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Metabolomics Partial

1 NIST serum sample sample K;ng' QC Sample
L | 1

¥
Adding mixed internal standards and a protein precipitation reagent
3 lMixing uniformly and taking the supernatant, and
concentrating and drying same

Adding an appropriate amount of reconstituted solvent to the residue

4 | Using a high-resolution mass spectrometry platform
and a suitable data collection method

Acquiring high-resolution mass spectrometry data (*.raw) in positive and negative ion modes
5 lTransposing the raw data
Acquiring primary and secondary mass spectrum transposed data (*mzXML) in a positive or negative ion mode
1

Identifying substance by combining the secondary mass
6 | Deconvoluting the primary mass spectrum transposed data by spectrum transposed data with peaktable.xIsx and using
means of abiodeep cloud platform a_biodeep cloud plateform

peaktable.xlsx (comprising metabolite primary variable number,

; . : : internal standards of secondary analysis
parent ion mass-to-charge ratio, retention time and peak area, efc.) L . . ..
[ Pty g i s IS.xIsx (comprising internal standard primary  biodeepMSMS union.xlsx (comprising

internal standards by an algorithm variable number., internal standard name, @nternal metabolite primary variable number’
8 standard parent ion mass-to-charge ratio, internal . h . .
K . i . . standard retention time and peak area of the Pfarent on mas's-to-c arge ratio, retention
Linear fitting of primary variables of the metabolites internal standard in the NIST sample) time, metabolite name, KEGG number,
in the NIST sample to obtain linear equations and error range of the mass-to-charge ratio (ppm) and

lati fficent: P . . .
comelation coefhieents reliability of the identification results (pvalue))

7 |Identification results of isotope 1 lMelabolite identification results

Calculating primary variable
concentrations of the metabolites in the l‘
9 metabolomics and QC samples

biodeepProfiler.xlsx (comprising metabolite primary variable . ] ST
number,parent ion mass-to-charge ratio, retention time, selected 12 1 Differential metabolite identification
isotope internal standards, correlation coefficents, linear results of secondary analysis
equations an.d quantitative co.ncentration results, efc.) Differential metab Olites
10 | Primary analysis .
analysis

Principal component analysis (PCA)
and differential metabolites analysis
of primary variables
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Base peak ion chromatogram (in negative ion mode)
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