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Fig. 1 (above) Venn diagrams showing the number of metabolites

detected in (A) positive mode, and (B) negative mode. Metabolites
detected with Orbitrap ID-X (R: 500K, AGC: 1e5) and FT-ICR (Size: 8M)
were represented in pink and blue colors, respectively. Determination

Fig. 2 (above) Scatter plots showing the mass error of metabolites detected in (A) positive mode,
and (B) negative mode using Orbitrap ID-X (R: 500K, AGC: 1e5) and FT-ICR (Size: 8M). x-axis
represents m/z, and y-axis represents mass error in ppm. Data were shown in same scale for

spectrometer. Instruments and Experimental
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resolution enables detailed investigation of resolution settings 0 - ‘ ‘ ‘ ‘ ﬂﬂ o ooo0o0o0 11100 Tablel (below) Summary of mass accuracy of detected metabolites using Orbitrap-
biological metabolomes. Non-targeted MS (R: 120K, 240K, 1 1 >1 NI IDX (with different combinations of R and AGC) and FT-ICR in positive mode.
: : and 500K y
experiments, however, V'e“?| e>.<trerrTe.Iy Fomplex ) . ﬁ; Fig. 3 (above, left and right) Clustered column plot showing the performance in
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accurate mass measurements greatly Tacilitate Mass v Number of metabolites detected using Orbitrap-IDX (with different combinations of
this process by reducing mass errors and spectral spectrometer. | R and AGC) and FT-ICR were represented in different colors, respectively. x-axis
overlaps. When applied together with isotope spectral Size: 8M: represents the ranking of the correct formulae assignments in top candidates. y- Max  0.858 0.821 0818 0895 0858 0818 1.078 1370 1.041  0.292
pattern matches, heuristic rules, and limits during Avg. Scan: 200; axis represents the number of metabolites detected in each category (1: correct
searches, the number of .car.wc.zlldate empirical Accum. Time: assighment, >1: correct assignment not in the top 1 rank; NI: not identified or [S)ﬁ,?;?gﬂ 0.205 0207 0216 0229 0213 0217 0286 0.318 0296  0.069
formula(s) found can be 5|gn‘|f|cantly reduced. 0.05s without correct assighment in top 10 identities. Formulae were assigned with a < 1
Here, we evaluats thde bquallty of dt:e hTaIS; onizat ' ppm (or 0.001 Da) mass error tolerance and 90% isotope pattern score. Mean 0.345 0.411 0.457 0.295 0.330 0.369 0.332 0.361 0.352 0.099
measurements produced by FT-ICR and high fie * lonization moae:
Orbitrap platforms, and how these affect the Positive (ESI+), Negative (ESI-).
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metabolite identification applications. Data Analysis

CONCLUSIONS Future Work

Develop an advanced isotope score algorithm that capturing minor isotope peaks

e MZmine 2.51 was used for data preprocessing
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