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Supplementary Figure S1. To obtain the AUC of the drug concentration in the aqueous humor (Caq) over time, experimental data [1] were fitted to an exponential curve, then AUC was calculated integrating up to Caq = 0.












Supplementary Table S1. Drug- and SCL-specific parameters used in the simulations for each reported experimental data set.
	Drug
	Model input parameters
	In vivo data source
	logD7.4

	
	PConja
(cm/s)
	PScCh-Retb
(cm/s)
	PRet-Vitc
(cm/s)
	KScChd
	KRetd
	F %e
	
	Value
	Ref.

	Dexamethasone
	2.5E-06
	10E-06
	13E-06
	15
	10
	3.49
	[2]
	1.95
	[3]

	Melatonin
	2.5E-06
	10E-06
	13E-06
	15
	10
	2.93
	[4]
	1.19
	[5]

	Latanoprost
	3.0E-06
	10E-06
	13E-06
	17
	11
	2.08
	[6]
	4.28
	[7]

	Ofloxacin
	2.5E-07
	5E-06
	7E-06
	7
	5
	7.07*
	[8]
	-0.40
	[9]

	Pravastatin
	2.5E-07
	3E-06
	4E-06
	3
	3
	7.87*
	[10]
	-0.70
	[11]

	aComparable to the values reported in literature [12] and adapted to the logD7.4 of each drug; bReported in previous literature for similar drugs [13]; cConsidered 30 % higher than PScChRet [14]; dComparable to previously reported data [15], scaled according to the logD7.4 of each drug and fine-tuned during the model validation; eCalculated as in Equation 14, except when indicated (*): as the concentration of ofloxacin [8] and pravastatin [10] was measured in vivo in the aqueous humor at a single time point, F % was in these cases estimated based on the logD7.4 of each drug and fine-tuned during the model validation.





[image: Immagine che contiene diagramma, schizzo

Descrizione generata automaticamente]
Supplementary Figure S2. Visualization of uncertainty in the predicted drug concentration in the ocular tissues with randomized input values (grey curves) in the ± 10 % range from the nominal values (black curves).
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