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CORAL (http://www.insilico.eu/CORAL) has been used to build up QSAR models for prediction of cytotoxicity of metal oxide

nanoparticles to bacteria Escherichia coli (pEC50). Six random splits into the training and test set were examined.
It has shown that the CORAL is a satisfactory tool to build up a QSAR of the pEC50.
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The numerical data on cytotoxicity of metal oxide nanoparticles (n=17) to bacteria Escherichia coli (pEC50) have been taken in the literature [1]. Six random splits into
the training and test sets were examined.

Optimal descriptors

The SMILES-based optimal descriptors [2-5] have been calculated as the following:

DCW(T) = i W(S,)+ Ei W(S,)+ Ef W(ES,)

where 'S , S, and °S, are one-, two-, and three-elements SMILES attributes; E is the total number of SMILES elements for a given molecular structure; W(''S ), WS ), ana
WS, ) are the correlation weights of the attributes. The SMILES element comprises one or two symbols which should be examined as one (e.g., 'Cl", 'Br’, etc.).
The threshold is a value used to classity attributes as either rare or active. For instance, it the threshold is 5, then attributes found in four (or fewer) SMILES structures of
the training set should be classified as rare. The correlation weights of rare attributes are blocked with their values fixed at zero. E is the number of 1Sk,. Better prediction

for all random splits takes place it T=2.
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CORAL is a satistactory tool for QSAR
nanoparticles cytotoxicity to bacteria

os CONclusions

modelling of the p
scherichia coli.

-C5H0 of the metal oxide

't provides results similar to those we published on Nature Nanotechnology |1!.
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