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C:\Analytical\...\10162020\CDD1732 10/16/20 10:43:14

RT: 0.00 - 7.00 SM: 7B
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T: FTMS + p ESI Full ms [100.0000-1000.0000]

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

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

600.2568

57



58



59



C:\Analytical\...\10132020\CDD1733 10/13/20 12:33:47

RT: 0.00 - 7.00 SM: 7B
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C:\Analytical\...\10122020\CDD1780 10/12/20 11:49:31

RT: 0.00 - 7.00 SM: 7B
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C:\Analytical\Data\JRK\09252020\CDD1789 09/25/20 15:15:30

RT: 0.00 - 7.01 SM: 7B
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C:\Analytical\Data\JRK\09252020\CDD1790 09/25/20 15:23:07

RT: 0.00 - 7.00 SM: 7B
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C:\Analytical\Data\JRK\04052021\CDD1795 04/05/21 12:41:29

RT: 0.00 - 7.00 SM: 7B
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C:\Analytical\...\04012021\CDD1804 04/01/21 16:10:08

RT: 0.00 - 7.01
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T: FTMS + p ESI Full lock ms [100.0000-1000.0000]

100 200 300 400 500 600 700 800 900 1000

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

531.2363

75



76



77



C:\Analytical\...\10272020\CDD1806 10/27/20 14:01:02

RT: 0.00 - 7.01 SM: 7B
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\JRK-HRMS_MPRO\CDD1818 10/19/20 10:23:40

RT: 0.00 - 7.00
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\JRK-HRMS_MPRO\CDD1819 10/19/20 10:31:17

RT: 0.00 - 7.00
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\10162020\PJC_CDD1820 10/16/20 16:39:58

RT: 0.00 - 7.00 SM: 7B

0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0

Time (min)

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

4.95 NL:
1.07E10

Base Peak 
m/z= 
540.7409-
541.7409  
MS 
PJC_CDD18
20

PJC_CDD1820 #742 RT: 4.95 AV: 1 NL: 1.02E10
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\JRK-HRMS_MPRO\CDD1829 10/22/20 14:48:38

RT: 0.00 - 7.00
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\JRK-HRMS_MPRO\CDD1830 10/22/20 14:56:15

RT: 0.00 - 7.00
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\Data\JRK\04052021\CDD1831 04/05/21 12:49:04

RT: 0.00 - 7.00 SM: 7B
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T: FTMS + p ESI Full lock ms [100.0000-1000.0000]
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C:\Analytical\...\JRK-HRMS_MPRO\CDD1841 11/02/20 10:51:20

RT: 0.00 - 7.00
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\JRK-HRMS_MPRO\CDD1842 11/02/20 10:58:55

RT: 0.00 - 7.00
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\11122020\CDD1843 11/12/20 12:12:40

RT: 0.00 - 7.00 SM: 7B
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\JRK-HRMS_MPRO\CDD1845 11/09/20 11:50:39

RT: 0.00 - 7.01

0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0

Time (min)

0

10

20

30

40

50

60

70

80

90

100
R

e
la

ti
v
e

 A
b

u
n

d
a

n
c
e

4.16 NL:
3.90E8

Base Peak 
m/z= 
541.7551-
542.7551  
MS 
CDD1845

CDD1845 #603 RT: 4.16 AV: 1 NL: 3.82E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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C:\Analytical\...\04012021\CDD1846 04/01/21 16:17:45

RT: 0.00 - 7.01

0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0

Time (min)

0

10

20

30

40

50

60

70

80

90

100
R

e
la

ti
v
e

 A
b

u
n

d
a

n
c
e

4.35 NL:
1.67E8

Base Peak 
m/z= 
537.7424-
538.7424  
MS 
CDD1846

CDD1846 #560 RT: 4.35 AV: 1 NL: 1.62E8
T: FTMS + p ESI Full lock ms [100.0000-1000.0000]
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C:\Analytical\...\04012021\CDD1884 04/01/21 16:25:24

RT: 0.00 - 7.00
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C:\Analytical\...\04012021\CDD1885 04/01/21 16:33:01

RT: 0.00 - 7.01
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C:\Analytical\...\04012021\CDD1905 04/01/21 16:40:38

RT: 0.00 - 7.01
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C:\Analytical\...\04012021\CDD1906 04/01/21 16:48:15

RT: 0.00 - 7.00
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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RT: 0.00 - 7.00
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T: FTMS + p ESI Full lock ms [100.0000-1000.0000]
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RT: 0.00 - 7.01
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T: FTMS + p ESI Full lock ms [100.0000-1000.0000]
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RT: 0.00 - 7.01
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T: FTMS + p ESI Full lock ms [100.0000-1000.0000]
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RT: 0.00 - 7.01
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T: FTMS + p ESI Full ms [100.0000-1000.0000]

100 200 300 400 500 600 700 800 900 1000

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

528.2387

264.6230

388.1761

141.0697

135



136



137



C:\Analytical\...\04012021\CDD1926 04/01/21 17:26:19

RT: 0.00 - 7.00
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T: FTMS + p ESI Full lock ms [100.0000-1000.0000]
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RT: 0.00 - 7.01
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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RT: 0.00 - 7.01
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T: FTMS + p ESI Full ms [100.0000-1000.0000]
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RT: 0.00 - 7.01
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T: FTMS + p ESI Full ms [100.0000-1000.0000]

100 200 300 400 500 600 700 800 900 1000

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e

la
tiv

e
 A

b
u

n
d

a
n

ce

529.2216

149


