
Chemists need to know:

Q1. What are the properties of a molecule?

Toxicity

Solubility

Biological Activity

Q2. What molecule would have aqueous solubility of 0.1 μg/mL?

How can this be done without expensive,

time-consuming experimentation?
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The Discovery Bus builds 
“QSAR” predictive models 
automatically

www.openqsar.com



Increasing amounts of data for model 
building... 

CHEMBL : data on 622,824 compounds,

collected from     33,956 publications 

WOMBAT-PK: data on 1,230 compounds,

for over                 13,000 clinical measurements

WOMBAT : data on 251,560 structures,

for over                   1,966 targets

All contain structure information & numerical activity data

VMore models

VBetter models

UComputationally expensive:

5 years for new datasets 

on existing Discovery Bus 

server



Project Junior

Used Windows Azure to generate models in parallel

- 100 workers for 3 weeks (not 5 years!)

- 750K new models available on www.openqsar.com

- (50x more than previously available)

http://www.openqsar.com/

