ATC Level 1 ATC Level 2

1.0 15

05

Predicted logkHSA
0.0

-0.5

-1.0

1.8

|
S
o) £ o
9] < 0 o]
oo &0
o) o- ) o %O 8 o | o . Q o
@ e elp O B © L 6
&0 o - © o) &) OQT""O o]
o 8 LO ] o
a < 0. °
o B A1 O A0 O C05 O G03 B Jo1 M@ NO5
BA ODG EIL mNA i m A02 O CO01 m@m C07 m GO4 W LO1 m NO6
EC O H "M B S 0 A04 O C02 O D01 B H02 B MO1T H NA
oD OuJ Bl N Lo O A07 O C03 O D07 m HO3 W NO3
T | | T \ T T ! | | \ | T \
-1.5 -1.0 -0.5 0.0 0.5 1.0 15 -1.5 -1.0 -0.5 0.0 0.5 1.0
Experimental logkHSA Experimental logkHSA

Figure S3: Predicted logK s, versus experimental logK,,s, values or the 59 drugs coloured by ATC code level 1 and level 2



