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Abstract Figure 2. Scheme for the DBS and FIA-HRAM-MS/MS workflow. Table 5. The precursor and fragment ion m/z values of analytes and their Table 6. Inter-day and intra-day precision of the control level =1 & Il Figure 3. TraceFinder interface showing the quantification results of Met in a
internal standards. (acceptance criteria: %CV < 25), and the reproducibility of the IS (N = 30) tMS? scan with Calculated Amt, %RSD (of the Calculated Amt), and %CV (of
: : : : the peak area), and Gly in full MS mode with isotope pattern matching.
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Orbitrap Exploris 120 mass spectrometer for the full-MS (60,000 FWHM) and 3. The precursor and fragment ions m/z values of the analytes and their internal =
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3 38.‘ m5/29132.30655 ," ,-' 3 ‘.‘m6/2113325019 :m72886.0600 / H m5/21826.0964 _ _ MS Source Parameters Tetradecanoylcarnitine 372.3108 85.0284* 60.0808. 313.2373 2H.Cl4 3753207 85.0284* 63.0996. 313.2373 a MS/MS Complete Kits, Amino Acids and Acylcarnltlne, using a FIA-HRAM-MS/MS
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g A ] / \ (min) — (mL/min) ) (%) HESI Probe Position Center- 1.0 - LIM (x-y - 2) Hexadecanoylcarnitine Asp™ _ NA NA 18597 3.31 186.42 3.40 190.37 2.48 187.59 3.06  2.62
: ] ;] Y ! ! Sprav Voltage +3200 V 400.3421 85.0284* 60.0808,341.2686 2H,-C16 403.3610 85.0284* 63.0996,341.2686 ) .
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o ] A NI 0.70 0.05 100 SAUX Ggs (A(X))b) g OCtadeC?é“l’g’;cam'“”e 428.3734 85.0284*,60.0808,369.3000 2H,-C18 431.3923 85.0284* 63.0996, 369.3000 Glu  516.00 361.00-671.00 633.93 2.28 64091 3.91 656.76 2.68 643.87 295 3.8 to those values quantified from the TSQ Quantis MD MS.
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Internal Calibrant EASY-IC, run - start Met  355.00 231.00—480.00 250.59 3.90 249.85 4.91 247.24 1.47 24923 3.42 6.13 identification confidence and improve the detection accuracy.
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Sample Preparation Mild Trapping On Results O 441.00 242.00-639.00 179.11* 4.36 171.99* 542 171.07* 4.19 174.06* 4.66 2.63
Table 3. OE120 scan event properties.  Table 4. TraceFinder data processing Phe  664.00 431.00-896.00 606.61 3.40 611.44 356 61530 1.54 611.12 2.83 856
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Analytes were extracted from the ClinChek™ — Control Dried Blood Spot (DBS) Level | e T———— h Figure 3 shows the quantitation results for Met to demonstrate TraceFinder Pro  497.00 323.00-671.00 389.99 3.59 390.16 3.41 39421 0.90 391.45 2.64 4.80 References
and. [l samples following thg mst.ructl(.)n of the ClinSpot LC-MS/MS Cqmp[ete Kltg, Resolution 15,000 Enabled Checked software .data processmg.results. The“egtragted ion chromatograms (EIC) of the Tyr 49100 310.00—663.00 44154 3.03 44801 233 44164 102 44373 213  7.40 1. Guo, J.. et. al. Thermo Fisher Scientific, 2023. TN001293
Amino Acids and Acylcarnitines in Dried Blood Spots (DBS) — non-derivatized (Figure Isolation width (Da) 0.8 Search type Highchem Met and its IS, ?H;-Met, displayed as “stick,” the library matching results, and the Vil 55000 3300077000 35423 400 35105 452 35626 237 35385 363 o6
2). For the inter-day and intra-day precision measurements, each control level was Targeted compound list — See tai)le 4200 — Prefilter type Precursor fragment matching results are also shown to highlight the confidence for the a - DV 1. : : : : : ; : : :
: ; recursor m/z < : - ; . . : . _
prepared five times over three days. RF lens P = 500) ) Scan filter MS? analyte detection. For Gly, which was quantified in the full-MS scan event, a similar 0 9780 4890-14700 102.23 574 10233 278 10238 2.78 10231 3.77 468 : :
i ch ) Normalized CE 40 Prggg::i;:‘;gggce > bo plot was shown in Figure 4 to highlight the isotope pattern matching compared to C2  102.00 41.00-164.00 6530 3.76 6555 3.32 6550 2.82 6545 330 4.69 Trademarks/licensin g
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the LC gradient are specified in Table 1. RF lens 60 Fragment tolerance 5 ppm values were within the target range listed by the ClinChek — Control Dried Blood c8 2.30 127-334 183 295 178 845 186 535 183 558 _ 9.63 ppen ocrl an ermol |x?r sre ra E',T,]ar S ?Thppen Ig'r hor Sci 'S '_?_ Orm%'on ISI _
. _ AGC- 100% Min # of fragments 1 SpOt (DBS) SpeCificatiOn Sheet, except Orn, which was Sllghtly lower. This Cc10 1.01 0.56 - 1.47 0.73 6.55 0.73 8.75 0.76 8.29 0.74 7.86 8.16 Presente as an exampie o the capabl ities 0. ermo Fisner C|er.]t| IC.pI‘O. ucts. It Is not
Data Analysis Max |n|ectlon time émsi Standard Isotopes (for Gly and Gly-IS) observation was consistent with the previous work on the verification of the same C12 5.40 3.78 - 7.02 427 1057 433 858 4.38 611 433 842 6.94 intended to encourage use of these products in any manner that might infringe the
Enabled checked o . _ Cl4  2.99 179-418 213 432 224 488 212 586 216 502 7.00 intellectual tv rights of others. Specificati t d prici biect t
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ata were acquirea and processea using Inermo scientific™ lracerinaer= software L change. Not all products are available in all countries. Please consult your local sales
. . : m/z range 200 - 450 Allowed mass guantitations, the %RSD was below 12%, and the %CV of the IS was below 9%, C18 4.64 2.33-6.73 390 432 388 472 386 3.03 388 402 4.99 - N ) :
(ver 5.1 SP3 Clinical). The data processing parameters for the mzVault library RF lens 120 deviation (ppm) S . : : representative for details. PO185-2024-EN
matching, isotope pattern, and fragment matching are shown in Table 4. The mass G T Allowed intensity which supports the fact that the developed method was highly robust and *: The measured Orn level was slightly lower than the target range. '
tolerance’for the analyte c’|uantitation was set to 5 ppm Max injection time (ms) Standard deviation (%) 20 reproducible. ** Asp target value and ranges were not provided by the kit. NA, not available
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