060721_PPMS12179 #358 RT: 0.46 AV: 1 NL: 1.39E8
T: FTMS + p APCI corona Full ms [150.0000-900.0000]
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SAMPLE: PPMS12179 B.LANCASTER BL 042 02 PURE

EXPECTED ION NOT FOUND:

POSSIBLE FORMULA:

333.0965

DBE  ERROR (PPM)

1 C17 H22 N2 Br 7.5 0.412
2 C6 H22 O3 N8 Br -0.5 -2.776
3 C14 H24 O3 N Br 3.0 3.092
4 C8 H24 04 N5 Br -1.0 -4.118
5 C12 H22 02 N4 Br 3.5 4.435
347.1120
1 C18 H24 N2 Br 7.5 0.262
2 C7 H24 O3 N8 Br -0.5 -2.926
3 C15 H26 O3 N Br 3.0 2.942
4 C9 H26 O4 N5 Br -1.0 -4.268
5 C13 H24 02 N4 Br 3.5 4.285

ANALYSIS RUN USING: THERMO FISHER Q-EXACTIVE PLUS (APCI POSITIVE/APCI NEGATIVE) XCALIBUR



