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The ALOGPS 2.1 program was developed using Associative
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Neural Network method and combines models to predict e
lipophilicity and aqueous solubility of chemicals. Welcome fo the AL OGS 2 8 Y
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the whole set. The prediction accuracy for molecules not used S ow o el
in the training set is root mean squared error rms=0.35 and Shw  ikoors s s con
standard mean error s=0.26. f T o
LogS (aqueous solubility): training set of 1291 molecules. om0l _——
Prediction results rms=0.49, s=0.38, i.e. significantly hess GO0 00 s
improved compared to ALOGPS 2.0

The calculated results are available. =)

Poor prediction of new series?

For more information click on a keyword or a calculated result or contact Igor V. Tetko (VCCLAB coordinator).

A)°7 B ‘ Solution (self Iearning) If you cannot upload data or see results, enable pop-up windows in your browser or try FireFox.

i Z K Associative Neural Network (ASNN)

§ o g : ALOGPS on-line provides comparison of 8

© ol < ASNN detects st (soon 9) logP and 3 aqueous solubility models
o improve the currant prodiction as well as pKa (courtesly of Pharma Algorithms)

o° 0y® calculation. A consensus value is also calculated
. C oo for logP models and everything is avaialble just

s | £ | with one mouse click.
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Prediction of Pfizer compounds (Tetko & Poda,

1.24
2004) from A to B in less than <10 minutes!
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ALOGPS 2.1 program dramatically increased its prediction ability using 0 0.2 0.4 0.6 0.8 1
just one molecule with known experimental values (Tetko & Tanchuk,
2002). The ALOGPS further increases its prediction ability (in 3-5 times) using Associative Neural Network similarit
larger number of molecules in LIBRARY. Notice, that NO NEW INDICES Yy
were created for neural network.

>50% of Pfizer molecules predicted in the
LIBRARY mode with < 0.4 MAE indeed
had their error in this range (Tetko et al, 2006)

With just few measured molecules your can
increase accuracy of predictions in 2-5 times!
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