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Table S1: Studies from Metabolomics Workbench used to construct the cross-phenotype metabolite-level meta network of Figure 4. 
	Metabolomics Workbench study ID (publication)*
	Disease/outcome
	Assay
	Sample size
	Number of REFMET annotations

	ST002016 (N/A)
	COVID
	MS, RP+, RP-
	95
	424

	ST002301 (N/A)
	COVID
	MS, RP+
	149
	93

	ST000284 (Zhu et al., 2014)
	Colorectal cancer
	TQ MS
	147
	103

	ST002428 (N/A)
	Tuberculosis
	MS RP+, MS RP-
	43
	70

	ST002100 (N/A)
	Hepatitis
	MS RP+, MS RP-
	36
	68

	ST001412 (N/A)
	Obesity
	MS RP+
	86
	668

	ST001789 (N/A)
	Response to exercise
	MS HILIC, MS RP
	37
	439

	ST001420 (N/A)
	Angina
	TQ MS
	747
	391


* Publication linked to dataset in Metabolomics Workbench, N/A if not available.



Figure S1: Comparison of metabolite-level meta network results with two additional studies (MTBLS6739 using original annotations and MTBLS3852 enhanced with LAMP annotation). Boxplots show t-statistics of metabolites that co-occur in at least 3 studies, representing the magnitude and direction of differential abundance. Red dots indicate metabolites present in validation studies.[image: A screenshot of a graph
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Figure S2: Workflow of the metabolomics data analysis app. Metabolomic datasets are uploaded from public repositories (MetaboLights, Metabolomics Workbench) or provided by the user. The data are then processed using configurable methods for missing value imputation, transformation, and standardisation. The application supports both single-study analyses and comparative multi-study analyses, generating differential metabolite and pathway results, as well as network-based visualisations. All outputs can be exported as publication-ready plots (PNG/SVG) or as raw results tables (CSV). The app is available at https://github.com/EloisaRL/Metabolomic-data-analysis-app/tree/main.
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Metabolites co-occurring in at least 3 studies

75

5.0

-10.0

|0s1}00

pioe olAnAd

pioe oo
aunuieojkoesis-0
(0:0/(z61'Z91'Z€1'Z01 22 'Z¥)9:2¢) suiwejoueyialApieydsoydosA|
JNOHIa-EL'TL
JWOH!A-0L'6
|04294|6|A0)wedouow-|
auniues|Aouessp-0

Py uixody
uinbosigapAx0IpAY-i

ploe olousL-1 ‘| | ‘g-BS00I-SIo-||8
Buo-g-ua-p-}sajoyaAxoipAyuy-gz ‘eydiez | ‘eydie;.
aursobuiydsoifyd

ploe olous-zZ-oapexay-(3)

pioe ojoueoapeyday

pioe oloueosp

ploe oluajoul|-ewweb

pioe ouoydsoyd

p1oe ouAINgAX0IpAY-¢

PIoE DlUBINUAY
suuibre--|Aylewip-(ebawo) N‘(eBawo)N
aulejaq auok|B
Jd-g-0199A|B-us-AxoIpAy-Z-jAonwied- |
1o in

auniules-T-jAoywied-0

auiue
auiuele|fusyd-

auiuibie-]

pioe oljoyo

aupnsiy-

apAyaplelwas-g oluooNwoulWE-Z
Y auaLoyna)

suoNa-

|oanIBO-SUB-(-)

auuney




image1.png
lli MetaboLignts

Data source: MetabolLights,
Metabolomics Workbench, or your data!

Upload and process study data

Transformation? R R
Missing value imputation?

Standardisation?

Single Study Analysis e
Differential metabolite plot 9 ? é_ $ é i é | L) 5 H=
Differential pathway plot KRN ; w é ® é '¢ %

Differential analysis raw results

Multi Study Analysis
Upset plot (shared metabolites)
Differential metabolite network plot
Bipartite disease-type network plot
Differential pathway network plot

Export results
PNG/SVG plots
CSV raw results table




