
CLB008  MW=614? C36H26N2O8 NMSF, Swansea University Gavin Miller
(MeOH)/MeOH + DEA LTQ Orbitrap XL 17/12/2021 08:38:07

KEEMIL_YRL4E_OA_A #1-11 RT: 0.01-0.27 AV: 11 SM: 7G NL: 5.63E6
T: FTMS - p NSI Full ms [140.00-1935.00]
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KEEMIL_YRL4E_OA_A #1-11 RT: 0.01-0.27 AV: 11 SM: 7G NL: 5.63E6
T: FTMS - p NSI Full ms [140.00-1935.00]
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(MeOH)/MeOH + DEA LTQ Orbitrap XL 17/12/2021 08:38:07

KEEMIL_YRL4E_OA_A #1-11 RT: 0.01-0.27 AV: 11 SM: 7G NL: 1.02E6
T: FTMS - p NSI Full ms [140.00-1935.00]
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Theoretical Isotope Profile: [M-H]-

613.1616
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615.1680

NL:
1.02E6

KEEMIL_YRL4E_OA_A#1-11  
RT: 0.01-0.27  AV: 11 T: 
FTMS - p NSI Full ms 
[140.00-1935.00] 

NL:
1.55E4

C 36 H 25 N 2 O 8: 
C 36 H 25 N 2 O 8

p (gss, s /p:40) Chrg -1
R: 80000 Res .Pwr . @FWHM



Isotope: Min. .. Max.

14 N  0....12

16 O  0....12

12 C  0....60

1 H  0....80

23 Na  0....0

Tolerance Window: +- 5.00 ppm

Db/Ring Equiv: -10.. 500 N-Rule:   Do not use

Fits: 500 Charge:   -1

Mass Theoretical Delta RDB Composition

Mass [ppm]

613.1615 613.1616 -0.2 31.0 C
35 
H
19 
O
3 
N
9 

613.1616 -0.2 25.5 C
36 
H
25 
O
8 
N
2 

613.1603 2.0 26.0 C
34 
H
23 
O
7 
N
5 

613.1603 2.0 31.5 C
33 
H
17 
O
2 
N
12 

613.1630 -2.4 30.5 C
37 
H
21 
O
4 
N
6 

613.1598 2.8 38.5 C
48 
H
21 
O
1 

613.1635 -3.2 18.0 C
23 
H
23 
O
10 
N
11 

613.1590 4.1 21.0 C
33 
H
27 
O
11 
N
1 

613.1590 4.2 26.5 C
32 
H
21 
O
6 
N
8 

613.1643 -4.6 35.5 C
38 
H
17 
N
10 

613.1643 -4.6 30.0 C
39 
H
23 
O
5 
N
3 

613.1584 5.0 39.0 C
46 
H
19 
N
3 
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SM: 7G
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Theoretical Isotope Profile: [M-2H]2-
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306.5789
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NL:
5.63E6

KEEMIL_YRL4E_OA_A#1-11  
RT: 0.01-0.27  AV: 11 T: 
FTMS - p NSI Full ms 
[140.00-1935.00] 

NL:
1.55E4

C 36 H 24 N 2 O 8: 
C 36 H 24 N 2 O 8

p (gss, s /p:40) Chrg -2
R: 80000 Res .Pwr . @FWHM



Isotope: Min. .. Max.

14 N  0....12

16 O  0....12

12 C  0....60

1 H  0....80

23 Na  0....0

Tolerance Window: +- 5.00 ppm

Db/Ring Equiv: -10.. 500 N-Rule:   Do not use

Fits: 500 Charge:   -2

Mass Theoretical Delta RDB Composition

Mass [ppm]

306.0770 306.0772 -0.6 31.5 C
35 
H
18 
O
3 
N
9 

306.0772 -0.6 26.0 C
36 
H
24 
O
8 
N
2 

306.0765 1.6 26.5 C
34 
H
22 
O
7 
N
5 

306.0765 1.6 32.0 C
33 
H
16 
O
2 
N
12 

306.0763 2.4 39.0 C
48 
H
20 
O
1 

306.0778 -2.8 31.0 C
37 
H
20 
O
4 
N
6 

306.0781 -3.6 18.5 C
23 
H
22 
O
10 
N
11 

306.0758 3.8 21.5 C
33 
H
26 
O
11 
N
1 

306.0758 3.8 27.0 C
32 
H
20 
O
6 
N
8 

306.0756 4.6 39.5 C
46 
H
18 
N
3 

306.0785 -5.0 36.0 C
38 
H
16 
N
10 

306.0785 -5.0 30.5 C
39 
H
22 
O
5 
N
3 
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Theoretical Isotope Profile: [M-3H]3-

203.7157

204.0501

204.3845

NL:
8.33E5

KEEMIL_YRL4E_OA_A#1-11  
RT: 0.01-0.27  AV: 11 T: 
FTMS - p NSI Full ms 
[140.00-1935.00] 

NL:
1.55E4

C 36 H 23 N 2 O 8: 
C 36 H 23 N 2 O 8

p (gss, s /p:40) Chrg -3
R: 80000 Res .Pwr . @FWHM



Isotope: Min. .. Max.

14 N  0....12

16 O  0....12

12 C  0....60

1 H  0....80

23 Na  0....0

Tolerance Window: +- 5.00 ppm

Db/Ring Equiv: -10.. 500 N-Rule:   Do not use

Fits: 500 Charge:   -3

Mass Theoretical Delta RDB Composition

Mass [ppm]

203.7161 203.7161 -0.2 31.5 C
37 
H
19 
O
4 
N
6 

203.7163 -1.0 19.0 C
23 
H
21 
O
10 
N
11 

203.7157 2.0 26.5 C
36 
H
23 
O
8 
N
2 

203.7157 2.0 32.0 C
35 
H
17 
O
3 
N
9 

203.7166 -2.4 36.5 C
38 
H
15 
N
10 

203.7166 -2.4 31.0 C
39 
H
21 
O
5 
N
3 

203.7168 -3.2 18.5 C
25 
H
23 
O
11 
N
8 

203.7152 4.2 27.0 C
34 
H
21 
O
7 
N
5 

203.7152 4.2 32.5 C
33 
H
15 
O
2 
N
12 

203.7170 -4.6 36.0 C
40 
H
17 
O
1 
N
7 

203.7170 -4.6 30.5 C
41 
H
23 
O
6 
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