
 ID Tox21_112955         Plate Batch4-SP112429 Well P1-P-13    File SP112429-P13.D       Inj Date: 26 Nov 13   2:12 pm  MF C49H62N10O16S3     MW 1142.4     Expected Conc: 3.00 mM
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  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 0.05          0.0   0.0                                          10.0

 0.14          0.0   0.0                       1.36 mM            10.0

 0.22          0.0   0.0                       0.12 mM            10.0

 2.22          0.0   0.0                                          10.0

 2.66          0.0   0.0                       0.17 mM            10.0

 2.75   Yes  100.0 100.0     2.92     2.56 mM  19.1 mM   1.91 mM  10.0

 2.90          0.0   0.0                                          10.0

 3.39          0.0   0.0                       0.02 mM            10.0

Comment: Passed, very broad signals in all detectors, M-H small peak

m/z500 1000

Norm.

0
20
40
60
80

*MS+ 2.594:2.687 min
Max: 1162

 4
39

.2

 9
01

.1

 3
55

.3

 1
15

4.
1

 6
12

.5

 1
06

9.
2

 7
48

.8

 2
58

.9

 1
31

7.
6

 5
25

.0

 9
87

.0

 5
40

.3

m/z500 1000

Norm.

0
20
40
60
80

*MS- 2.594:2.687 min
Max: 79701

 5
72

.1

 2
53

.2

 5
61

.0
 5

78
.1

m/z500 1000

Norm.

0
20
40
60
80

*MS+ 2.688:2.751 min
Max: 3961

 1
09

9.
2

 3
37

.0

 9
58

.2

 1
19

6.
4

 7
91

.6

 6
91

.2

 5
86

.2

 4
22

.4

 8
77

.7

 5
06

.2
 5

32
.4

 1
06

3.
3

m/z500 1000

Norm.

0
20
40
60
80

*MS- 2.688:2.751 min
Max: 343995

 5
78

.4
 5

70
.1

m/z500 1000

Norm.

0
20
40
60
80

*MS+ 2.832:3.024 min
Max: 1383

 1
00

7.
8

 7
28

.2

 5
30

.2

 3
51

.0
 4

30
.3

 6
08

.4

 1
25

3.
6

 2
65

.5

 1
15

6.
8

 8
43

.4
 9

29
.6

 1
06

4.
3

 5
32

.1

m/z500 1000

Norm.

0
20
40
60
80

*MS- 2.832:3.024 min
Max: 345236

 5
70

.3

m/z250 500 750

Norm.

0
20
40
60
80

*MS+ 3.378:3.424 min
Max: 9911

 2
82

.2

 3
53

.2

 5
41

.0

 6
02

.8
 5

73
.9 5
70

.0

m/z250 500 750

Norm.

0
20
40
60
80

*MS- 3.378:3.424 min
Max: 22955

 5
11

.0

 3
94

.9

 5
81

.4

 2
30

.1

 3
13

.1

 3
81

.5

 2
26

.6
 2

40
.6

Page 1 of 1

http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144206508
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