Migrating from Partial Least Squares Discriminant Analysis to Artificial Neural Networks: A Comparison of Functionally Equivalent Feature Importance and Visualisation Tools using Jupyter Notebooks. 
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[bookmark: _GoBack]Supplementary Figure 1: Permutation Test. R2 and Q2 against correlation between permuted outcomes and original outcomes (left), and probability density functions for R2 and Q2, with the R2 and Q2 values of the model trained on the original data presented as a ball-and-stick, and p-values from a one-tailed t-test (right). a Permutation test figures for PLS. b Permutation test figures for ANN. c Permutation test figure for ANN using AUCFULL and AUCCV as an alternative metric to R2 and Q2.
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Supplementary Figure 2: Bootstrap weight vectors. Median (and 95% CI) weight vectors of metabolites calculated using BCa (n=100). Red, significant contribution; blue, no significant contribution. a LV1 and LV2 weight vectors for PLS. b Neuron 1 and neuron 2 weight vectors for ANN.
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