Mass Spectrometry

The University of

Analytical Services | .

School of Chemistry Nottingham
Sample-ID bralo7_TETA-2L2 Lab C13

Submitter Lewis O'Shaughnessy (bralo7) Supervisor Z_NO SUPERVISOR z_NO

Analysis Name

bralo7 TETA-2L2_684159_71 01 159828.

Esi

L SUPERVISOR
Acquisition Date 3/28/2025 2:26:49 PM

lonisation Mode Negative Instrument Bruker MicroTOF
-MS, 0.7-0.9min #42-53
|ntens5§ -MS, 0.7-0.9min #42-53
x10°4 Expected ions not found!
1.004 221.0935
0.757 1.
0501 703.3471
0.257
0.00] 1 l 499.2539 617.2597 L 964.4628
100 ‘200 300 400 500 600 700 800 900  mz
# miz 1%
1 2210935 100.0
2 2220962 131
3 2341245 34
4 2781150 936
5 279.1168  15.0
6 3140910 31
7 4992539 73
8 5252696 33
9 617.2597 38
10 7033471 505
11 7043490 198
12 7053451 197
13 7063455 7.0
14 7293629 185
15 7303637 8.0
16 7313593 86
17 7323600 3.2
18 7613141 36
19 7653332 35
20 9644628 35

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf.

Nitrogen Rule Chrom.BackGround Calibration

-1 6 ppm

0.08 3-0

both

false

false TRUE

Expected For

mula

C32 H48 N10 O6

Adduct(s):

H, radical

Note: Sigma fits < 0.05 indicates high probability of correct MF

Analysis Name

bralo7_TETA-2L2_684159 71 _01_159828.d
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Sample-ID bralo7_TETA-2L2 Lab C13

Submitter Lewis O'Shaughnessy (bralo7) Supervisor Z_NO SUPERVISOR z_NO

bralo7 TETA-2L2_684159_71 01 159831.

Esi

Analysis Name

L SUPERVISOR
Acquisition Date 3/28/2025 2:37:26 PM

lonisation Mode Positive Instrument Bruker MicroTOF
+MS, 0.7-0.9min #29-35

Intens. | +MS, 0.7-0.9min #29-35

x109]
37 2+
] 335.1962
2: 1+
1 ] 1+ 223.1078 5 6691 +847
E +
] 1200822 4657518 5631_3’;428 ?
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100 200 300 400 500 600 700 800 900 m/z

# mz 1%
1 79.0258 9.7
2 120.0822 251
3 204.6397 5.5
4 223.1078 49.5
5 223.7997 13.1
6 224.1220 9.4
7 2331503 12.0
8 280.1293 176
9 335.1962 100.0
10 335.6973 38.9
11  336.1984 8.6
12 348.2035 339
13 348.7051  14.8
14  465.2924 8.0
15 465.7518  15.0
16  466.2596 8.8
17 563.3428 11.3
18 669.3847 313
19 670.3872 12.0
20 695.4003 9.6

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf.

Nitrogen Rule Chrom.BackGround Calibration

+1 6 ppm 0.08 3-0 both false false TRUE
Expected Formula C32 H48 N10 O6 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas.m/z theo.m/z |Err[[ppm] Sigma Formula Adduct Adduct Mass
1 669.3847 669.3831 2.40 0.0035 C32H49N1006 M+H 1.0078
1 691.3637 691.3651 1.90 0.0103 C32H48N10NaO6 M+Na 22.9898

Note: Sigma fits < 0.05 indicates high probability of correct MF
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Analysis Name
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