Supplementary figure S1. Flow chart of Machine Learning
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Supplementary figure S2. Quality control of the proteomics
A. Length distribution of all identified peptides
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B. Distribution diagram of the number of peptides
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C. Distribution diagram of protein mass
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Supplementary figure S3. Heatmap of unsupervised clustering analysis
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Supplementary figure S4. Principal-component analysis of differentially expressed proteins
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Supplementary figure S5. Gene Set Enrichment Analysis
A. HALLMARK_COAGULATION
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B. GO_LIPID METABOLIC PROCESS 
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Supplementary figure S6. Feature analysis
[image: ]
Note: In this figure, X-axis was the score of each expression feature, and Y-axis was the p-value of corresponding expression feature converted to -log10. Among them, the expression characteristics with a p value < 0.05 were indicated in red, and the expression characteristics with a p value > 0.05 were indicated in gray.



















Supplementary figure S7. Ranking histogram
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Note: In the figure, the expression feature was sorted according to the score, and the color of the histogram was filled with the feature's -log10 p value.























Supplementary figure S8. Incremental feature selection curve
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Supplementary figure S9. Box plot of the levels of six candidate proteins in two groups
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Supplementary figure S10. Correlation scatter plot of target proteins and biochemical parameters
A. CETP and HDL-C
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B. CETP and TG
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C. EPCR and fibrinogen
[image: ]

















image6.png
PCA2

PCA Analysis

®
A A B_7 °
°®
0.2- A sh-1A B9
A B 1
A 15 e
A4 A A B 15
A A °
A =t L B 16 o
A’g A | ® B i1
0.0- 5 1 A, 0 o, ®
A3 A AT B12g®% g
A - e
— T B_13
10
A 18 A B2 _©®
0.2 8.
AA 17 B 17
A4
. A72 5 ®
= B 18
®
0.4 B 14
-0.2 -0.1 0.0 0.1 02

PCA1

w
o
3
9
o
)

IS IS SIS

A1
A2
A3
A4
A5
A6
AT
A8
A9
A_10
A_11
A_12
A_13
A_14
A_15
A_16
A7
A_18
A_19

(o]o[e]e]o[eo[o]o[o][o]o[o[e]o[e]o]0]0]0]

B_1
B_2
B 3
B 4
B_5
B_6
B_7
B S8
B9
B_10
B_11
B_12
B_13
B 14
B_15
B_16
B_17
B_18
B_19




image7.png
Running Enrichment Score

TR AT

200 400 600
Rank in Ordered Dataset

Ranked list metric




image8.png
015

o1

2
8
5
£
&
=

IR NTRTIT

ED

40 B
Rank in Ordered Dataset




image9.jpeg
3.5

-Log10 P Value
= [ N N w
=) n =) U =)

©
n

0.0

Feature Magnitude

*
*‘**
*
o
#*
~
* p value < 0.05
® p value >= 0.05
6 8 10

12

14




image10.png
P00736
QBUX71 4
P06276
QYUNNS -
Q961Y4
P11597 4
Q99969 1
P55290
QINZP8 4
POCOL4 4
POCOLS 4
P54802
P03950 -
P49913 -
A8K2U0 -
P36980 -
P06396
P61626 -
P01031 4
Q12913 1
P10124 4
P16070
P01009
P02768
P98160
P34096 -
P06733
P12830
Q16706 4
Q12905 4

o4

o4

Feature score

o

o

-Log10 (p value)

3.0
25
2.0

15




image11.png
1.0

o©
©

o
o

Performances
o
~

o
o

0.4

10

I
i
[ ]

20 30 40 50 60
Number of features




image12.jpeg
Feature name = P00736

-

Feature name = Q6UX71

—

Feature name = P06276

-l

Feature name = Q9UNNS8

*

T T T T T T T T
Feature name = Q96l1Y4

s 1

Feature name = P11597

-

T T T T T T T T
0.0 0.5 1.0 15 2.0 2.5 3.0 3.5

Feature value




image13.tiff
.

I
R
0w 100 2o sw 40 s 60 cw

.

s




image14.tiff
I

20 4w
.

500




image15.tiff
I

N

.

200 300 400 500 600 7.00

1.00

0.00

.

2 8 8 8 8 8

350
300

.




image1.jpeg
MS proteome data

Pre-screening

Dataset
v Train set
Cross-Validation + Voting classifier
(R ][R ] [swm)

+ Incremental feature selection

S Model evaluation

I<

Candidate biomarker




image2.png
500
450
400

g 2
8 g

8
g

Number of peptides
o 1
3 H

100
50
0

7 9 1113 1517 19 21 23 25 27 29 31 33 35 37 39 41 43
Peptide length




image3.png
Number

0

I“\Iln...........__

T2 3 & 5 6 7 & G 1011 1213 4 15 16 17 18 19 20520
Peptides per protein





image4.png
200
100
0

saguiny

Mass




image5.png
Heatmap

MMP2 2
FCGR2B

IGHV3 74

cPe2

TREML1 1
TFRC

RARRES2

PCOLCE2
YWHAH

HSPG2
ADAMTSL4
ITGA7





