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Supplementary data 1

Supplementary figures S1: Summary of the number of features obtained from the elaboration of the different
combinations of analyses performed in RPLC NEG and HILIC POS, using patRoon or MS-DIAL. The total number of
features initially retrieved was reduced to include only those passing the pooled QC check, and further divided by
sample preparation scheme. The lower section shows the humber of statistically significant features (ANOVA)
among the groups of strains.

Supplementary figures S2, S5, S8, S11: For each of the four combinations of analysis type and data elaboration
tool used, two Eulero-venn diagrams are reported: the first one shows the features that passed the QC check that
are in common among the considered extraction schemes (scheme 1 or scheme 2); the second one, analogously,
shows features statistically significant among sample groups.

Supplementary figures S3-S4, S5-S7, S9-S10, S12-S13: For each of the four combinations of analysis type and
data elaboration tool used, a table reporting the number of annotated features, according to the levels of reporting,
is shown for the total number of features; a similar table is then reported for features that passed the QC criteria;
in the second column a similar table is reported separately considering samples treated with scheme 1 and
scheme 2; in the third column similar tables are reported for features that were significantly different among
considered groups.

Supplementary figure $14: Upset plot showing the unique compounds annotated at level 3 or above, obtained
considering all samples preparation schemes and chromatographic runs, grouped by the four annotation
strategies implemented and showing the intersection among them.

Supplementary figure S15: SankeyNetwork graph illustrating an overview of the compound classes of annotated
compounds at level 3 or above.

Supplementary figure S16: SankeyNetwork graph illustrating an overview of the compound classes of annotated
compounds at level 3 or above with patRoon.

Supplementary figure S17: SankeyNetwork graph illustrating an overview of the compound classes of annotated
compounds at level 3 or above that were significantly different among the considered groups of strains.

Supplementary figure S18: Visual representation of the enrichment analyses performed with the FELLA package
considering allthe annotated compounds that were significantly different among the considered groups of strains.
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Supplementary data 1

patRoon MS5-DIAL

{ RPLC-NEG J[ HILIC-POS 1 [ RPLC-NEG J[ HILIC-POS J

Total number of features: | 3632 ‘ | 9124 | | 14 380 | ‘ 51443 |
Number of features after - < L J L <4 L
filtration considering
suitability in QC samples: | 1332 | | 4 305 | | 26 | | 31646 |
Of which < _L J L <L J L

» scheme 1 samples: | 745 | | 3 280 | | 5746 ‘ | 22577 |

+ scheme 2 samples: | 937 | | 2497 | | s772 | | 19869 |

Of which significantly different in groups with ANOVA test:

* scheme 1 samples: | 105 | | 148 | | 182 | | 363 |

= scheme 2 samples: | 71 | | 166 | | o8 ‘ | 233 |

Supplementary figures S1: Summary of the number of features obtained from the elaboration of the different
combinations of analyses performed in RPLC NEG and HILIC POS, using patRoon or MS-DIAL. The total number of features
initially retrieved was reduced to include only those passing the pooled QC check, and further divided by sample
preparation scheme. The lower section shows the number of statistically significant features (ANOVA) among the groups of
strains.
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patRoon

Total number of features: | 3 632

Number of features after < L
filtration considering , y

TR . 1332
suitability in QC samples:

Of which <4 -
* scheme 1 samples: | 745 | /

* scheme 2 samples: ‘ 937 |

Of which significantly different
in groups with ANOVA test:

* scheme 1 samples: | 105 | :
* scheme 2 samples: | 71 ‘

Supplementary figures S2: For RPLC NEG analyses elaborated with patRoon, two Eulero-venn diagrams are reported: the
first one shows the features that passed the QC check that are in common among the considered extraction schemes
(scheme 1 or scheme 2); the second one, analogously, shows features statistically significant among sample groups.
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Total features:

Supplementary data 1

patRoon M RPLC-NEG H PubChemlLite

y

Features after filtration
considering suitability in
QcC samples,

only in scheme 1 samples:

Annotation
Level N Oy
2a 14 0.4
3a 1 0
3b 9 0.2
da 371 10.2
5 3237 89.1
TOTAL: 3632 99.9
Features after filtration
considering suitability in
QC samples:
Annaotation
Level N L
2a 6 0.5
Ja 1 0.1
3b 5 04
4a 189 14.2
2 1131 §4.9
TOTAL: 1332 100.1

Annaotation
Level N I
2a 6 08
3a 1 0.1
Jhb 3 04
4a 135 18.1
3 600 80.5
TOTAL: 745 99.9
Features after filtration
considering suitability in
QC samples,
only in scheme 2 samples:
Annaotation
Level N O
2a 3 0.3
Jhb 3 0.3
4a 121 12.9
5 810 86.4
TOTAL: 937 99.9

Features after filtration considering
suitability in QC samples, and
significantly different in groups
with ANOVA test,

only in scheme 1 samples:

Annotation
Level N U
2a 1 1
3b 1 1
4a 24 229
5 79 75.2
TOTAL: 105 100.1

Features after filtration considering
suitability in QC samples, and
significantly different in groups
with ANOVA test,

only in scheme 2 samples:

Annotation
Level N U
3b 1 14
da 18 254
5 52 73.2
TOTAL: 71 100

Supplementary figures S3: For RPLC NEG analyses elaborated with patRoon with the PubChemlLite database, a table
reporting the number of annotated features, according to the levels of reporting, is shown for the total number of features; a
similar table is then reported for features that passed the QC criteria; in the second column a similar table is reported
separately considering samples treated with scheme 1 and scheme 2; in the third column similar tables are reported for
features that were significantly different among considered groups.
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Total features:

Supplementary data 1

patRoon M RPLC-NEG || Wormlam expanded

\

Features after filtration
considering suitability in
QcC samples,

only in scheme 1 samples:

Features after filtration considering
suitability in QC samples, and
significantly different in groups
with ANOVA test,

only in scheme 1 samples:

Annotation Annotation
Level N U Level N O
2a 15 04 2a G 0.8
Jb 10 0.3 Jb 3 0.4
4a 142 3.9 4a 74 99
5 3464 95.4 5 662 88.9
TOTAL: 3632 100 TOTAL: 745 100
Features after filtration FEEtI:IrES. after Tlltr_a?l Dr_'
considering suitability in considering suitability in
QC samples,
QC samples: ]
only in scheme 2 samples:
Annotation Annotation
Level N 0| Level N U
2a 7 0.5 E] 3 0.3
3b 5 0.4 B b 3 0.3
4a 88 6.6 i a 49 52
3] 1232 92.5 5 B&2 g94.1
TOTAL: 1332 100 TOTAL: q37 gg9.q

Annotation

Level N %

2a 2 19

3 b 1 1

Ha 21 20
5 81 77.1

[TOTAL: 105 100

Features after filtration considering
suitability in QC samples, and
significantly different in groups
with ANOVA test,

only in scheme 2 samples:

Annotation

Level N U

B3 h 1 14

13 13 18.3
5 a7 80.3

TOTAL: 71 100

Supplementary figures S4: For RPLC NEG analyses elaborated with patRoon with the WormJam expanded database, a
table reporting the number of annotated features, according to the levels of reporting, is shown for the total number of
features; a similar table is then reported for features that passed the QC criteria; in the second column a similar table is
reported separately considering samples treated with scheme 1 and scheme 2; in the third column similar tables are
reported for features that were significantly different among considered groups.
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patRoon

[ HILIC-POS ]

Total number of features: 9124
Number of features after 4 -
filtration considering ,

suitability in QC samples: 4305 |

of which <4 L
* scheme 1 samples: | 3280 | /
* scheme 2 samples: | 2497 |

Of which significantly different
in groups with ANOVA test:

* scheme 1 samples: | 148 | ﬁ \
* scheme 2 samples: | 166 |

g

2 =

Supplementary figures S5: For HILIC POS analyses elaborated with patRoon, two Eulero-venn diagrams are reported: the
first one shows the features that passed the QC check that are in common among the considered extraction schemes
(scheme 1 or scheme 2); the second one, analogously, shows features statistically significant among sample groups.
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Total features:

|

patRoon 1| HILIC-POS H PubChemLite}

Features after filtration

considering suitability in

QcC samples,

only in scheme 1 samples:

Annotatio
nLevel N Oy
2a 15 0.2
Ja 8 0.1
3hb 6 0.1
da 1372 15
5 7723 84.6
TOTAL: 9124 100
Features after filtration
considering suitability in
QC samples:
Annotation
Level N O
Za 12 0.3
Ja 8 0.2
Jhb 5 0.1
4a 872 20.3
5 3408 79.2
TOTAL: 43035 100.1

Annotation
Level N Oy
2a 12 0.4
Ja 8 0.2
3b 5 02
4a 672 20.5
] 2583 76.8
TOTAL: 3260 100.1
Features after filtration
considering suitability in
QC samples,
only in scheme 2 samples:
Annotation
Level N O
Z2a 11 0.4
Ja 6 0.2
3b 4 0.2
4a 592 23.7
3 1684 75.5
TOTAL: 2497 100

Features after filtration considering
suitability in QC samples, and
significantly different in groups

with ANOVA test,
only in scheme 1 samples:

Annotation
Level

2a

da

5

TOTAL:

N

1
29
118
148

perc
0.7
19.6
79.7
100

Features after filtration considering
suitability in QC samples, and
significantly different in groups

with ANOVA test,
only in scheme 2 samples:

Annotation
Level

2a

Ja

4a

5

TOTAL:

= s Z

120
166

perc
24
08
24.7
72.3
100

Supplementary figures S6: For HILIC POS analyses elaborated with patRoon with the PubChemlLite database, a table
reporting the number of annotated features, according to the levels of reporting, is shown for the total number of features; a
similar table is then reported for features that passed the QC criteria; in the second column a similar table is reported
separately considering samples treated with scheme 1 and scheme 2; in the third column similar tables are reported for

features that were significantly different among considered groups.
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-

M HILIC-POS “ Wormlam expanded 1

{ patRoon

Features after filtration Features after filtration considering

considering suitability in 5!'“1;.":.""” " c?'c samp!“’ and
) significantly different in groups
Total features: QC samples, with ANOVA test,
only in scheme 1 samples: only in scheme 1 samples:
Annotatio Annotation
nLevel N perc Level N L Annotation
2a 11 0.1 25 g 03 Level N U
Ja 7 0.1 33 7 02 2a 1 0.7
3b 4 0 b 3 01 da 12 8.1
da 229 2.5 da 138 43 3 135 91.2
3 8873 97.2 5 3123 95.2 TOTAL: 148 100
Features after filtration Features after filtration considering
Features after filtration cy . Lt s suitability in QC samples, and
g e Lilie .t considering suitability in e - .
considering suitability in significantly different in groups
QcC sam ples: Qc sa.mples, with ANOVA test,
only in scheme 2 samples: only in scheme 2 samples:
Annctation Annotation
Level N 0| Level N o Annctation
23 g 02 7a g 0.4 Level N O
Ja 7 0.2 33 5 0.2 2a 4 24
3b 3 0.1 3b 3 0.1 Ja 1 0.6
4a 168 39 4a 197 51 4a 19 11.4
5 4118 95.7 5 2353 94.2 3 142 83.5
TOTAL: 4305 100.1 TOTAL: 2497 100 TOTAL: 166 99.9

Supplementary figures S7: For HILIC POS analyses elaborated with patRoon with the WormJam expanded database, a
table reporting the number of annotated features, according to the levels of reporting, is shown for the total number of
features; a similar table is then reported for features that passed the QC criteria; in the second column a similar table is
reported separately considering samples treated with scheme 1 and scheme 2; in the third column similar tables are

reported for features that were significantly different among considered groups.
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MS5-DIAL

[ RPLC-NEG 1

p

14 380

Number of features after <L
filtration considering ( P
suitability in QC samples: |

Of which ‘@.
* scheme 1 samples: ‘ 5746 | f

* scheme 2 samples: | 5771 |

Total number of features:

Of which significantly different
in groups with ANOVA test:

* scheme 1 samples: | 182

* scheme 2 samples: ‘ %8 ‘

Supplementary figures S8: For RPLC NEG analyses elaborated with MS-DIAL, two Eulero-venn diagrams are reported: the
first one shows the features that passed the QC check that are in common among the considered extraction schemes
(scheme 1 or scheme 2); the second one, analogously, shows features statistically significant among sample groups.
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{ MS-DIAL 1| RPLC-NEG H Public MSP

Total features:

Features after filtration
considering suitability in
QC samples,

only in scheme 1 samples:

Annotation AnnotationL
Level N By evel N Uy
Za 50 0.3 2a 33 0.6
2h 20 0.1 2h 15 0.3
3a 59 0.4 3a 31 0.5
3b 181 1.3 3b 111 15
3c 15 0.1 3c 7 0.1
4z 6063 429 4a 2839 49.4
5 7978 55.5 5 2710 472
TOTAL: 14380 994 TOTAL: 5746 100
] ] Features after filtration
FEE‘I:I:.II'ES. after f'ltr_a"_:' nr.l considering suitability in
considering suitability in Qc samples,
QC samples: only in scheme 2 samples:
AnnotationL Annotation
evel N Yl Level M %
Za 37 0.4 Za 14 0.2
2hb 19 0.2 2b 16 0.2
da 42 0.5 3a 23 0.4
3b 134 1.6 3h a7 1.7
3c 11 0.1 e 7 0.1
4a 4095 478 Ag ITAR AT 6
) 4225 453 5 2868 497
TOTAL: 8363 99.9 TOTAL: 5771 100

Features after filtration considering
suitability in QC samples, and
significantly different in groups

with ANOVA test,
only in scheme 1 samples:
Annotation %l
Level N
2a 8 4.4
3a 3 1.6
3b 27 14.8
3c 1 0.3
4a 105 7.7
3 38 20.5
TOTAL: 132 99.9

Features after filtration considering
suitability in QC samples, and
significantly different in groups
with ANOVA test,

only in scheme 2 samples:

Annotation
Level N 0|
3hb 16 16.3
3c 1 1
4a 41 41.8
3 40 40.8
TOTAL: =) 8.9

Supplementary figures S9 For RPLC NEG analyses elaborated with MS-DIAL with the public MPS libraries, a table reporting

the number of annotated features, according to the levels of reporting, is shown for the total number of features; a similar

table is then reported for features that passed the QC criteria; in the second column a similar table is reported separately

considering samples treated with scheme 1 and scheme 2; in the third column similar tables are reported for features that
were significantly different among considered groups.
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-

{ MS-DIAL

M RPLC-NEG “ Wormlam expanded 1

Features after filtration Features after filtration considering

considering suitability in 5Pi1=.llz.'i“w in c?'c samp!“’ and
) significantly different in groups
Total features: qQc sa.lmples, with ANOVA test,
e only in scheme 1 samples: only in scheme 1 samples:
Level N 0 Annotation Annctation
2a 9 0.1 Level N % Level N U
3a 30 0.2 2a 7 01 2a 1 06
3b 66 0.5 3a 17 0.3 3b 2 1.1
da 2431 17.1 3b 31 0.5 da 41 22.8
5 11679 82.2 4a 1307 23 5 136 75.6
TOTAL: 14215 100.1 3 4317 78 TOTAL: 180 100.1
TOTAL: 5679 99.9
. . Features after filtration Fe_at""'_e_s af_'ter filtration considering
Features after filtration g . e Leten s suitability in QC samples, and
g e Lilie .t considering suitability in e - .
considering suitability in significantly different in groups
QcC sam ples: Qc sa.mples, with ANOVA test,
only in scheme 2 samples: only in scheme 2 samples:
Annotation Annatation
Level N Y Level N kL Annotation
2a 8 0.1 2a 3 0.1 Level N %
Ja 21 0.2 3a 12 0.2 2a 1 1.1
3b 44 0.5 3b 22 0.4 4a 27 28.7
4a 1768 20.9 4a 1147 20.1 5 66 70.2
2 6623 78.2 5 4520 79.2 TOTAL: 94 100
TOTAL: 8464 99.9 TOTAL: 5704 100

Supplementary figures $10: For RPLC NEG analyses elaborated with MS-DIAL with the WormJam expanded MSP libraries,
a table reporting the number of annotated features, according to the levels of reporting, is shown for the total number of
features; a similar table is then reported for features that passed the QC criteria; in the second column a similar table is

reported separately considering samples treated with scheme 1 and scheme 2; in the third column similar tables are
reported for features that were significantly different among considered groups.
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MS5-DIAL

[ HILIC-POS 1

p

Total number of features: 51443
Number of features after @ P
filtration considerin ( ) 4
fation c & 31646 | y
suitability in QC samples: | ) e
Of which Sy |! 11777 10800
L
I \
» scheme 1 samples: | 22 577 | / % y
* scheme 2 samples: | 19 869 |
f{__.—o-'"_'_“-hu._
Of which significantly different y
in groups with ANOVA test: [
[ 329

» scheme 1 samples: | » \
* scheme 2 samples: ‘ —

Supplementary figures S11: For HILIC POS analyses elaborated with MS-DIAL, two Eulero-venn diagrams are reported: the
first one shows the features that passed the QC check that are in common among the considered extraction schemes
(scheme 1 or scheme 2); the second one, analogously, shows features statistically significant among sample groups.
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Total features:

-

X,

Supplementary data 1

MS-DIAL 1| HILIC-POS H Public MSP |

Features after filtration
considering suitability in
QcC samples,

only in scheme 1 samples:

Features after filtration considering
suitability in QC samples, and
significantly different in groups
with ANOVA test,

only in scheme 1 samples:

Annotation Annotation
Level N 0 Level N Uy
2a 595 26 2a 13 36
3a 278 1.2 3a 6 1.7
3b 943 42 3b 15 4.1
da 13049 57.8 da 197 54.3
5 7712 342 5 132 36.4
TOTAL: 22577 100 TOTAL: 363 100.1

Features after filtration
considering suitability in
QC samples,

only in scheme 2 samples:

Annotation
Level N U
2a 1008 2
Ja 517 1
Jhb 1830 36
4a 27355 53.2
5 20733 40.3
TOTAL: 51443 100.1
Features after filtration
considering suitability in
QC samples:
Annotation
Level N U
2a 738 2.3
Ja 369 1.2
3b 1256 4
4a 15091 a7.2
5 11192 354
TOTAL: 31646 100.1

Features after filtration considering
suitability in QC samples, and
significantly different in groups

Annotation
Level N O
2a 468 24
Ja 228 1.1
3hb 773 39
da 11449 57.6
5 6951 35
TOTAL: 19869 100

with ANOVA test,
only in scheme 2 samples:
Annotation
Level N Oy
Za 10 4.3
Ja 5 21
3b 13 56
4a 94 40.3
5 111 47.6
TOTAL: 233 99.9

Supplementary figures S12: For HILIC POS analyses elaborated with MS-DIAL with the public MSP libraries, a table
reporting the number of annotated features, according to the levels of reporting, is shown for the total number of features; a
similar table is then reported for features that passed the QC criteria; in the second column a similar table is reported
separately considering samples treated with scheme 1 and scheme 2; in the third column similar tables are reported for

features that were significantly different among considered groups.
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Total features:

Ty

Supplementary data 1

MS-DIAL 1| HILIC-POS “ WormJlam expanded }

Features after filtration
considering suitability in
QcC samples,

only in scheme 1 samples:

Annotation Annotation
LEZE:. 12:;I u[bzh Level N "
33 97 DIQ 2a 62 0.3
3b 162 03 3a 60 0.3
' 3b g1 0.4
4a 10648 21.3
5 39020 78 da 5274 24.2
b 16352 74.9
TOTAL: 20047 100 TOTAL: 21829 100.1
. . Features after filtration
Features after filtration considering suitability in
considering suitability in & ty
QC samples,
QC samples: ]
only in scheme 2 samples:
Annotation Annotation
Level N O Level N U
2a 86 0.3 2a LT 0.3
Ja 72 0.2 Ja 47 0.2
3b 101 0.3 3b 69 0.4
da 7349 24 da 4809 251
5 23028 75.2 k4] 14217 74,1
TOTAL: 30636 100 TOTAL: 19197 100.1

Features after filtration considering
suitability in QC samples, and
significantly different in groups

with ANOVA test,
only in scheme 1 samples:
Annotation
Level N 0y
3a 4 1.1
3b 4 1.1
da 106 304
5 235 67.3
TOTAL: 349 99.9

Features after filtration considering
suitability in QC samples, and
significantly different in groups
with ANOVA test,

only in scheme 2 samples:

Annotation
Level N U
2a 1 04
3a 2 09
4a 38 17
5 182 816
TOTAL: 223 99.9

Supplementary figures S$13: For HILIC POS analyses elaborated with MS-DIAL with the WormJam expanded MSP libraries,
a table reporting the number of annotated features, according to the levels of reporting, is shown for the total number of
features; a similar table is then reported for features that passed the QC criteria; in the second column a similar table is

reported separately considering samples treated with scheme 1 and scheme 2; in the third column similar tables are
reported for features that were significantly different among considered groups.
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800 +
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600 1
@
M
(73]
= 400
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200 1

63
8 3 = 9 3 3 14
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1 patRoon_WeormJamExpanded . I
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Supplementary figure S14: Upset plot showing the unigue compounds annotated at level 3 or above, obtained considering
all samples preparation schemes and chromatographic runs, grouped by the four annotation strategies implemented and
showing the intersection among them.
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(] Catonytsids

Diatosyie i and gt

Teacborytc id nd et

Supplementary figure S15: SankeyNetwork graph illustrating an overview of
the compound classes of annotated compounds at level 3 or above.
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Supplementary data 1

[ Dicarborylic acids and detivatives Alpha amino acids and derivatives

[ Beta hydroxy acids and derivatives
[ stort-chain keto acids and derivatives

- Aminoxides

D -

[ ] Carbonyl ds
I Aicohols aﬂdpnlynh

|:| Carbohydrates and carbohydrate MJLM
[
[ Pymoidinylpyridines

[ ] Triatky! amine oxides

= : I 1.2-smincalcohols

D Primary amines
[ ] Atdehydes
Tertiary amines
Secondary aleohols

I Aryt-aidenydes
- Monoalkylamines

Pyridinecarborylic aci ivat K Nicotinamides
. tic acidgged Sugar acids and derivatives I:l
[ 13-tz [ Trialkeylamines
3. 2-iriazines [ Pyricinecarboxyfic acids
[ Pyrazolo[3 4-dlpyrimidines 7 B
- Purines and purine derivatives
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Supplementary figure $S16: SankeyNetwork graph illustrating an overview of the compound classes of annotated compounds at level 3 or above with patRoon.

Page 17 of 19



Leveraging open cheminformatics tools for non-targeted metabolomics analysis of C. elegans: a workflow comparison and application to strains related to xenobiotic metabolism and
neurodegeneration - Gianfranco Frigerio, Yunjia Lai, Emma L. Schymanski, Gary W. Miller.

Organic compounds

Supplementary data 1

= Carboxylic acids

I 1-acyl-sn-glycero-3-phosphoethanolamines
Carboxylic acids and derivatives
2-acyl-sn-glycero-3-phosphosthanolamines
] [ Tsoleucine and derivatives
Organic acids and derivatives 71 Phenylalanine and derivatives
. G Alpha amino acids and derivatives -Alpham.unamds
/ I Glutamic acid and derivatives
. B Sulfirric acid esters X — [ Alanine and derivatives
— Glycerophospholipids BN Carbamic acids and derivatives 1 Leucine and derivatives
. G . 1-acyl-sa-gly 3_rhosphocholines B Histidine and derivatives
Sulfuric acid [ Valine and derivatives
[0 Fatty amides . . . 2-acyl-sn-gly 3-phosphocholines = Carbamate esters
. - . . Ly:;np};nnur;:v};uahdyh:.h'mL
m Organic sulfuric acids and derivatives Fatty acid esters I: Dipeptides
_— I Monoalkylycerophosphostt
[ Neacyl amines
- - [ Acyl camnitines
Fatty acids and B Eranched fatty acids
Fatty Acyls
[ Fatty al Long-chain fatty acids
L - Lineolic acids ans
e K:;d;:sm ’ I [ndolyl carboxylic acids and
— ratives
. [ ] Purines and purine derivatives [ Very long-chain fatty acids
Imidazopyrimidines - .
Organoheteroeyclic compounds =1 1.3.5-triazines I Purinones [ Hypozanthines
[ Triazines 1 Aminotriazines 1 6-aminopurines
[ Pyridines and derivatives I Pyridinecarboxylic acids and dﬁimﬁ‘F 1.3 5-triazine ] 4-diamines
- 1 Pyridinecarboxamides s Dialloylamines
Organic nitrogen compounds . s l:l Amines [0 Secondary amines [ Nicotinamides
l:l Quat T 1 Alkanolamines 0 1,2-aminoalcohols  N-acylethanolamines
|:| Phemviseo) 0 Aralloylamines
. _— BN Phenyl dehyedes .
Benzenoids X A 1 Cholines
Benzens and substituied derivatives g Organic compounds
ndroso [E Tetraalkylammonium salts

.N] G hﬂ and anal _Hnmenuclenndes

B Phenanthrenss and derivatives
I Oreanic oxygen compounds I §_deoxyribenucleosides
=1 Phenylpropanoids and polyketides [ Purine nucleotides
[0 Organooxygen compounds
[ Flavonoids

[ ] Benzoic acids and derivatives
[ Methoxybenzenes

1 Phenanthrols

i 3'-deoxy-3"-thionucleosides
[ Purine ribonucleotides
[ Asteohols and potyols

s Organic N-nitrose compounds
[ Benzoic acid esters

1 Benzoic acids

[ Dimethoxybenzenes

l:l Secondary alechols
[0 §-O-methylated flavonoids

BN p-Hydroxybenzoic acid esters B p-Hydroxybenzoic acid alkyl esters

[ Purine ribonuclenside monophosphates

Supplementary figure S17: SankeyNetwork graph illustrating an overview of the compound classes of annotated compounds at level 3 or above that were
significantly different among the considered groups of strains.
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Supplementary figure $18: Visual representation of the enrichment analyses performed with the FELLA package
considering all the annotated compounds that were significantly different among the considered groups of strains.
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