Mass Spectrometry

The University of

Analytical Services | .
School of Chemistry NOttIngham
Sample-ID bralo7_Boc-PGG-OSu Lab Ci3
Submitter Lewis O'Shaughnessy (bralo7) Supervisor Z_NO SUPERVISOR z_NO
o SUPERVISOR
Analysis Name bralo7_Boc-PGG-OSu_684157_73_01_159 Acquisition Date 3/28/2025 2:31:45 PM
lonisation Mode E%(?d Negative Instrument Bruker MicroTOF

-MS, 0.7-0.9min #42-53

Intens -MS, 0.7-0.9min #4253
x10% Expected ions not found!
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# miz 1%
1 1800666 43
2 1900524 54
3 2860833 36
4 3040946 100.0
5 3050966  16.0
6 3181000 6.6
7 3260765 35
8 360.1558 107
9 3781675 857

10 379.1697 185
11  446.1537 4.1
12 449.2031 6.8
13 511.1597 9.7
14  513.1575 3.6
15 582.1968 3.8
16 757.3432  27.2
17 758.3473 111
18  779.3249 5.0
19 854.3626  15.9
20 855.3646 7.4

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 C22 H28 N4 08

Adduct(s): H, radical

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

Analysis Name bralo7_Boc-PGG-OSu_684157_73_01_159830.d
Bruker Compass DataAnalysis 4.2 printed: 3/28/2025
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Mass Spectrometry

The University of

Analytical Services | )
School of Chemistry NOttIngham
Sample-ID bralo7_Boc-PGG-OSu Lab C13
Submitter Lewis O'Shaughnessy (bralo7) Supervisor Z_NO SUPERVISOR z_NO
o SUPERVISOR
Analysis Name bralo7_Boc-PGG-OSu_684157_73_01_159 Acquisition Date 3/28/2025 2:42:24 PM
lonisation Mode E%gfd Positive Instrument Bruker MicroTOF
+MS, 0.7-0.9min #29-35
Intens. +MS, 0.7-0.9min #29-35
x104
5_ 1+ 1+ 1+
4§ 402.1645 4994796 781.3373
34
25 1+ 1+
1 ] 1+ 563.3426 878.3531
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100 200 300 400 500 600 700 800 900 m/z
# miz 1%
1 2801299 13.2
2 3241171 140
3 380.1813 27.7
4 402.1645 98.8
5 403.1655 21.8
6 416.1792  29.7
7 439.2553  15.0
8 453.2698 18.3
9 4942246 123
10 499.1796 87.5
11 500.1824 22.1
12 536.2596  18.3
13 563.3426  37.3
14 564.3451 173
15 6101831 143
16 781.3373 100.0
17  782.3397 40.5
18 795.3542  17.6
19 8783531  33.1
20 879.3545 16.7

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 C22 H28 N4 08 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas.m/z theo.m/z |Err[[ppm] Sigma Formula Adduct Adduct Mass
1 477.1980 477.1980 0.00 0.0275 C22H29N408 M+H 1.0078
1 499.1796 499.1799 0.70 0.0039 C22H28N4NaO8 M+Na 22.9898
1 494.2246 494.2245 0.00 0.0314 C22H32N508 M+H4N 18.0344

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

Analysis Name bralo7_Boc-PGG-OSu_684157_73_01_159833.d

Bruker Compass DataAnalysis 4.2 printed:

3/28/2025

2:44:36 PM
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