Online Resource 5: Approximated scedasticity on the untransformed scale for the 12 modelled compounds of the 10 real data examples when skewness and scedasticity parameters are estimated separately (Box-Cox and Power) or simultaneously (dTBS).
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[bookmark: _GoBack]Caption: Dashed vertical lines correspond to an additive error model (scedasticity=0) and a proportional error model (scedasticity=1). Colored shapes represent the approximated scedasticity on the untransformed scale with each of the three error model dTBS ( and ζ), Box-Cox ( only) and Power (ζ only). Horizontal full lines represent the span of scedasticity estimates across the three error models.
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Approximated scedasticity on the untransformed scale




