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(a) centroid + LR (b) sqr-diff + SVR (c) abs-diff + SVR

(d) fmol-sum + RF (e) fmol-diff + DT (f) sqr-fmol + RF

(g) root-fmol + RF (h) sqr-fmol-sum + RF (i) norm-cont + LASSO

(j) mol-dev + RF (k) sqr-mol-dev + RF (l) mol-dev-sqr + RF

Figure S1: Correlation plots of the best models of each additive mixture descrip-
tor. Observed vs predicted correlation plots of the best models of each additive mixture
descriptor. Linear regression (LR), least absolute shrinkage and selection operator (LASSO),
decision tree (DT), random forest (RF), support vector regression (SVR)
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(a) RDF015v (b) RDF115i, and Mor09m (c) RDF115i

(d) RDF095i (e) RDF115i, and Mor09m

Figure S2: ALE plots for the decision tree and random forest models showing the
contribution of RDF015v, RDF115i, RDF095i and Mor09m mixture descriptors.
The ontribution of additive mixture descriptors, calculated using a) fmol-diff, b) fmol-sum,
c) sqr-fmol d) root-fmol, and e) sqr-fmol-sum mixing rules, to FR activity, as represented by
ALE plots for the decision tree and random forest models.
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