
●

● ●
●

●

●

●

●
●

● ●
●

●
●

●
●

●

●

●

●

●

●

● ●

●
●●

● ●

●

●

●
●

●

●

●

●
●●

●
●● ●●

●

●●

●
●

●

●

●
●

●●

●

●

●

●

●

●
●

●

●

●●

●

●

●
●

●

●

●

●

●

●

● ●

●

●

●

●

●

●

●

●

●

●

●●

●

●

●

●

●

●

●
●

●

●

● ●

●

●

●
●

●

●

●
●

● ●●●

●

●

●

●

●

●

●

●

●

●

●

●●
●

●

●

●

●

●

●

●

●●

●

●
●

●
●

●

●

●

●

●

●

●
●

●

●

●
●

●

●

●

●

●

●

●
● ●

●
●

●

●

●
●

●

●●

●

●

●

●

● ●

●

●
●

● ●

●
●●

●

●

●

●●

●

●

●
●

●

●●
●●

●

●

●
●

●

●

●
●

●

●

●

●

●

●

●

●
●●●

●●

●

●

●●

●

●

●
●

●

●

●

●

●

●

● ●

●

●●
●

●

●

●

●

●

●

●
●

●
●

● ●

●

●●●

●

● ●

●

●

●

●

●

●

●

●

●

●
●

●
● ●

●●

● ●

●● ●
●
●●

●

●●

●

●

●

●

●

●

●●
●

●
●

●

●

●

●
●

●

●
●

●

●
●

● ●
●

●

●

●

●

●●

●

●

●

●● ●

●

●

●

●
●

●

●●

●

●
●

●

●

●

●
●

●

●●

●●
●●

●

●

●

●

●

●

●

●

●●

●
●

●●
●●

●

●
●

●

●

●

●

●

●

●

●●●

●

●

●

●

●

●

0 2 4 6 8 10 12

0
2

4
6

8
10

12
N=382, RMSE=1.87, SD=1.78, Rp=0.437, Rs=0.432

Measured binding affinity (pKd)
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N=382, RMSE=1.68, SD=1.68, Rp=0.524, Rs=0.509

Measured binding affinity (pKd)

P
re

di
ct

ed
 b

in
di

ng
 a

ffi
ni

ty
 (

pK
d)

 b
y 

m
od

el
 2

●

●
●

● ●
●

●

●

●

●

●

●

●

● ●●

●

●

●
●

●

●

●
●

●

●

●
● ●●

●
●

●

●

●

●

●

●

●
●

●

●

●
●

● ●
●

●

●

●

●

●

●●●

●

●

●

●

●

●

●

●
●

●

●

●

●
●● ●●

●

●●

●

● ● ●●
●

●

●

●

●

●
●

●

●

●

●

●

●

●

●

●●

●

●
●

●

●

●

●●●●
●

●
●

●
●

●
● ●

●●

●

●
●

●
●

●
●

●

●

●
●

●

●

●

●

●

●

●

●

●

●
●

●

●

●

●

●

●

●

●

●

●●

●

●

●

●

●

●

●

●

●

●
●

● ●

●
●

●
●

●
●

●

●

●

●

●

●

●●

●
●

●●

● ● ●

●● ●

●

●

●
●

●

● ●

●
●

●

●

●●

●

●

●
●

●

●

●

●
●●

●
●

●

●

●

●

●
●

●

●●
●

●

●
●

●

●● ●

●

●

●

●
● ●

● ●

●●
●

● ●

●●

●

●

●

●●
●

●

●
●

●

●
●
●

●
●

●
●

●

●
●

●
●
●●

●

●
●

●

●

●

●●

●

●

●

●
●

●

●

●
●

●

●

●

●

●
●

●

●

●

●

●
●

●

●

●
●

●●
●

●

●

●

●
●

●

●
●

● ●
●●

●

●

●

●

●

●●

●

●
●●

●
●

●

●●

●

●
●

●
●

●

●●
●

●●

●

● ●●

●

●
●

●

●

●

●

●

●
●

●

●

●

●

●●

●●

●
●

●

●
●

●

●

●

●

●

●

●

●

●

●

●

●

0 2 4 6 8 10 12

0
2

4
6

8
10

12

N=382, RMSE=1.59, SD=1.59, Rp=0.594, Rs=0.553

Measured binding affinity (pKd)
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N=382, RMSE=1.47, SD=1.48, Rp=0.665, Rs=0.643

Measured binding affinity (pKd)
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