
	
	Enzalutamide
	N-desmethyl enzalutamide
	
	Source of 
Reference

	Parameter
	Reference value
	Final
value
	Reference value
	Final
value
	Unit
	

	Physicochemical properties
	

	Molecular weight
	464.44
	464.44
	451.41
	451.41
	g/mol
	FDA CP
review

	Lipophilicity (LogP)
	2.98
	2.95
	2.11
	1.89
	
	FDA CP
review

	Fraction unbound (Fu)
	0.024
	0.007
	0.0467
	0.02
	
	[2]

	Solubility
	2.00
	1.6
	
	1.44
	mg/L
	FDA CP
review

	pKa (acid)
	13.05
	13.05
	12.7
	12.7
	
	[2]

	Absorption
	

	Specific intestinal permeability
	3.1
	1.99
	-
	5.85
	10-5cm/s
	[2]

	Distribution
	

	Partition coefficients
	PK-Sim® Standards
	

	Cellular permeabilities
	PK-Sim® Standards
	

	Specific organ Permeability
	5.15
	1.47
	
	4.28
	10-4cm/s
	[2]

	Metabolism
	

	CLint 
CYP 2C8 to M2
	
	0.11
	
	
	l/min
	See text

	CLint 
CYP 2C8 to others
	
	0.02
	
	
	l/min
	See text

	CLint
CYP3A4 to M2
	
	0.00261
	
	
	l/min
	See text

	CLint 
CYP3A4 to others
	
	0.00717
	
	
	l/min
	See text

	Total hepatic CL
	
	
	
	0.18
	mL/min/kg
	See text

	Formulation
	
	
	
	
	
	

	Dissolution shape
	0.28
	
	
	
	
	

	Dissolution time
	57.57
	
	
	
	min
	


 Table 1. Value of initial parameters and estimated parameters for the Physiologically based pharmacokinetic (PBPK) model of Enzalutamide and N-desmethyl enzalutamide

