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* Lack of sensitive and specific early biomarkers for alcohol-associated liver disease
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Data processing
Pretreatment

-Random forest imputation

Statistics
-Mann-Whitney U —Welch T

Preprocessing
-Peak picking & alignment

Diacylglycerols
Lysaphosphatidylcholines
Phosphatidylcholines (< 3 DB)
Phosphatidylchelines (> 3 DB)
Phosphatidylethanolamines

phosphatidylethanolamines

* Ethanol exposure clearly
disturbs lipid metabolism
* Need for validation experiment

-Deisotoping, duplicate -Log transformation -p<0.05&FC>10(|<0.1 Phosphatidylserines

removal & drift correction -PQN normalization -PCA — PLS-DA Sphingomyelins P H H

-Filtering (e.g. mRSD < 30%) -Pareto scaling -VIP>1 Triacylglycerols Number of species | 5-10 | 1-4 0 14 | 510 | >10
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Abbreviations IC10: Inhibitory Concentration 10 | GC: Gas Chromatography | FID: Flame lonization Detection | MeOH: Methanol | ACN: Acetonitrile | IPA: Isopropanol | UPLC: Ultra Performance Liquid Chromatography | BEH: Ethylene Bridged Hybrid | ESI: Electrospray lonization | QToF: Quadrupole Time-of-Flight | HRMS: High Resolution Mass Spectrometry | QC: Quality Control | DDA: Data-dependent
Acquisition | mRSD: median Relative Standard Deviation | PQN: Probabilistic Quotient Normalization | FC: Fold Change | PCA: Principal Component Analysis | PLS-DA: Partial Least Squares-Discriminant Analysis | VIP: Variable Importance in Projection | RT: Retention Time | DB: Double Bonds



