Confirmation of Expected Formula

Sample-ID acs_sdb_ACS307 Submitter Adam Sedgwick
Analysis Name acs_sdb_ACS307_345890_88_01_50508.d Supervisor Steve Bull
Method used  Confirm Formula Positive 50to500 loop inj.m Acquisition Date 15/12/2015 09:45:40

lonisation Mode  positive electrospray (ESI)

+MS, 1.0-1.3min #(60-77), -Spectral Bkgrnd

Intens. ] +MS, 1.0-1.3min #(60-77), -Spectral Bkgrnd
x104]
1.5
s 443.2007
] 150.1241
0.57 102.1288
0,01 | 236.0935 331.0876 L 547 2539
100 200 300 400 500 600 700 miz
# m/z I 1% Area SIN
1 1021288 2933  28.9 51 10425.1
2 1050708 671 6.6 9 22025
3 1210745 984 97 14 22419
4 1410003 1902 187 51 3070.1
5 1501241 7257 715 254 103487
6 1521049 671 6.6 17 9331
7 4422057 2292 226 212 7191
8 4432007 10153 100.0 868  3245.1
9 4442043 2829 27.9 246 9219

10 465.1816 1423 14.0 111 779.3

Generate Molecular Formula Parameters

Charge Tolerance SearchRadius H/C Ratio min. H/C Ratio max. Electron Conf. Nitrogen Rule sigma limit
positive 10 ppm 0.05 m/z 0 3 both true 0.05

Expected Formula C26 H27BN2 02 S Adduct(s): H, Na

# meas.m/z theo.m/z Err[ppm] Sigma Formula

Note: Sigma fits < 0.05 indicates high probability of correct MF, and mass accuracy of 5ppm or better is generally acceptable for publication

Department of Chemistry Mass Spectrometry Service printed: 15/12/2015 09:48:35 Page 1 of 1



