Multi-platform metabolomics: enhancing the severity risk prognosis of SARS-CoV-2 infection
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Figure S1. Statistical analysis for a) LC-MS and b) MALDI-MS datasets. The figure displays the
plots of PLS-DA (i), cross-validation (ii), and permutation test (iii).
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Figure S2. Multi-platform statistical analysis: 3D PCA (a) and biplot (b); 3D PLS-DA (c) and

loadings plot (d).
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Figure S3. Mild vs. Moderate PCA and PLS-DA validation metrics

¢) permutation test, and d) heatmap.
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Figure S4. Moderate vs. Severe PCA and PLS-DA validation metrics

¢) permutation test, and d) heatmap.

S5



¥
2
© o
e
—
—
O
— 00E sz th Gw,ﬁ Ga_.ﬂ
C Kausnbauy
S
[
—
[
—
[
[
z D —
©
3 _
ES e
ooo _
r T T
_— 0T 90 Al o
b aoueuLouadg
1
o
-]
e !
(-]
e
o
s [ Op o B
o
(=]
00,
o g0 -
H ¥ . S
ik

1.00

095

090

0.85

080

PCL(Z5%)

Permutation test statistics

Number of components

@ o
& o &
o a0
a o &

P18g
Pl141
P112
P38
P16
P&2
P7
P18
P10
P15

auwesa [0 7]

aulwe|ejAuayd

P14
P22

P17
PS5
P2
P21
P1
P4
P23
P13
P12
P11

(€0 ‘9:p£) Od

aupea.d

aje|0dadid

auluoIyIdB

(0:8) dvHa

aulwe|Ayia|Auayd

(070:01) ¥4

g9

nj9-sulwelAyIpuaUd

(50 ‘z:€7) JeDlhoy

(¥O "€:0¢) 4eDlhoy

GWH

(0:£1) 2d1

aulwe|oueyIdjAusyd
(2:81) 2d1

(€0 !5:8€) 120 [
(20 8:6€) WS| |

(9:22) 2d1 [

H

(0:+1) 21
(1:0€) vd
(20 '+:1#) Ova

auljoud-jAoA|1H
(#:85) 10

(0:+2) ova

(€:¥€) vd

(£:0%) Ova

(0 ‘g:5€) Od

(2:91) 4eD1h0Y

(s0 ‘0:zv) Ova

(€0 ‘€:0¢) HeDlhoy

(90 ‘€:9€) 3d

(90 ‘S:z¥) 2d|

(0 ‘0:81) JeDjhoy
119-11unsAD
dlozZEpIWIoUIWY-S

ssejp

B Mild
E Severe

a) PCA, b) cross-validation, ¢)

Figure S5. Mild vs. Severe PCA and PLS-DA validation metrics

permutation test, and d) heatmap.
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Figure S6. PCA Scores Plot analysis of LC-MS and MALDI-TOF data separately.
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