CFJ_ILP1x MW=16187 C50H86M06N40O18 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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CFJ_ILP1x MW=16187 C50H86M0o6N4018

(MeCN)/MeCN

NMSF, Swansea University
LTQ Orbitrap XL

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]

Relative Abundance

100
95—
90
85—
80
75—
70—
65—
60
55—
50—
45—
40—
35—
30
25—
20—
15—
10—

5

255.2325

293.1753

283.2638

|

309.1701

325.1836
l

348.2749

364.2698

\‘\it

08/02/2023 16:45:01

0—

\‘\
260

280

HH‘HH
300

T ‘\
320
m/z

340

360

HH‘HH
380

HH‘HH
400

HH‘H\
420



CFJ_ILP1x MW=16187 C50H86M06N40O18 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: 7.10E5
T: FTMS - p NSI Full ms [150.00-2000.00]
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CFJ_ILP1x MW=16187 C50H86M0o6N4018
(MeCN)/MeCN

NMSF, Swansea University
LTQ Orbitrap XL

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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CFJ_ILP1x MW=16187 C50H86M06N40O18 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: 4.79E4
T: FTMS - p NSI Full ms [150.00-2000.00]
1363.7424

100 2=2

" 1355.7428 | 13737435
90 2=2 252

. 1636.7115
7 x | 1542.0226 z=2
] I 2=

Relative Abundance
(@)]
i

50 | 1603.7632

. 15773773 252

Z=,,1,,,,

1 1336.9101
10 z=1

1402.9017
1 1468.8938 1506.2815

0 Rl HJLL e T ik

“\\ u\\ ‘\\\‘\‘\\\‘\\\\\\\\\\\\\\\
1350 1400 1450 1500 1550 1600 1650



CFJ_ILP1x MW=16187 C50H86M06N40O18 NMSF, Swansea University

(MeCN)/MeCN LTQ Orbitrap XL 08/02/2023 16:45:01
1363.7424 NL:
o 1361.742 1367.7424 4.79E4
90— 361.7423 ; UEAFIL_LQ7MM_PA_A#1-58
80 / RT: 0.01-1.60 AV: 58 T: FTMS -
e 1359.7426 5 p NSI Full ms [150.00-2000.00]
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| Theoretical Isotope Profile:(M-TBAJ+ -+ 00000 Res .Pwr. @
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CFJ_ILP1x MW=16187? C50H86M0o6N4018 NMSF, Swansea University

(MeCN)/MeCN LTQ Orbitrap XL
SM: 7G
1339.8478
z="?
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80 Monoisatopic ion around m/z 1339 not observed = too weak!
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” Theoretical Isotope Profile:[M-TBAJ+
b **Please see accompanying comment file
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CFJ_ILP1x MW=1618? C50H86Mo6N4018
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Theoretical Isotope Profile:[M-TBA]+
**Please see accompanying comment file

NOT monoisotopic, 98Mo X 6 species
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Typewritten Text
NOT monoisotopic, 98Mo X 6 species


Isotope:
14 N

16 O

12 C
1H

23 Na
98 Mo

Tolerance Window:

Db/Ring Equiv:
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CFJ_ILP1x MW=16187 C50H86M0o6N4018

NMSF, Swansea University

(MeCN)/MeCN LTQ Orbitrap XL 08/02/2023 16:45:01
560.7297 561.7296 NL:
100 z=2 z=2 7.10E5
UEAFIL_LQ7MM_PA A#1-58
B 558.7301 563.2293 RT:0.01-1.60 AV:58T:
80— z=2 720 Observed Data FTMS - p NSI Full ms
8 - [150.00-2000.00]
o
g - 564.2292
2 60 ° 7D k
3 557.2303
<q’§ 1 z=2
= 40
s 556 2305 565 2288
L |
20 554 2309 | 566 7292
| Co l ’ ‘ ‘ I } ’ ‘ L1
0 | NL:
100 560.7289 Theoretical Isotope Profile:[M-2TBAJ2+ 12 1E3
3 **Please see accompanying comment file C18 H14 Mog N2 O 1s:
| C1gH14Mog N2 O1s
80 563.2293 P (gss, s /p:40) Chrg 2
60— 557.7291 564.2294
i 564.7294
40 565.2297
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20— 566.2301
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CFJ_ILP1x MW=1618? C50H86M0o6N4018

NMSF, Swansea University

(MeCN)/MeCN LTQ Orbitrap XL 08/02/2023 16:45:01
Observed Data 549.7303 NL:
100 Monoisotopic ion around m/z 548 not observed = too weak! z=2 2.29E2
i UEAFIL_LQ7MM_PA A#1-58
N RT:0.01-1.60 AV:58 T:
80 FTMS - p NSI Full ms
g - 549.2308 [150.00-2000.00]
§ | z=2
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2 40 i 2="
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c 548.9828 549.1248 7=7 7-7
Zot Z=? Z=? A;
; | NS
NL:
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7 C1s H14 Mog N2 O 1s:
. C1g8H14 Mog N2 O3
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40~
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20~
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O “\““““‘\““““\““““‘\““““\““““‘\“““"\““‘“/‘\‘\‘“‘\““\““““‘\““““\““““‘\““““\““““‘\“
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CFJ_ILP1x MW=16187 C50H86M06N40O18 NMSF, Swansea University

(MeCN)/MeCN LTQ Orbitrap XL 08/02/2023 16:45:01
SM: 7G
566.7292 NL:
100, z=2 5.67E4
| UEAFIL_LQ7MM_PA_A#1-58
f RT:0.01-1.60 AV:58T:
80 FTMS - p NSI Full ms
9 . [150.00-2000.00]
_cgs ] Observed Data
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S |
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E _
5 |
L |
20i
0 NL:
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. C1gH14 Mog N2 O 1s:
] . . C1gH14 Mog N2 O1g
80— Theoretical Isotope Profile:[M-2TBA]2+ p (gss, s /p:40) Chrg 2
f 98Mo isotopologue = MIXTURE R: 60000 Res .Pwr . @FWHM
| **Please see accompanying comment file
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Isotope: Min. .. Max.

14 N 0....10

16 O 0....24

12 C 0....40

1H 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,, H, O, N, Mo,
566.7291 0.2 23.0 C,, H, O,, N, Mo
566.7293 -0.3 5.0 C,H,0, N, Mo,
566.7295 -0.5 40.5 C,, N, Mo,
566.7295 -0.5 35.0 C, H, O, N, Mo,
566.7288 0.6 35.5 c,H,0, N, Mo,
566.7298 -1.0 22.5 C,, H, O, N, Mo,
566.7298 -1.0 17.0 c,, H,0, Mo,
566.7284 1.4 18.0 C,, H,0,, N Mo,
566.7300 -1.4 4.5 C, H,0, N, Mo,
566.7302 -1.7 40.0 C,, H, O N, Mo,
566.7282 1.8 30.5 C,, H, O, N, Mo,
566.7282 1.8 36.0 C,, H, O, N, Mo,
566.7280 2.1 0.5 C,H,0, N Mo,
566.7304 -2.2 22.0 c,, H,0,, N, Mo,
566.7278 2.5 13.0 C,,H,0,N Mo,
566.7278 2.6 18.5 C,, H, O, N, Mo,
566.7307 -2.6 9.5 C,, H, O, N, Mo,
566.7307 -2.6 4.0 C,, H,O0,, N, Mo,
566.7309 -2.9 39.5 C, H,O, N, Mo,
566.7275 3.0 31.0 C,, H, O, N, Mo,
566.7273 3.3 1.0 C,H,0,, N Mo,
566.7311 -3.4 27.0 C,, H, O, N, Mo,
566.7311 -3.4 21.5 C, H,O.,N Mo,
566.7271 3.7 13.5 C,,H,O. N Mo,
566.7314 -3.8 9.0 C,,H,O N Mo,
566.7268 4.2 26.0 C,, H, 0,, Mo,
566.7268 4.2 31.5 C,, H, O, N, Mo
566.7318 -4.5 26.5 C,, H, O, N, Mo,
566.7264 4.9 8.5 C,,H,.O, N Mo,
566.7264 4.9 14.0 c,,H O N Mo
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