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Table S1 Physiochemical properties and input data for venetoclax simulations.
	
	
	Reference

	Mw
	868.4 g/mol
	(FDA, 2015)

	Tm
	~ 140 ⁰C
	(FDA, 2015)

	logP
	5.5
	(FDA, 2015)

	pKa base
	10.3
	(FDA, 2015)

	pKa acid
	3.4
	(FDA, 2015)

	Amorphous solubility
	4.5 μg/mL pH 7.4
	(Emami Riedmaier et al., 2018)

	Solubility in aqueous buffer
	< 0.0042 μg/mL pH 7.4
	(FDA, 2015)

	Peff human
	0.3 x 10-4 cm/s
	(Emami Riedmaier et al., 2018)

	CYP 3A4 –OH pathway
Vmax (pmol/min/pmol isoform)
Km (μM)
	
3.468
4.632
	(Emami Riedmaier et al., 2018)
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Fig. S1 Three-dimension surface response plot describing the effect of intestinal solubility/ bile salt solubilisation ratio and the dissolution factor on the % bioavailability of venetoclax under fed conditions.
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