Supplementary Information
[bookmark: _GoBack]Table S1 (.xls worksheet): Summary of the 249 samples used in this study from two germplasm collections, including accession passport data and cannabinoid contents.
Table S2 (.xls worksheet): Summary statistics of the cannabinoid content in % (w/w) for the full sample set quantified using HPLC.
Table S3 (.xls worksheet): Hierarchical clustering raw data.
Table S4 (.xls worksheet): Summary of the chemometric algorithms, model number and type for 12 individual cannabinoids.
Table S5 (.xls worksheet): Metadata of final models for 12 individual cannabinoids.
Table S6 (.xls worksheet): Summary of the HPLC quantification metrics. 
Figure S1: Residual Plots for final models of all 12 target cannabinoids 

