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Supplementary Figure 1. Confusion matrices for random forest models (A) complete data set (B) males only.

WWww.aging-us.com

AGING



glutamate 4

gamma-glutamylglutamate

palmitoyl-sphingosine—phosphoethanolamine (d18:1/16:0) -

aspartate

4-hydroxyglutamate -

4-cholesten-3-one

carotene diol (2) 4

tartronate (hydroxymalonate)

valine A

gamma-glutamylisoleucine*

leucine -

gamma-glutamylvaline 4

2-aminoadipate

8 gamma-glutamylleucine 4
=

© 1-carboxyethylvaline -
Qo

S glycerate
q’ . .

= isoleucine

oxalate (ethanedioate) 4
N2,N5-diacetylornithine 4

N-acetylglucosamine/N-acetylgalactosamine -

1-carboxyethylisoleucine

1-carboxyethylleucine A

gamma-glutamylphenylalanine 4 O
1-stearoyl-GPG (18:0) 1
gamma-glutamyl-alpha-lysine 4

gamma-glutamyltyrosine
5-methylthioadenosine (MTA) 4

metabolonic lactone sulfate 4

pimeloylcarnitine/3—-methyladipoylcarnitine (C7-DC)

alpha-ketoglutarate -

VipVn

Supplementary Figure 2. Variable importance plot representing top feature importance extracted from PLS-DA model in
complete data set.
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Supplementary Figure 3. Violin plots showing log2 intensities of 11 identified biomarkers in Controls (green), PLWH

(yellow) and PLWH+MetS (red) patients.
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Supplementary Figure 4. Biomarkers with differential abundance between males PLWH and PLWH with MetS. (A) Venn
diagram summarizing biomarkers identified by Mann-Whitney U test, LIMMA, Random Forest (RF) and PLS-DA in male patients. (B) ROC
curve of random forest classifier for predicting metabolic syndrome status in PLWH in male patients. (C) Venn diagram representing the
overlap between biomarkers identified in all patients and in males. (D) Violin plots showing log2 intensities of 5 identified biomarkers in
Controls (green), PLWH (yellow) and PLWH with MetS (red) specific to male patients.
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Supplementary Figure 5. Scatter plot representing relationship between scaled intensities of glycerate and tartronate. The
regression line, Pearson correlation coefficient and p-value are indicated.

WWwWw.aging-us.com 4 AGING



A N . cM M NCM
go-, DA go- ©P8 100- " 25- 20-
(4 o
604 @ 60- § 90- o 201 = o 15 g
2 ' ’ 154 © °
Q 40 40- 80 e o 101
o ® ? : 104 @
@ @
20- o 20- 70- o | 5
* % 4
0- 0- 60 0 e -
B cD4* cDs* cM M NCM
2000+ 15000~ 14000 10000~ 8000~ X
3 80004 ° o ° °
= 1800- 30080 . 8000 6000 o
5 o 10000+ o
= 1600- 6000 "
9 ‘ 2000 &8 ‘ 4000 ‘
(' — —
T 1400 o] ‘ 4000
1200 o 1000 2000 2000+
1000L——— o 0 o 0-

Supplementary Figure 6. Immunophenotyping of (A) blood cell population and (B) Transporter expression of Glutl. Orange PLWH
without MetS and blue PLWH with MetS. Single asterisks indicate statistically significant differences p < 0.001 and FDR < 0.1 and double
asterisk p < 0.001 and FDR < 0.05.
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