Open-Source Platform to Benchmark Fingerprints for
Ligand-Based Virtual Screening

Sereina Riniker! and Gregory A. Landrum*!

1 Novartis Institutes for BioMedical Research, Basel, Switzerland
Email: Sereina Riniker - sereina.riniker@novartis.com; Gregory A. Landrum™ - gregory.landrum®@novartis.com;

*Corresponding author

S1



Q‘:‘Mu;@

Q“:“kvum

Qv’:“'\_\wm

Q{)'\,—wm

]

N

w a ©
N ~ @

N

- \‘tvu

@l';:“‘\'\w r@’a

N
H
a

NN
L_w
fji

@Nr;"_\’\.w

B tatOgy)

@T‘:H’\"\vnvw

QVTJ"\"\-MW

QT(:.WE‘\_W;"QQ

N
Qe o

@'@—‘[“"'\,\'{:ﬂ-‘@

NH

a

‘G’@f\“ ‘\.‘\—“l:\“@

r\\l
-

g

@*u

a
1]

0

Figure S1: Active molecules (activity smaller than 10 pM) of [1]
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