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Description
Formula C17H10N40 Walkup Method Negative mode ionization
Description using C18 column
chromatography
Stream Name LC1 Acquisition SW Version 6200 series TOF/6500 series

Q-TOF B.09.00 (B9044.0)

-ESI BPC(all [-4]) Scan Frag=125.0V ESIPT-CN +ONOO-_Neg_5mins_MS_04505.d Smooth
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Figure 1: Base peak chromatogram
User Chromatogram Peak List
RT
(min) [Area Area % Area Sum (%) Base Peak (m/z) Width (min)
0.64 2723610 4.36 2.53 1033.9823 0.080
0.70 1174759 1.88 1.09 1033.9816 0.040
0.79 3606404 5.78 3.35 1033.9820 0.160
3.98 1692762 2.71 1.57 1033.9846 0.150
4.21 2507050 4.01 2.33 1033.9848 0.180
4.59 10085229 16.15 9.36 1033.9847 0.200
4.89 18611348 29.80 17.26 1033.9853 0.160
5.34 62443820 100.00 57.93 1033.9862 0.460
5.93 2670681 4.28 2.48 1033.9860 0.170
6.11 2285306 3.66 2.12 1033.9858 0.180
Compound Table
RT Observed mass |Neutral observed|Theoretical mass| Mass error | Isotope match
Compound Label (min) (m/2) mass (Da) (Da) (ppm) score (%)
Cpd 1: C17HION4 O 4.49 285.0783 286.0858 286.0855 1.04 96.59

Mass errors of between -5.00 and 5.00 ppm with isotope match scores above 60% are considered confirmation of molecular formulae
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Compound specific information
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Figure: Extracted ion chromatogram (EIC) of compound.
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Figure: Full range view of Compound spectra and potential adducts.
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Figure: Zoomed Compound spectra view
(red boxes indicating expected theoretical isotope spacing and abundance)

Compound isotope peak List

m/z z |Abund Formula Ion
285.0783| 1 190207.1|C17H10N40 (M-H)-
286.0813( 1 37070.0{C17H10N40 (M-H)-
287.0907| 1 6003.0|C17H10N40 (M-H)-
288.0637| 1 426.1|C17H10N40 (M-H)-
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