Supplementary Table 4 Candidate drug predicted blood-brain barrier penetrance properties

	Drug Name
	Water Solubility
ALOGPS
(mg/mL)
	logP
ALOGPS
	logS
ALOGPS
	ADMET
Blood Brain Barrier (BBB) 
Penetration Level

	Bortezomib
	0.0532
	0.89
	-3.9
	- / 0.6533

	Everolimus
	0.00163
	5.01
	-5.8
	- / 0.9541

	Fludarabine
	12.1
	-0.62
	-1.4
	+ / 0.9233


Candidate drug predicted blood–brain barrier penetrance properties. We examined information on the three candidate drugs, bortezomib, everolimus and fludarabine present in the online database, ‘DrugBank’(go.drugbank.com). DrugBank is a knowledge base consisting of clinical information such as side effects, drug interactions, and molecular-level data including chemical structures, predicted properties, and protein interactions. Based on their chemical structures, the table lists the predicted water solubility (as determined by ALOGPS) and the predicted blood–brain barrier penetrance (as determined by ADMET - Absorption, Distribution, Metabolism, Elimination, Toxicity), as extracted from the DrugBank database. A ‘+’ ADMET value indicates a ‘yes’ for the predicted property of blood–brain barrier penetrance. As defined by the predicted ADMET features in DrugBank, the blood–brain barrier penetrance values of 0.6533, 0.9541 and 0.9233 indicate that there is a 65.33%, 95.41% and 92.33% probability that bortezomib, everolimus and fludarabine will cross the blood–brain barrier. logP—drug lipophilicity; logS—drug water solubility.

