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10,000 compounds through 10 models is10,000 compounds through 10 models is
100,000 data points!100,000 data points!

Q. How do you use this data Q. How do you use this data 
to make decisions?to make decisions?

200 compounds through 8 assays is200 compounds through 8 assays is
1600 data points1600 data points

Q. How do you use this data Q. How do you use this data 
to make decisions?to make decisions?
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PrioritiseData

In silico
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In vivo
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SMILES or 
SDF Calculate in silico properties:

Potency, LogP; Solubility; LogD; Human Intestinal 
Absorption; CNS Penetration; CYP Affinities (2D6 and 2C9); 
hERG Inhibition; p-Gp transport;  Plasma protein binding; 

P450 sites of metabolism

Calculate likelihood of success against 
project target product profile

High chance 
of successImport 

experimental 
data or data 
from other 
programs

Other in 
silico data

In vitro In vitro 
datadata

In vivo 
data

In vitro 
data

Explore the full ‘chemical space’ of 
project
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PrioritiseData

In silico
In vitro
In vivo

Relevance
Uncertainty

Selection
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