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Meas. m/z # Ion Formula m/z err [ppm] err [mDa] mSigma Mean err [ppm]
507.1781 1 C28H31N2O3S2 507.1771 -2.1 -1.0 18.4 -3.1
529.1601 1 C28H30N2NaO3S2 529.1590 -2.1 -1.1 8.4 -2.3
545.1334 1 C28H30KN2O3S2 545.1329 -0.8 -0.4 20.2 -3.4
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