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Computational methods are widely used in pharmaceutical industry - both ligand and structure-based
approaches are applied to virtual screening tasks, where large libraries of chemical compounds
undergo evaluation in order to select drug candidates [1].
Recently, many applications of machine learning methods in this process have been reported. Their
major task is to assign objects (in our case: molecules) into classes (here: active or inactive), but they
can also carry out numerical classification that might be helpful e.g. in predicting ADME properties [2].
In order to improve the performance of classification algorithms, meta-learning strategy
was developed. It gains knowledge from analyzing a number of subtasks, increasing efficiency of base
classifier by using additional methods such as bagging and boosting [3].
We took into account four meta-learning algorithms implemented in WEKA package [4] and three
different base classifiers. Their performance was examined depending on the type of molecular
fingerprints used for representing chemical structures and the number of active compounds present
in the training sets. Time required for building predictive models was also measured. For the case
study, we used the 5-HT1A antagonists taken from MDDR database (actives), and a set of structures
randomly selected from ZINC database [5] (inactives).
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