
0.0

0.3

0.6

0.9

0.0

0.3

0.6

0.9

1≤Kd≤14 5≤Kd≤14 5≤Kd≤9 1≤Kd≤8 5.5≤Kd≤8.5 6≤Kd≤8

Tanimoto Threshold

R
M

S
E

P
ro

p
o

rtio
n

 o
f re

m
o

v
e

d
 p

a
irs

Condition

pKd dropout

random control

0.0

0.2

0.4

0.0

0.2

0.4

1≤Kd≤14 5≤Kd≤14 5≤Kd≤9 1≤Kd≤8 5.5≤Kd≤8.5 6≤Kd≤8

Tanimoto Threshold

S
p

e
a

rm
a

n
 c

o
rr

e
la

tio
n

P
ro

p
o

rtio
n

 o
f re

m
o

v
e

d
 p

a
irs

Condition

pKd dropout

random control

random control

pKd dropout

5 6 7 8 9 10

1

2

3

1

2

3

measured pKd

a
b

s
o

lu
te

 e
rr

o
r 

o
f 

p
re

d
ic

tio
n

pKd threshold

6≤Kd≤8

5.5≤Kd≤8.5

5≤Kd≤9

NA

-1e+05

0e+00

1e+05

2e+05

5 10 15 20

measured pKd

n
u

m
b

e
r 

o
f 
c
o

m
p

o
u

n
d

-k
in

a
s
e

 t
ra

in
in

g
 p

a
ir

s


