
CFJ_ILP1x MW=1618? C50H86Mo6N4O18 NMSF, Swansea University
(MeCN)/MeCN LTQ Orbitrap XL 08/02/2023 16:45:01

UEAFIL_LQ7MM_PA_A #1-58 RT: 0.01-1.60 AV: 58 SM: 7G NL: 1.48E6
T: FTMS - p NSI Full ms [150.00-2000.00]
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UEAFIL_LQ7MM_PA_A #1-58 RT: 0.01-1.60 AV: 58 SM: 7G NL: 1.48E6
T: FTMS - p NSI Full ms [150.00-2000.00]
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UEAFIL_LQ7MM_PA_A #1-58 RT: 0.01-1.60 AV: 58 SM: 7G NL: 7.10E5
T: FTMS - p NSI Full ms [150.00-2000.00]
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UEAFIL_LQ7MM_PA_A #1-58 RT: 0.01-1.60 AV: 58 SM: 7G NL: 2.26E4
T: FTMS - p NSI Full ms [150.00-2000.00]
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UEAFIL_LQ7MM_PA_A #1-58 RT: 0.01-1.60 AV: 58 SM: 7G NL: 2.92E4
T: FTMS - p NSI Full ms [150.00-2000.00]
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UEAFIL_LQ7MM_PA_A #1-58 RT: 0.01-1.60 AV: 58 SM: 7G NL: 4.79E4
T: FTMS - p NSI Full ms [150.00-2000.00]
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Theoretical Isotope Profile:[M-TBA]+
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NL:
4.79E4

UEAFIL_LQ7MM_PA_A#1-58  
RT: 0.01-1.60  AV: 58 T: FTMS - 
p NSI Full ms [150.00-2000.00] 

NL:
1.51E3

C 18 H 14 Mo 6 N 2 O 18 C 16 H 36 N: 
C 34 H 50 Mo 6 N 3 O 18

p (gss, s /p:40) Chrg 1
R: 60000 Res .Pwr . @FWHM



CFJ_ILP1x MW=1618? C50H86Mo6N4O18 NMSF, Swansea University
(MeCN)/MeCN LTQ Orbitrap XL 08/02/2023 16:45:01

SM: 7G
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Observed Data
Monoisotopic ion around m/z 1339 not observed = too weak!
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Theoretical Isotope Profile:[M-TBA]+

**Please see accompanying comment file

1342.7486

1341.7475

1339.7492

1340.7528

NL:
1.31E2

UEAFIL_LQ7MM_PA_A#1-58  
RT: 0.01-1.60  AV: 58 T: FTMS - 
p NSI Full ms [150.00-2000.00] 

NL:
1.29

C 18 H 14 Mo 6 N 2 O 18 C 16 H 36 N: 
C 34 H 50 Mo 6 N 3 O 18

p (gss, s /p:40) Chrg 1
R: 60000 Res .Pwr . @FWHM
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Observed Data

1375.7439
z=2

Theoretical Isotope Profile:[M-TBA]+
**Please see accompanying comment file

1375.7465
z=?

NL:
4.68E3

UEAFIL_LQ7MM_PA_A#1-58  
RT: 0.01-1.60  AV: 58 T: FTMS - 
p NSI Full ms [150.00-2000.00] 

NL:
2.26E2

C 18 H 14 Mo 6 N 2 O 18 C 16 H 36 N: 
C 34 H 50 Mo 6 N 3 O 18

p (gss, s /p:40) Chrg 1
R: 60000 Res .Pwr . @FWHM

Ann
Typewritten Text
NOT monoisotopic, 98Mo X 6 species



Isotope: Min. .. Max.

14 N  0....10

16 O  0....24

12 C  0....40

1 H  0....60

23 Na  0....0

98 Mo  6....6

Tolerance Window: +- 5.00 ppm

Db/Ring Equiv: -3.. 500 N-Rule:   Do not use

Fits: 500 Charge:   1

Mass Theoretical Delta RDB Composition

Mass [ppm]

1375.7439 1375.7440 -0.1 3.5 C
23 
H
50 
O
21 
N
9 
Mo

6 

1375.7435 0.3 16.0 C
37 
H
48 
O
15 
N
4 
Mo

6 

1375.7449 -0.7 21.0 C
38 
H
44 
O
11 
N
8 
Mo

6 

1375.7449 -0.7 15.5 C
39 
H
50 
O
16 
N
1 
Mo

6 

1375.7454 -1.1 3.0 C
25 
H
52 
O
22 
N
6 
Mo

6 

1375.7422 1.3 11.0 C
36 
H
52 
O
19 
Mo

6 

1375.7422 1.3 16.5 C
35 
H
46 
O
14 
N
7 
Mo

6 

1375.7462 -1.7 20.5 C
40 
H
46 
O
12 
N
5 
Mo

6 

1375.7413 1.9 -1.0 C
20 
H
52 
O
24 
N
8 
Mo

6 

1375.7467 -2.0 8.0 C
26 
H
48 
O
18 
N
10 
Mo

6 

1375.7467 -2.0 2.5 C
27 
H
54 
O
23 
N
3 
Mo

6 

1375.7408 2.2 11.5 C
34 
H
50 
O
18 
N
3 
Mo

6 

1375.7408 2.2 17.0 C
33 
H
44 
O
13 
N
10 
Mo

6 

1375.7480 -3.0 7.5 C
28 
H
50 
O
19 
N
7 
Mo

6 

1375.7481 -3.0 2.0 C
29 
H
56 
O
24 
Mo

6 

1375.7395 3.2 12.0 C
32 
H
48 
O
17 
N
6 
Mo

6 

1375.7494 -4.0 7.0 C
30 
H
52 
O
20 
N
4 
Mo

6 

1375.7382 4.2 7.0 C
31 
H
52 
O
21 
N
2 
Mo

6 

1375.7381 4.2 12.5 C
30 
H
46 
O
16 
N
9 
Mo

6 

1375.7507 -5.0 12.0 C
31 
H
48 
O
16 
N
8 
Mo

6 

1375.7507 -5.0 6.5 C
32 
H
54 
O
21 
N
1 
Mo

6 

1375.7408 2.2 11.5 C H O N Mo
34 50 18 3 6 

1375.7439
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560.7297
z=2

561.7296
z=2

558.7301
z=2

563.2293
z=2

564.2292
z=2

557.2303
z=2

565.2288
z=2556.2305

z=2
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Theoretical Isotope Profile:[M-2TBA]2+
**Please see accompanying comment file
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565.2297

565.7299

566.2301

567.2306

NL:
7.10E5

UEAFIL_LQ7MM_PA_A#1-58 
 RT: 0.01-1.60  AV: 58 T: 
FTMS - p NSI Full ms 
[150.00-2000.00] 

NL:
1.51E3

C 18 H 14 Mo 6 N 2 O 18: 
C 18 H 14 Mo 6 N 2 O 18

p (gss, s /p:40) Chrg 2
R: 60000 Res .Pwr . @FWHM
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Observed Data
Monoisotopic ion around m/z 548 not observed = too weak!
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Theoretical Isotope Profile: [M-2TBA]2+
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NL:
2.29E2

UEAFIL_LQ7MM_PA_A#1-58 
 RT: 0.01-1.60  AV: 58 T: 
FTMS - p NSI Full ms 
[150.00-2000.00] 

NL:
7.40E-1

C 18 H 14 Mo 6 N 2 O 18: 
C 18 H 14 Mo 6 N 2 O 18

p (gss, s /p:40) Chrg 2
R: 60000 Res .Pwr . @FWHM
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SM: 7G
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Observed Data

566.7292
z=2

Theoretical Isotope Profile:[M-2TBA]2+
98Mo isotopologue = MIXTURE
**Please see accompanying comment file

566.7302

NL:
5.67E4

UEAFIL_LQ7MM_PA_A#1-58 
 RT: 0.01-1.60  AV: 58 T: 
FTMS - p NSI Full ms 
[150.00-2000.00] 

NL:
2.10E2

C 18 H 14 Mo 6 N 2 O 18: 
C 18 H 14 Mo 6 N 2 O 18

p (gss, s /p:40) Chrg 2
R: 60000 Res .Pwr . @FWHM



Isotope: Min. .. Max.

14 N  0....10

16 O  0....24

12 C  0....40

1 H  0....60

23 Na  0....0

98 Mo  6....6

Tolerance Window: +- 5.00 ppm

Db/Ring Equiv: -3.. 500 N-Rule:   Do not use

Fits: 500 Charge:   2

Mass Theoretical Delta RDB Composition

Mass [ppm]

566.7292 566.7291 0.2 17.5 C
21 
H
12 
O
15 
N
3 
Mo

6 

566.7291 0.2 23.0 C
20 
H
6 
O
10 
N
10 
Mo

6 

566.7293 -0.3 5.0 C
7 
H
14 
O
21 
N
8 
Mo

6 

566.7295 -0.5 40.5 C
35 
N
9 
Mo

6 

566.7295 -0.5 35.0 C
36 
H
6 
O
5 
N
2 
Mo

6 

566.7288 0.6 35.5 C
34 
H
4 
O
4 
N
5 
Mo

6 

566.7298 -1.0 22.5 C
22 
H
8 
O
11 
N
7 
Mo

6 

566.7298 -1.0 17.0 C
23 
H
14 
O
16 
Mo

6 

566.7284 1.4 18.0 C
19 
H
10 
O
14 
N
6 
Mo

6 

566.7300 -1.4 4.5 C
9 
H
16 
O
22 
N
5 
Mo

6 

566.7302 -1.7 40.0 C
37 
H
2 
O
1 
N
6 
Mo

6 

566.7282 1.8 30.5 C
33 
H
8 
O
8 
N
1 
Mo

6 

566.7282 1.8 36.0 C
32 
H
2 
O
3 
N
8 
Mo

6 

566.7280 2.1 0.5 C
4 
H
16 
O
24 
N
7 
Mo

6 

566.7304 -2.2 22.0 C
24 
H
10 
O
12 
N
4 
Mo

6 

566.7278 2.5 13.0 C
18 
H
14 
O
18 
N
2 
Mo

6 

566.7278 2.6 18.5 C
17 
H
8 
O
13 
N
9 
Mo

6 

566.7307 -2.6 9.5 C
10 
H
12 
O
18 
N
9 
Mo

6 

566.7307 -2.6 4.0 C
11 
H
18 
O
23 
N
2 
Mo

6 

566.7309 -2.9 39.5 C
39 
H
4 
O
2 
N
3 
Mo

6 

566.7275 3.0 31.0 C
31 
H
6 
O
7 
N
4 
Mo

6 

566.7273 3.3 1.0 C
2 
H
14 
O
23 
N
10 
Mo

6 

566.7311 -3.4 27.0 C
25 
H
6 
O
8 
N
8 
Mo

6 

566.7311 -3.4 21.5 C
26 
H
12 
O
13 
N
1 
Mo

6 

566.7271 3.7 13.5 C
16 
H
12 
O
17 
N
5 
Mo

6 

566.7314 -3.8 9.0 C
12 
H
14 
O
19 
N
6 
Mo

6 

566.7268 4.2 26.0 C
30 
H
10 
O
11 
Mo

6 

566.7268 4.2 31.5 C
29 
H
4 
O
6 
N
7 
Mo

6 

566.7318 -4.5 26.5 C
27 
H
8 
O
9 
N
5 
Mo

6 

566.7264 4.9 8.5 C
15 
H
16 
O
21 
N
1 
Mo

6 

566.7264 4.9 14.0 C
14 
H
10 
O
16 
N
8 
Mo

6 

566.7278 2.5 13.0 C H O N Mo
18 14 18 2 

566.7292




