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Table 1S. Top hits (#100) identified from EON screening using query 1
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aApproved and experimental drugs selected as candidate for treatment of EVD [Veljkovic, V.; Loiseau, P.; Figadere, B. Virtual screen for repurposing
approved and experimental drugs for candidate inhibitors of EBOLA virus infection. F'1000Research 2015, 4:34]

b [US Pat. 8475804]
¢ [http://www.virology.ws/2014/10/09/treatment-of-ebola-virus-infection-with-brincidofovir/]
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¢ [http://naturalsociety.com/ebola-scientists-discover-first-virological-penicillin-honeysuckle/]

f[Bray, M.; Driscoll, J.; Huggins, JW. Treatment of lethal Ebola virus infection in mice with a single dose of an S-adenosyl-L-homocysteine
hydrolase inhibitor. Antiviral Res. 2000, 5, 135-147.]

¢ [CDC Morbidity and Mortality Weekly Report (MMWR), June 27, 2014, Vol. 63(25)]



Property plots showing distribution of molecular and physicochemical properties in

top-ranking hits (#100) obtained from EON screening

The property plots have been generated using Canvas version 1.6 as implemented in

Schrodinger Suite 2013-1 (one-month trial version licensed to PSK).
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Figure 1S.  Scatter plot of AlogP versus MW for top 100 hits obtained using Query 1

(brown circle). The size of the circle varies with AlogP value.



HBondAcc versus HBondDon
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Figure 2S.  Scatter plot of #HBondAcc (HBA) versus #HBondDon (HBD) for top 100 hits
obtained using Query 1 (brown circle). The size of the circle varies with HBA

value.
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Figure 3S.

Polar Surface Area versus #RotIBonds
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Scatter plot of Polar Surface Area (PSA) versus #RotlBonds (RB) for top 100
hits obtained using Query 1 (brown circle). The size of the circle varies with

PSA value.
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Figure 4S.

Caco-2 Permeability versus Solubility
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Scatter plot of Predicted Caco-2 Permeability versus log Solubility for top 100
hits obtained using Query 1 (brown circle). The size of the circle varies with

PSA value.



CNS versus % Human Oral Absorption
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Figure 5S.  Scatter plot of Predicted CNS Permeation versus % Human Oral Absorption
for top 100 hits obtained using Query 1 (brown circle). The size of the circle

varies with PSA value.



