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Table 1: List of compounds in the panel

Number Compounds Index

48 α-Aminoadipic acid α-Aminoadipic-acid
49 L-Ornithine L-Ornithine
50 L-tyrosine methyl ester L-tyrosine-methyl-ester
51 2-Aminobutyric acid 2-Aminobutyric-acid
52 (5-L-Glutamyl)-L-Amino Acid (5-L-Glutamyl)-L-Amino-Acid
53 3-Iodo-L-Tyrosine 3-Iodo-L-Tyrosine
54 P-Aminohippuric Acid P-Aminohippuric-Acid
55 Glycyl-L-Proline Glycyl-L-Proline
56 Trimethylamine N-Oxide Trimethylamine-N-Oxide
57 1,3,7-Trimethyluric Acid 1,3,7-Trimethyluric-Acid
58 3-Hydroxyhippuric Acid 3-Hydroxyhippuric-Acid
59 N8-Acetylspermidine N8-Acetylspermidine
60 (S)-β-Aminoisobutyric Acid (S)-β-Aminoisobutyric-Acid
61 S-Sulfo-L-Cysteine S-Sulfo-L-Cysteine
62 Methionine Sulfoxide Methionine-Sulfoxide
63 Nα-Acetyl-L-Arginine Nα-Acetyl-L-Arginine
64 1-Methylhistidine 1-Methylhistidine
65 γ-Glutamate-Cysteine γ-Glutamate-Cysteine
66 Nα-Acetyl-L-glutamine Nα-Acetyl-L-glutamine
67 N-Acetyl-L-Tyrosine N-Acetyl-L-Tyrosine
68 γ-Aminobutyric Acid γ-Aminobutyric-Acid
69 D-Alanyl-D-Alanine D-Alanyl-D-Alanine
70 Guanidinoethyl Sulfonate Guanidinoethyl-Sulfonate
71 Homo-L-arginine Homo-Arg
72 L-Tryptophyl-L-glutamic acid TRP-GLU
73 Nicotinuric Acid Nicotinuric-Acid
74 N-Acetylneuraminic Acid N-Acetylneuraminic-Acid
75 N,N-Dimethylglycine N,N-Dimethylglycine
76 4-Acetamidobutyric Acid 4-Acetamidobutyric-Acid
77 L-Carnosine L-Carnosine
78 6-Aminocaproic Acid 6-Aminocaproic-Acid
79 3-Chloro-L-Tyrosine 3-Chloro-L-Tyrosine
80 S-(5-Adenosyl)-L-Homocysteine S-(5-Adenosyl)-L-Homocysteine
81 Kynurenic Acid Kynurenic-Acid
82 N’-Formylkynurenine N’-Formylkynurenine
83 Urea Urea
84 argininosuccinic acid argininosuccinic-acid
85 5-Hydroxylysine 5-Hydroxylysine
86 O-Phospho-L-Serine O-Phospho-L-Serine
87 N-Acetylaspartate N-Acetylaspartate
88 L-Homocystine L-Homocystine
89 3-Aminoisobutanoic Acid 3-Aminoisobutanoic-Acid
90 Glutathione Oxidized Glutathione-Oxidized
91 L-α-Aspartyl-L-phenylalanine Asp-Phe
92 N-Glycyl-L-Leucine N-Glycyl-L-Leucine
93 Creatine Phosphate Creatine-Phosphate
94 glycylphenylalanine glycylphenylalanine
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Fig 3: Total ion current diagram of mixed phase mass spectrum analysis

Original file path: Final report/0.data/QC/*QC_MS_TIC.png

Fig 4: Extraction ion flow chromatogram

Original file path: Final report/0.data/QC/*MRM_detection_of_multimodal_maps*

The mass spectrometry data was analyzed using MultiQuant 3.0.3 software. The mass spectrum peaks
detected in different samples were scored and corrected based on retention time and peak shape of the standard.
The figure below shows the correction results of quantitative analysis of a substance randomly selected from
different samples.
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Fig 13: Principal component analysis of different groups
Note: Each group has a PCA plot, PC1 represents the first principal component,
PC2 represents the second principal component, and the percentages on the axis
represents the interpretation rate of the principal component to the data set. Each dot
in the figure represents a sample, samples in the same Group are represented by the
same color, and Group is a grouping.

The three-dimensional PCA result is shown in the figure below:

Fig 14: Three-dimensional PCA plot of different groups
Note: PC1 represents the first principal component, PC2 represents the second prin-
cipal component, and PC3 represents the third principal component.

The explainable variation of the first five principal components is shown in the figure.
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Fig 22: Heat map of correlation of different metabolites
Note: The ID of the metabolites are shown on both horizontal and vertical axis.
The colors represent the Pearson correlation coefficient (r) with the scale seen on
the right (The darker the red, the stronger the positive correlation; the darker the
green the stronger the negative correlation). If there are more than 50 differential
metabolites, the figure will only show the top 50 metabolites based on VIP values.

Differential metabolite correlation heat map: Final report/2.Basic_analysis/Difference_analysis/group-
ID*_vs_group-ID*/cpdCorr/group-ID*_vs_group-ID*_raw_cpdCorr_*.*;

Fig 23: Chord diagram of differential metabolites
Note: The outermost layer shows the metabolite ID. The second layer shows
log_�õFC value,The larger the dot,the larger the log_�õFC value; The color for the
first and second layer represent Level 1 metabolite classification. The chords in the
inner most layer reflect the Pearson correlation between the connected metabolites.
Red chords represent positive correlation, and the blue chords represent negative
correlation. Only metabolites with |r| ≥ 0.8 and p < 0.05 are plotted.
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