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Figure S1. Principal component analysis (PCA) screeplot, showing relative contributions
of principal components.
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Figure S2. Figures showing the result of fitting a partial-least-squares regression (PLS-R)

model

A)

root-mean-square

error

(RMSE) associated with each

component;

(B) X-Distances; (C) regression coefficients; (D) predictions; (E) variable importance (VIP)
scores and (F) selectivity ratios for predictors.
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Figure S3. Random Forest output showing the contribution of different variables to
predictions in one of the developed models.
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