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Figure S1. Probability density distributions for pairwise similarity scores of actives and decoys for
10 DUD-E targets. For each target, Tanimoto similarity scores were calculated between any two
actives (or decoys) using FCFP4 descriptors.



FAK1 AKT1

ACE
40% 60%
55%
n 35% » w
K i ] 3 50% -
: a0% 4 W actives = o 45% Wact
£ 3 £ 0% actives
85 5% & B decoys s
5 20% - 5 5
‘5 15% = =
S 10% 8 g
[
o 5y & &
0%
0.1 0.2 03 04 05 06 0.7 0.8 0.9 1.0 0102 03 04 05 0.6 07 0.8 09 1.0 0.1 02 03 04 05 06 07 0.8 09 1.0
SPLIF Score
SPLIF Score SPLIF Score
TRYB1 HMDH
ADRB1
20% 50%
., 35% - @ 45% 40%
3 a0% B actives 2 gg: W actives L 35%
E 25% B decoys &.E“ 30% B decoys 2 30% B actives
9 20% w5 25% £ 25%
£ 1% £ 20% 2 20% -
5 10% g 15% 2 15%
B G 10%
g 5% T Tow g 10% -
o 0.1 0.2 03 04 05 06 0.7 0.8 09 1.0 0% & %
e S RA e HE RS RS B 01 02 03 04 05 06 07 08 09 10 0%
SPLIF Score SPLIF Score 0.1 02 03 04 05 0.6 0.7 0.8 09 1.0
SPLIF Score
MCR PRGR
GRIK1
50% 50%
. 5% ., 45% 50%
L ao% = 45%
@
£ 35% E %_’;g: Wactives
& 30% - il W decoys
%5 25% - s 5 30% ¥
£ 20% € s 25%
3 15% 8 2 20%
3 10% g g 15%
5% 5 10%
0% . !—F o 5y
01 02 03 04 05 06 07 08 09 1.0 01 02 03 04 05 06 07 0.8 09 1.0 0%
SPLIF Score 0.1 0.2 03 04 05 0.6 07 0.8 09 1.0
SPLIF Score SPLIF Score
PGH2
40%
., 35% M actives
2 0% Bdecoys
E 25%
5 20%
£ 1%
2 10%
& 5%
0%

01 02 03 04 05 06 07 08 09 1.0
SPLIF Score

Figure S2. Probability density distributions for SPLIF scores of actives and decoys for 10 DUD-E
targets.



