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Supplementary Figure 1: A. Overview of the compounds in TG-GATES data. B. 

Experimental design. Timeline and doses used for experiments in TG-GATES 

database C. Flow chart for development of the ML pipeline.  

All graphs are generated using Graph is generated using Powerpoint software 

(Microsoft Corporation, Seattle, WA, USA). 

Supplementary Figure 2: GSEA analysis of clusters related to Figure 2. Upper 

panel graphs are generated by Graphpad Prism8 software (GraphPad Software 

Inc., La Jolla, CA, www.graphpad.com). Lower panels are generated using Gene Set 

Enrichment Analysis software (https://www.gsea-msigdb.org/gsea/index.jsp) 31,32. 

Supplementary Figure 3: Evaluation of average ROC for gene sets up to A. 50 and 

B. 100 . Figures are generated using Tableau software (Seattle, WA, USA, 

https://www.tableau.com/). 
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