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A new software method for accurate mass measurements of drugs
on unit mass resolution mass spectrom eter
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(1. Shanghai Institute o f Materia Medica, Chinese Academy o fSciences, Shanghai 201203, China;
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Abstract: Accurate mass measurements of 20 drugs were conducted using MassW oks software on a
TSQ Quantum Ultra mass spectrometer. All QI scan mass spectral data were collected in profile m ode with
full width at halfFmaximum ( FWHM) set at 0.7 Da. The mass errors of all 20 dmugs ( molecular weight
between 135 and 810) were within the range from - 22.4 x10° t036.1 x10™°, among them 90% of the
drgs achieved a mass accuracy better than 10 x 10" °. The new method can provide accurate mass

measurements on unit mass resolution mass spectrome te rs.
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Figure 1 Full MS spectra of protonated molecules [ M +H ]* of chlompromazine. - - -: Before calibration;

—: After calibration
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