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We tried to develop a novel method for eliminating "Chance correlation”
descriptors which appear when supervised learning is applied. As a result, we found a combinatoric
method using data classification and regression methods gave better results in the case of
artificial data.

However, we also found that the appropriate combination of L1 and L2 regularization also provided
better predictability in the case of real data sets which showed simpler data structures. According
to Ockham®s prionciple, we adopted elastic net and similar methods to eliminate chance correlation

descriptors. Thus, we found the latter combinatoric method applied for predicting hydrolyzabilities
of esters, amides, etc showed the best predictability (in the case of esters, the correct
classification rate was 89%), when L2 regularization was carried out after L1 one.

Therefore, it can be concluded that the former method gives better predictability for complex

data, and latter one is better for complex data.
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