
S5 Appendix: Average Partition Coefficient
In order to reduce the number of compartments, all organs and tissues not in-
volved in the absorption, distribution, metabolism or elimination were merged
into one compartment called the Rest of the Body compartment (RB-compartment).
This compartment requires, as well, a partition coefficient Kp,RB . In Table 5,
Kp,RB was expressed as:

Kp,RB =

n∑
i=1

ViKp,i

n∑
i=1

Vi

(S5.1)

where Kp,i and Vi are the partition coefficient and volume of the merged com-
partments.

In this section, a proof of Eq (S5.1) is proposed when quasi-steady-state is
reached between the compartments and blood. The dynamic of each compart-
ment is given by:
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)
(S5.2)

By adding all the compartment, one can show:
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where CT =

∑n
i=1 ViCi

VT
, VT =

n∑
i=1

Vi and QT =

n∑
i=1

Qi. In other words, CT , VT

and QT represent the average concentration, the volume and blood flow of the
RB-compartment. When quasi-steady-state is reached one can define Kp,RB as:

Kp,RB = RBP
CT

CAB
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Finally, by using the definition for CT and the fact that each compartment i is
at quasi-steady-state, one can show:
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Therefore Eq (S5.1) is proven.
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