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» (Therapeutic drug monitoring)
oy "
¢ — A driag which has 3 well absorption
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N Distribution
2 The compound needs to be carried to its
gFI‘:H (E)cre“on) effector site, most often via the bloodstream

) Excretion
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F—41tw I : Non-curated training: 6,999, Curated training: 4,567, Test: 586

Low: CL,, < 20 mL/min/mg, Moderate: 20 s CL,, < 300 mL/min/mg, High: CL., 2 300 mL/min/mg

Non-curated
training set
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Prediction of a PK parameter

The fraction unbound in plasma (fu,p)

(@ Collecting data from public sources (ChEMBL, CTD, IF)
n= 18257
Parameter Value Unit Species SMILES

Activity value e
+Structural PPB 0.995 Human NC1=NC2=C.

information fup 0.04 Rat CCiC)C@H]
fup 0.132 Human CS({=0){=0)..
fup 158 k] Human CCCCC(=0)

@ Curation

Species SMILES
Human  NC1=NC2=C..
Human  CS{=0){=0)..
Human  CCCCC(=0)..
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