57 4.263.072.89 3.943.812.382.180.34 2.151.931.70 1.871.64 3.421.541.390.42 1.311.221.09 4.1128.0 19.066.00.240.11

NL:
9.27E8
TIC  MS 
15001247

15001247 # 150-164 RT: 2.48-2.70 AV: 15 SB: 7 2.30-2.39 NL: 2.55E7
T: + p ESI Full ms [50.00-1000.00]
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874.87

381.27

771.07167.27

C:\Dalton\data\041709\74803902 4/17/2009 10:31:57 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-50000

0

50000

uA
U

2.73
4.203.87 3.96 4.083.78 4.343.703.623.473.320.27 3.253.012.64 2.87

0.03 1.601.51

NL:
9.99E4
Channel B  
UV 74803902

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.682.30 2.40 2.63 2.73
2.22 2.81 3.202.191.85 1.981.73 2.891.70 3.12 3.791.65 4.243.92 3.970.34 1.50

3.713.31 3.561.371.321.26 4.071.161.090.840.51 0.810.660.14

NL:
3.60E8
TIC  MS 
74803902

74803902 # 88-111 RT: 1.46-1.83 AV: 24 SB: 10 1.19-1.34 NL: 7.31E6
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

Sample 39

Sample 40



C:\Dalton\data\041709\79407619 4/17/2009 10:54:53 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

800000
uA

U
2.39

2.65 3.54 4.203.87 3.96 4.073.70 4.332.28 13.3 83.30.27 2.821.950.02

NL:
9.24E5
Channel B  
UV 79407619

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.542.49

3.192.912.38 3.80 4.253.132.280.35 2.160.30 3.951.67 1.90 2.071.55 1.85 3.653.473.341.471.421.37 4.081.240.49 00.1 90.10.950.770.550.200.10
4.71

NL:
7.61E8
TIC  MS 
79407619

79407619 # 147-161 RT: 2.43-2.65 AV: 15 SB: 7 2.28-2.38 NL: 1.10E7
T: + p ESI Full ms [50.00-1000.00]
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198.20

405.00 795.20

79407619 # 147-161 RT: 2.43-2.65 AV: 15 SB: 7 2.28-2.38 NL: 1.62E6
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\31590025 4/17/2009 11:00:39 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

800000

1000000

uA
U

3.08

3.55 4.213.88 4.093.713.31 4.343.472.460.27 2.942.650.430.17 0.72 0.87 1.11 1.19

NL:
1.04E6
Channel B  
UV 31590025

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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80

100

R
el

at
iv

e 
Ab

un
da

nc
e

3.16 3.19

2.56 3.81 4.273.48 3.942.652.220.31 3.562.382.102.04 2.781.86 3.042.811.681.560.41 1.461.3961.1 42.10.49 1.060.840.590.230.14

NL:
1.50E9
TIC  MS 
31590025

31590025 # 187-202 RT: 3.09-3.33 AV: 16 SB: 7 2.94-3.04 NL: 2.17E7
T: + p ESI Full ms [50.00-1000.00]
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470.33374.33 931.00
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

positive ESI analysis

*

*

*

Sample 41:

Sample 42:



C:\Dalton\data\041709\28400827 4/17/2009 11:06:19 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

800000
uA

U
2.44

3.54 4.203.87 3.96 4.073.783.703.46 4.343.392.78 99.2 11.30.27 2.330.16 0.56 1.790.71 0.79 0.86 1.941.18 1.26

NL:
8.37E5
Channel B  
UV 28400827

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.53

2.40 3.202.79 2.87 2.952.32 3.792.19 4.272.110.33 3.942.031.91 3.973.34 3.54 3.621.851.701.631.501.311.261.230.49 0.71 1.080.18 0.81 0.95

NL:
7.98E8
TIC  MS 
28400827

28400827 # 148-160 RT: 2.45-2.64 AV: 13 SB: 8 2.24-2.35 NL: 2.41E7
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

Sample 43:

Sample 44:

C:\Dalton\data\050509\83230128 5/5/2009 11:19:07 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

100000

200000

300000

400000

500000

uA
U

2.92

2.85

12.475.3 3.97 4.093.893.80 4.343.480.25 3.403.262.61 2.680.04 2.530.51 0.730.65 0.80

NL:
5.17E5
Channel B  
UV 83230128

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

3.01

3.15 3.18
2.22 2.272.192.011.73 2.481.94 2.51 3.312.791.47 2.611.62 3.36 3.761.380.420.37 1.34 3.481.251.100.79 0.89 4.010.600.24 4.09 4.310.16

4.65

NL:
4.61E8
TIC  MS 
83230128

83230128 # 179-191 RT: 2.94-3.13 AV: 13 SB: 5 2.84-2.91 NL: 2.41E6
T: + p ESI Full ms [50.00-1000.00]
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773.00
751.07 908.87

534.00
789.07432.07

805.73110.60 477.13 924.93414.27 833.93 851.93451.07 669.93



C:\Dalton\data\041709\21536943 4/17/2009 11:23:30 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

500000

1000000

1500000

2000000

uA
U

2.65

2.932.56 3.03 3.87 4.203.95 4.073.783.69 4.333.543.4742.3 13.30.270.16 94.0 65.0 17.0 97.0 0.86 2.001.17

NL:
2.02E6
Channel B  
UV 21536943

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.73 2.78

2.85
3.123.04

4.242.602.08 2.290.32 2.37 3.942.26 3.79
1.72 3.401.65 1.921.49 3.53 3.691.39 4.091.251.221.000.50 0.57 0.72 0.900.22

NL:
5.14E8
TIC  MS 
21536943

21536943 # 164-174 RT: 2.70-2.86 AV: 11 SB: 10 2.49-2.64 NL: 1.88E7
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

*

Sample 45:

Sample 46:

C:\Dalton\data\050509\18615127 5/5/2009 11:30:32 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

-50000

0

50000

100000

150000

200000

250000

uA
U

2.22

2.37 12.485.3 3.97 4.083.893.80 4.352.690.25 3.413.172.490.170.11 0.49 0.65 0.73 0.87

NL:
2.87E5
Channel B  
UV 18615127

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.802.33 2.59 2.772.56

2.20
2.141.961.68 2.921.920.32 3.212.981.610.37 1.451.35 3.331.27 3.741.15 3.59 3.870.45 3.411.020.900.82 3.99 4.020.500.250.17 4.31 4.41

NL:
3.82E8
TIC  MS 
18615127

18615127 # 137-155 RT: 2.25-2.54 AV: 19 SB: 7 2.12-2.22 NL: 6.96E6
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\53006156 4/17/2009 11:29:10 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

800000

uA
U

2.27

4.213.88 3.97 4.083.79 4.343.713.633.483.413.330.27 3.012.892.660.03

NL:
9.47E5
Channel B  
UV 53006156

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

2.37

2.49
2.97 4.27

3.212.66 3.963.813.150.32 0.36 2.742.222.142.091.85 3.311.67 1.81 3.401.611.47 3.64 4.091.371.27 4.401.040.87 1.240.60 0.710.190.12

NL:
4.61E8
TIC  MS 
53006156

53006156 # 139-150 RT: 2.30-2.48 AV: 12 SB: 9 2.12-2.25 NL: 1.49E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\66091929 4/17/2009 11:34:55 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

50000

100000

150000

200000

uA
U

2.53

2.31 2.78 3.15
4.213.88 3.973.793.71 4.353.633.403.253.000.27 2.47

1.980.17 0.50 0.57 08.0 88.0

NL:
2.32E5
Channel B  
UV 66091929

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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e

2.64

3.252.88
3.06 3.332.39 3.50 3.560.32 3.81 4.273.95 3.992.212.001.901.8305.1 06.11.411.290.50 1.02 1.090.19 0.540.14 0.940.72

NL:
8.06E8
TIC  MS 
66091929

66091929 # 155-171 RT: 2.56-2.81 AV: 17 SB: 7 2.41-2.51 NL: 2.34E7
T: + p ESI Full ms [50.00-1000.00]
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Sample 47:

Sample 48:

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

*



C:\Dalton\data\041709\24656803 4/17/2009 11:40:35 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

500000

1000000

1500000

uA
U

2.53

4.203.87 3.95 4.073.78 4.333.7074.3 45.32.36 3.313.242.82 3.092.990.2770.0 61.0 94.0 65.0 17.0 97.0 0.86

NL:
1.89E6
Channel B  
UV 24656803

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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e 
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e

2.61

2.77 2.80

3.21 4.253.792.45 3.11 3.942.412.220.33 3.980.36 1.94 2.141.82 3.563.481.771.661.521.490.47 1.21 1.360.56 1.141.080.74 0.790.230.16

NL:
4.67E8
TIC  MS 
24656803

24656803 # 157-163 RT: 2.59-2.69 AV: 7 SB: 7 2.40-2.50 NL: 1.60E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\47381587 4/17/2009 11:46:17 PM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

uA
U

2.15

4.213.88 3.96 4.083.79 4.343.7184.3 55.33.330.27 3.263.012.892.650.01

NL:
7.61E5
Channel B  
UV 47381587

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
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2.252.22 2.31

3.21 3.81 4.250.33 95.2 17.22.12 3.942.74 3.132.001.95 2.821.721.691.64 3.712.98 3.593.361.51 3.531.43
1.230.49 0.87 1.180.940.52 0.810.230.13

4.68

NL:
3.63E8
TIC  MS 
47381587

47381587 # 132-145 RT: 2.18-2.39 AV: 14 SB: 8 2.02-2.13 NL: 6.46E6
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

Sample 49:

*

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

Sample 50:

*

*

*



C:\Dalton\data\041709\29011739 4/18/2009 12:03:33 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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200000

300000

400000

500000
uA

U
2.40

4.213.55 3.88 3.963.793.61 4.343.493.403.263.000.28 2.662.230.01

NL:
5.28E5
Channel B  
UV 29011739

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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e

2.49

3.10
3.182.65

2.972.84
2.29 3.69 4.273.793.57 3.950.34 3.432.192.161.931.891.731.701.551.35 4.101.281.150.86 0.960.720.520.210.09

NL:
5.48E8
TIC  MS 
29011739

29011739 # 147-163 RT: 2.44-2.70 AV: 17 SB: 8 2.27-2.39 NL: 1.67E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\34675968 4/18/2009 12:09:18 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

100000

200000

300000

400000

500000

600000

uA
U

2.52

2.952.29 4.213.883.55 3.97 4.083.79 4.343.713.483.393.253.140.27 2.802.422.110.09 1.9905.0 75.0 0.80 0.870.72 1.27

NL:
6.63E5
Channel B  
UV 34675968

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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nc
e

2.632.57

2.37 3.203.133.072.192.12 4.273.943.790.33 3.642.080.36 3.411.941.801.711.601.561.411.310.58 89.0 50.1 1.200.860.810.16

NL:
8.43E8
TIC  MS 
34675968

34675968 # 153-168 RT: 2.53-2.77 AV: 16 SB: 8 2.40-2.52 NL: 2.05E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

769.07

198.20

385.07

774.93
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LC plot

MS Total Ion Current plot

positive ESI analysis

Sample 51:

*

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

Sample 52:

*

*

*



C:\Dalton\data\041709\56570762 4/18/2009 12:14:58 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

50000

100000

150000

200000

250000

300000

350000
uA

U
2.25

4.213.87 3.96 4.073.78 4.343.703.543.473.320.27 3.022.882.652.49
0.04 0.57 0.79 0.860.72

NL:
3.50E5
Channel B  
UV 56570762

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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e

2.34

2.47

2.58 2.62 2.76 3.132.24 3.19 4.253.800.32 2.03 3.932.86 3.971.801.63 1.98 3.553.291.54 3.411.421.2701.1 71.10.90 4.080.20 0.680.480.15

NL:
6.05E8
TIC  MS 
56570762

56570762 # 138-153 RT: 2.28-2.52 AV: 16 SB: 8 2.13-2.24 NL: 1.42E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\10854637 4/18/2009 12:20:44 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

100000

200000

300000

400000

uA
U

0.22

1.53

4.213.88 3.96 4.083.79 4.343.55 3.713.483.403.332.48 3.002.75 2.882.661.890.04 08.0 88.0 0.950.60 1.79 1.99

NL:
4.57E5
Channel B  
UV 10854637

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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nc
e

0.33

1.60
1.67 1.70 2.46 2.672.42 2.57 3.142.781.98 2.832.291.83 2.231.54 3.19 4.253.80 3.94 4.282.911.491.39 3.713.47 3.561.31 3.410.49 1.090.57 0.67 1.040.810.210.09

NL:
3.77E8
TIC  MS 
10854637

10854637 # 16-27 RT: 0.26-0.44 AV: 12 SB: 5 0.16-0.23 NL: 1.18E7
T: + p ESI Full ms [50.00-1000.00]
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10854637 # 86-110 RT: 1.42-1.82 AV: 25 SB: 8 1.07-1.19 NL: 2.66E6
T: + p ESI Full ms [50.00-1000.00]
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LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

positive ESI analysis

*

Sample 53

Sample 54

*

*

*
*

1

2

1 2

1

2



C:\Dalton\data\041709\97545174 4/18/2009 12:26:29 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

800000
uA

U
2.50

3.54 4.203.87 3.96 4.073.783.70 4.333.473.393.250.27 98.2 00.32.400.01

NL:
8.67E5
Channel B  
UV 97545174

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
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nc
e

2.59 2.63

3.202.98 3.132.46 4.273.810.34 2.15 2.430.30 3.951.95 2.0247.1 18.11.64 3.693.39 3.540.40 93.1 94.11.361.221.11 4.100.920.49 0.860.700.150.10

NL:
5.31E8
TIC  MS 
97545174

97545174 # 154-164 RT: 2.55-2.71 AV: 11 SB: 8 2.38-2.50 NL: 2.54E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\60468657 4/18/2009 12:32:15 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

800000

1000000

uA
U

2.82

3.88 4.213.963.79 4.343.713.633.483.403.240.27 3.002.660.03

NL:
1.03E6
Channel B  
UV 60468657

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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e

2.90

3.132.28 2.34 3.172.46 3.292.13 2.56 3.80 4.262.070.34 3.952.662.031.840.37 3.401.751.72 3.49 3.701.621.37 4.091.321.220.57 1.060.860.690.14

NL:
9.14E8
TIC  MS 
60468657

60468657 # 173-184 RT: 2.85-3.03 AV: 12 SB: 8 2.69-2.80 NL: 5.43E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

277.13

231.33
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LC plot

MS Total Ion Current plot

positive ESI analysis

Sample 55:

*

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

Sample 56:

*

*

*



C:\Dalton\data\041709\56656872 4/18/2009 12:38:00 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

100000

200000

300000

400000

500000

600000

700000
uA

U
3.08

3.78 3.87 4.213.96 4.343.703.623.473.390.27 3.00
0.02

NL:
7.03E5
Channel B  
UV 56656872

RT: 0.00 - 5.00

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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100

R
el

at
iv

e 
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da

nc
e

3.13 3.16
3.27

3.96 4.253.810.34 3.042.27 2.941.82 3.562.422.20 65.2 66.2 3.731.85 2.811.991.560.42 1.671.390.94 4.091.320.47 1.270.87 1.110.740.220.10

NL:
7.13E8
TIC  MS 
56656872

56656872 # 187-202 RT: 3.09-3.33 AV: 16 SB: 7 2.94-3.04 NL: 1.59E7
T: + p ESI Full ms [50.00-1000.00]
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C:\Dalton\data\041709\12365771 4/18/2009 12:43:46 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

100000

200000

300000

uA
U

1.98

4.213.88 3.963.79 4.343.713.633.483.400.27 3.263.00
0.03 27.0 08.075.0 0.86

NL:
3.48E5
Channel B  
UV 12365771

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)
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100

R
el
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iv

e 
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da
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e

2.06 2.10
2.03

2.39 2.50 2.60 3.12 3.211.770.32 2.65 2.801.83 4.263.822.91 3.951.741.64 3.321.54 3.733.37 3.591.461.271.24 4.100.890.49 1.160.860.570.190.12

NL:
5.53E8
TIC  MS 
12365771

12365771 # 122-138 RT: 2.02-2.27 AV: 17 SB: 7 1.83-1.93 NL: 1.84E7
T: + p ESI Full ms [50.00-1000.00]

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z

0

20

40

60

80

100

R
el

at
iv

e 
Ab

un
da

nc
e

353.20

204.20 818.47742.60
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LC plot

MS Total Ion Current plot

positive ESI analysis

Sample 57:

Sample 58:

*

*

LC plot

MS Total Ion Current plot

positive ESI analysis

*

*

*

*



C:\Dalton\data\041709\15629560 4/18/2009 12:49:30 AM

RT: 0.00 - 4.98

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
Time (min)

0

200000

400000

600000

800000

1000000

1200000
uA

U
2.51

2.89 3.88 4.08 4.213.803.613.11 4.3504.3 84.32.420.27 2.802.130.04 0.58 0.80 1.750.880.73

NL:
1.26E6
Channel B  
UV 15629560

RT: 0.00 - 4.99

0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8
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15629560 # 154-169 RT: 2.55-2.79 AV: 16 SB: 9 2.41-2.55 NL: 7.83E6
T: + p ESI Full ms [50.00-1000.00]
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Dalton Pharma LC-MS analysis results Supplementary data Wallace et al.
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