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Table S1. Loadings of 5 independent rounds of sSPLSDA modeling to separate controls and cases for bronchitis (n = 52) and LRTI.

Bronchitis case-control

Component 1 round 2 round 3 round 4

round 1

round 5

Feature value rank | value rank| value rank| value rank| value rank
% Acetate
Product
Lactobacillus
Bifidobacterium
% Valerate
Fucosyl-Glycans
Succinate
% Butyrate
% Propionate
Enterococcus -0.242 7
% 5-Aminovalerate 0.307 5 | 0045 11 | 0.232 6 [0217 9 |0370 5
Tyrosine 0.146 11 | 0.266 5
Isoleucine 0114 = 8
Trabulsiella 0.119 10 | 0.268 | 6
AAT -0.179 9 |-0158 7 |-0171 7 -0.070 10
Calprotectin 0.004 16 0138 | 8 |o037s BN
Phenylalanine 0074 9
Escherichia 0238 8 | 0033 12 [0.025 9
Elastase -0.156 10
Enterobacteriaceae_Other -0.020 10
Mode of delivery 0.009 13 | 0.160 | 7
Lactate -0.003 13 -0.099 11
Carnobacteriaceae_Other 0.088 12
Neopterin -0.075 13
Ruminococcus 0.046 14
Streptococcus -0.041 15
AUC-ROC comp 1 } 0.78 ‘ 0.76 ‘ 0.82 } 0.80 | 0.74 ‘
p-value 0.0005423 0.001198 6.62E-05 0.0002183 0.003409
Component 2 round 1 round 2 round 3 round 4 round 5

rank

rank | value

Feature value rank | value rank | value
Elastase

Lipocalin
Bifidobacterium
Veillonella

Neopterin
Enterobacteriaceae_Other
AAT

total scfa

Calprotectin

Lactate

value rank

03339 3

AUC-ROC comp 1+2 }

0.87
p-value

0.82
6.17E-06

0.85
7.15E-05

0.89
1.57E-05

1.63E-06

0.81
0.0001127

direction of cases -direction of controls

mean

15.0

mean

LRTI case-control
Component 1

round 1

round 2 round 3 round 4 round 5 mean

Feature value rank| value rank | value rank| value rank| value rank

Product

% Acetate

Fucosyl-glycans

% Propionate

AAT

Succinate 9 6

% Butyrate 0240 = 5 |0013 10 (0215 5 | 0184 9 7.3

Actinomyces 008 8 (0187 8 | 0261 6 73

% 5-Aminovalerate 0220 7 0.198 | 6 | 0.176 10 7.7

Carnobacteriaceae_other [ 0.037 12 0.282 i 8.0

Enterobacteriaceae_Other 0217 8 8.0

Escherichia 0137 9 | 0105 8 0164 12 | 0231 7 9.0

Isoleucine 0213 9 9.0

Bifidobacterium -0.189 8 -0209 7 [-0.155 13 9.3

Trabulsiella 0.045 10 0.172 7 | 0172 11 [ 0202 10 9.5

Enterococcus -0.128 6 -0.121 13 9.5

% Valerate 0.043 9 |[0011 10 9.5

Tyrosine 0054 16 | 0.317 4% 100

Phenylalanine 0197 11 11.0

Ruminococcus 0175 12 12.0

Tyrosine 0.032 13 13.0

Veillonella -0.093 14 14.0

Calprotectin 0.038 11 0.039 18 14.5

Mode of Delivery 0.087 15 15.0

Streptococcaceae_Other 0.002 15 15.0

Lactate -0.044 17 17.0

‘ AUC-ROC comp 1 } 0.78 | 0.80 ‘ 0.71 } 0.77 | 0.74 ‘
p-value 0.0001226 3.74E-05 0.003385 0.0001672 0.0007977

Component 2 round 1 round 2 round 3 round 4 round 5 mean

Feature value rank| value rank| value rank| value rank| value rank

Neopterin

Veillonella

Lactate 0.9432

Streptococcus 0.3204

Lactate

Phenylalanine

AlphaAT -0.088

% Valerate

Calprotectin 0.113

Streptococcaceae_Other -0.005

Bifidobacterium

Enterococcus -0.432

AUC-ROC comp 1+2
p-value

0.84
2.02E-06

0.76

3.21€-07 3.38E-04 1.26E-05

0.87
0.0002508

0.81 | 0.76 ‘
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Figure S1. Representative sPLS-DA model accuracy to separate cases from controls.



