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Supplementary Materials:

Table 1. Metabolites identified n=115, metMz-mass over charge, metRt-retention time, compound name, and compound ID listed.

Units are picomole/microliter
coded medMz medRt compound

1 153.02 1.98 2_3-dihydroxybenzoic acid
2 115.04 2.41 2-keto-isovalerate
3 149.06 2.18 3-methylphenylacetic acid
4 184.99 2.11 3-phosphoglycerate
5 119.01 1.96 3-S-methylthiopropionate
6  182.04 2.96 4-Pyridoxic acid
7  233.09 2.43 5-methoxytryptophan
8  458.19 2.09 5-methyl-THF
9  388.95 3.70 5-phosphoribosyl-1-pyrophosphate
10  275.02 1.81 6-phospho-D-gluconate
11 44214 2.94 7_8-dihydrofolate
12 257.09 5.47 acadesine
13 101.02 5.74 acetoacetate
14  138.98 2.83 acetylphosphate
15 173.01 1.80 aconitate
16  145.02 4.45 a-ketoglutarate
17  157.03 3.83 allantoin
18  160.06 8.48 Aminoadipic acid
19  337.06 3.46 aminoimidazole carboxamide ribonucleotide
20 175.02 2.68 Ascorbic acid
21 243.08 2.11 biotin
22 465.30 1.92 cholesteryl sulfate
23 407.28 4.57 Cholic acid
24 129.02 2.40 Citraconic acid
25 191.02 3.90 citrate/isocitrate
26 130.06 3.09 creatine
27  112.05 5.36 Creatinine
28 239.02 1.98 Cystine
29  242.08 10.15 cytidine
30  489.99 2.31 dATP
31 457.22 2.13 DCA-3-504
32 306.05 3.22 dCMP
33  250.10 2.01 deoxyadenosine
34 266.09 5.60 deoxyguanosine
35 213.02 1.78 deoxyribose-phosphate
36 227.06 5.75 deoxyuridine
37  199.00 2.15 D-erythrose-4-phosphate
38  209.03 3.81 D-glucarate
39 257.01 1.72 D-glucono-lactone-6-phosphate
40  258.04 2.01 D-glucosamine-6-phosphate
41 157.02 3.56 dihydroorotate
42 339.00 2.62 fructose-1-6-bisphosphate
43 163.06 3.35 Fucose
44 115.00 2.38 fumarate
45  464.31 7.23 GCA
46  448.30 8.01 GDCA
47  257.10 2.52 Glycerophosphocholine
48  116.05 7.53 Guanidoacetic acid
49 179.05 6.04 Hexose
50  259.03 1.73 hexose-phosphate
51 131.07 4.05 Hydroxyisocaproic acid
52 151.04 2.16 Hydroxyphenylacetic acid
53 179.04 2.02 hydroxyphenylpyruvate
54  130.05 8.39 hydroxyproline
55 135.03 4.54 hypoxanthine
56 160.04 7.27 Indole-3-carboxylic acid
57  267.07 3.19 inosine
58 188.04 4.54 Kynurenic acid
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medRt  compound
3.52 Kynurenine
5.74 lactate
2.46 L-arginino-succinate
2.84 LCA-3-504
3.42 leucine/isoleucine
5.87 malate
2.65 Methionine sulfoxide
1.83 N-acetyl-glutamine
1.99 nicotinate
2.09 O-acetyl-L-serine
2.66 Octoluse 8/1P
4.42 Octoluse Bisphosphate
3.36 ornithine
2.54 orotidine-5--phosphate
4.47 oxaloacetate
8.12 pantothenate
8.55 phenylalanine
8.55 Phenyllactic acid
1.98 Phenylpropiolic acid
2.44 phenylpyruvate
2.14 phosphoenolpyruvate
3.25 Phosphorylcholine
3.05 p-hydroxybenzoate
3.82 prephenate
3.64 proline
5.75 purine
2.59 Pyridoxamine
3.62 pyridoxine
9.07 Pyroglutamic acid
5.74 pyruvate
4.21 quinolinate
1.98 riboflavin
1.72 ribose-phosphate
2.15 S-adenosyl-L-homocysteine
8.38 sarcosine
2.44 sn-glycerol-3-phosphate
9.85 succinate
8.25 taurine
6.72 TCA
4.80 TCDCA
7.98 thiamine
2.04 thiamine-phosphate
4.14 thymidine
2.65 thymine
7.38 TLCA
7.50 tryptophan
2.04 tyrosine
3.17 UDCA
7.46 UDCA-3-S04
2.08 UDP
6.67 UMP
2.75 uracil
4.21 Uric acid
3.22 uridine
4.26 valine
4.50 xanthine
2.23 xanthosine-5-phosphate
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Figure S1. (a) Metabolic actions of 115 metabolites identified; (b) Ontological sources of 115 metabolites identified, taken
from Human Metabolite Data Base (HMDB) (https://hmdb.ca/metabolites/).
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Pearson Spearman Kendall
Time 1
Coefficient 0.889 0.866 0.708
Test Statistic 9.130 307.833 4.819
p-value 0.000 0.000 0.000
Time 2
Coefficient 0.578 0.711 0.511
Test Statistic 3.167 511.077 3.304
p-value 0.005 0.000 0.001
Time 3
Coefficient 0.825 0.850 0.684
Test Statistic 4.835 54.575 3.240
p-value 0.001 0.000 0.001
Clinical and Metabolite Creatinine Levels
by Timepoint
Timepoint 1 Timepoint 2 Timepoint 3

Clinical Creatinine (mg/dL)

R=0.51, p=0.00095

' ' .
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Metabolite Creatinine (pmol/ul.)

R=068,p=0.0012

Figure S3. Correlation of clinical creatinine to untargeted metabolite value(s).



