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- Accession codes, unique identifiers, or web links for publicly available datasets
- A list of figures that have associated raw data
- A description of any restrictions on data availability
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The raw metabolomics data generated in this study have been deposited in the MetaboLights under accession code MTBLS2483 [https://www.ebi.ac.uk/
metabolights/index]. The processed metabolomics data are available at GitHub repository [https://github.com/SydneyBioX/BioHEART_metabolomics]. The sample
order design data generated in this study are provided in the Supplementary Data 2. The figure data generated in this study are provided in the Source Data file.

One aspect of our study (the discovery cohort from BioHEART-CT study) was performed with 1002 unique samples. Our manuscript is
methodological development paper and the sample size calculation is not relevant in our study design.

Data were not excluded from analysis

Study replication is not relevant to this study. The proposed method was tested on independent dataset.

Experiment sample replicate selection was randomly generated using software R.

Blinding was not relevant to this study, which was designed to develop and evaluate normalisation method for large-scale metabolomics data.
Such methods cannot be developed while blind to the results.




