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To better visualize the TrueFit MX fitting, Figure 3 shows an overlay of all species and their
This allows for the direct fitting of the calculated “True” mass spectrum of each isotope to respective spectral contributions to the fit. As part of this fitting process, the relative Ref
the calibrated mass spectrum using a multivariate least squares best fit. The fitting residual quantity of each species is also calculated. It should be noted that it is very difficult to Elerences
also provides a critical diagnostic metric for evaluating the performance of the MS hardware perform this analysis with any other analytical technique except perhaps NMR, which works
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and regression plots to illustrate the performance of the TrueFEit MX method. It should be 2. Erve, J.C.L., Gu, M., Wang, Y. et al. “Spectral accuracy of molecular ions in an LTQ/Orbitrap mass spectrometer and
: : ' iImplications for elemental composition determination”, J. Am Soc Mass Spectrom. (2009) 20: 2058.
The radiolabeled test compound, Diclofenac, shown in Figure 1, had an specific activity of emphasized that the standard error across all concentrations does not exceed 1.76% even | | |
_ _ ’ o o T _ d to 1% (1_99 mixture) concentration. This should be contrasted aaainst current 3. Charles S. Elmore, David J. Schenk, Robert Arent and Lee Kingstona, “Evaluation of UV-HPLC and mass spectrometry
62.7 mCi/mmol according to the specification sheet from the supplier (PerkinElmer). The own 0(l. - _ 9 methods for specific activity determination”, J. Label Compd. Radiopharm., 2014, 57 645-651.
specific aCtiVity measures the overall 14C radioactivity, Iike')’ contributed by variously labeled _methOdS where errqrs are as Iarge as 10% at the 50% (50:50 ml)_(ture) level and are thus 4. David J. Schenk, William J. S. Lockley, Charles S. Elmore, Dave Hesk and Drew Roberts, “Determining the isotopic
species containing between 0 and 6 4C around the aromatic ring. A series of synthetic test incapable of producing reasonable results below the 10% (1:9 mixture) level?3 abundance of a labeled compound by mass spectrometry and how correcting for natural abundance distribution using

mixtures Containing different ratios of the native and the purchased labeled Diclofenac was analogous data from the unlabeled compound leads to a systematic error”, J. Label Compd. Radiopharm., 2016, 59 136—-146.

volumetrically prepared as shown in Table 1.
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