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lonisation Mode Positive Instrument Bruker MicroTOF
+MS, 0.6-0.7min #50-61
Intens.{ +MS, 0.6-0.7min #50-61
x1o55 1+
153 1s 869.3609
10] 462.1507
0.5 1+
0.0 308.0918 Ol . 628.2039 731'57?4
~ 100 200 300 400 500 600 700 800 900 m/z
# miz 1%
1 4412211 461
2 4422250 134
3 4461749 515
4 4471779 143
5 4621507  79.1
6 4631534 22.1
7 4641497 117
8 7312754 109
9 747.2527 55
10 864.4071  22.9
11 865.4099  13.3
12 866.4056 6.4
13 869.3609 100.0
14 8703642 565
15 8713625 247
16 872.3607 7.8
17 885.3340 83.3
18 886.3366  47.4
19 887.3344 271
20 8883359 10.1

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  C25H29 N1 O3 S1 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas.m/z theo.m/z |Err|[ppm] Sigma Formula Adduct Adduct Mass
1 4241935  424.1941 1.40 0.0106 C25H30NO3S M+H 1.0078
1 446.1749 446.1760 250 0.0049 C25H29NNaO3s M+Na 22.9898
1 441.2211  441.2206 1.10 0.0021  C25H33N203S  M+H4N 18.0344

Note: Sigma fits < 0.05 indicates high probability of correct MF
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Bruker Compass DataAnalysis 4.2
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