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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 number 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 S14: 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 all the annotated compounds that were significantly different among the considered groups of strains.
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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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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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Supplementary figures S3: For RPLC NEG analyses elaborated with patRoon with the PubChemLite 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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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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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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Supplementary figures S6: For HILIC POS analyses elaborated with patRoon with the PubChemLite 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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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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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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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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Supplementary figures S10: 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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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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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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Supplementary figures S13: 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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Supplementary figure S14: 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. 
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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. 
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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 S18: 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. 

 


