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logP (calc. - experimental) values

Goal: to compare different programs to predict logP of Pt(ll) complexes
and to provide new methods for on-line prediction of logP for molecules

Analyzed Methods

« CLOGP v. 5.0

* KOWWIN (on-line version)

* ALOGPS 2.1

« 3D Polar Surface Area (3D PSA):!

logP = -3.39 + 0.0099TSA - 0.017PSA + 0.054PtSA

n=24, R?=0.894, RMSE=0.354

« Quantum Chem (QC DFT):2

log P, = 3.06 + 0.0120 - 0.1448 - 9.891 . +1.27 2V
n=24, R?=0.952, RMSE=0.21

LIBRARY mode:

Corrects model predictions with nearest
neighbors and it does not require to
re-develop the core model
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ALOGPS “as is” -> ALOGPS LIBRARY

Accuracy of logP predictions*
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Associative Neural Network similarity

Pt(ll) data/complexes

Platinum containing compounds are promising
antitumor agents, but must enter cells before
reaching their main biological target, namely DNA.
Their distribution within the body, and hence their
activity is to a large extent determined by their
lipophilicity, thus there is a strong interest to
develop computational methods to predict this
important property

Literature set: N=43 molecules with experimental
logP values were collected
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Wroclaw set: N=12 new molecules were
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Prediction of errors

EALOGPS predicted

Mean Absolute Error
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Results

Benchmarking
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ALOGPS “reloaded”
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Conclusions:

A low logP prediction accuracy of existing methods

was calculated
ALOGPS in LIBRARY mode provided the best results
and estimated the accuracy of predictions

On-line calculation + error prediction is available at:

http://www.vcclab.org/web/pt/
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