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ABSTRACT RESULTS AND DISCUSSION Results and Discussion Data Processing using Compound Discoverer 2.1 Structure Proposals and FISh Scoring for Unknown ID

. _ The HRAM data of LCMS analysis was processed using Thermo Scientific™ Compound . . i i i i
Purpose: Demonstrate the value of ultra high resolution MS for unknown extractable ID and structure The power of ultra high resolution MS Discoverer™ 2.1software (CD 2.1). The sample was analyzed at 500,000 and 1 million resolution. Determining the Correct Composition Igr?]gggggncgrr:jp&r;e:/fg/mzirfge;tg:ﬁg ttr;]rglﬁir:gl\j\lltrllpslfrSgtjlrgisvijriagg&gée%aj;g;?SttTECF;L?SOSEd
elucidation. At ultra high resolution, mass spectra reveal isotopic fine structure for unknowns. The small (milli-Da) For m/z 547.2468, the 1M resolution spectra show the **N and 80 isotopes while these two peaks CD 2.1 processing of the results generated predicted compositions with good mass accuracy. To Proposals” function. The FISh scoring (’Fragment lon Search) feature search's embedded *
Methods: Ultra hiah (1 milli lution MS mass differences between isotopes allow determination of the elemental composition with a high weren't observed i_n_the 500K resolution data. This information is critical for assigning the correct determine the correct elemental compositions, fine isotope structure was used to distinguish the “Fragments and Mechanisms” library auto-annotates the matching fragments matching with library.
ethods: Ultra high (1 million) resolution degree of confidence. For instance, in the molecular ion range from 600 to 700 amu, the fine isotope elemental compositions. correct elemental composition from other candidates. This is especially true for higher mass (> 500
Results: Ultra high resolution MS provided critical information for validating the elemental structure clearly distinguishes between 180 and 13C isotopes. Furthermore, accurate isotope ratios Figure 3. Isotope Fine Structure of the Identified Component amu). Figure 5-a shows the extracted ion chromatogram of MW.529.21404. The mass spectrum
composition of unknown extractables. allow confident assignment of sulfur content. This information could not be obtained at lower » s a shows the color coded ions (M+H) and (M+NH4)+, see Figure 5-b. Based on the accurate mass Figure 6. Auto Annotation for Proposed Structure
resolution. Figure 1 shows the zoom-in spectrum for the A+2 isotope peak family for Irganox 1035 e E measurement, CD 2.1 predicted 10 formula within the identification threshold, see Figure 5-c and
INTRODUCTION collected at resolution settings of 120K, 500K, and 1M. . “; Figure 5-dtw|h|ch sithow that only the correct predicted composition fine isotope structures match the UVcurable_120K_60K_IC_MSMS (F1) #4617, RT=11.715 min, MS2, FTMS (+), (HCD, DDF, 547.2476@30, +1)
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Extractables and leachables (E&L) analysis is an integral part of market approval for a wide range of = o / N . Figure 5. CD Result FISh Coverage: 17 Direct, 21 Unmatched, 96 Skipped
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Liquid chromatography separations were carried out on Thermo Scientific™ Vanquish™ LC system 1004 et L g B 100 200 300 400 500
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LC-MS analysis was conducted at the 120K resolution setting for precursor ions and the 60K =23 components, predicts composition, groups the adducts, and carries out mu‘l‘tiple database and ) " . - PR Fisher Scientific and its subsidiaries. This information is not intended to encourage use of these
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Selected lon Monitoring (SIM) experiments at the 1,000,000 (1M) resolution setting for obtaining fine 202 - e oo vogs | Nazme  sese SREUS N /\i facilitate unknown component ID utilizing the predicted compositions and FISh scoring (Fragment lon w “ .
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Ultra high resolution MS greatly facilitates analysis of high mass unknowns. Even with sub-ppm mass . s ) )| sem p
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