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Abstract

1C50 prediction for neurodegenerative isorders lie amyotrophic lateral sclerosis i crucil in
biomedical studies. Traditional machine learning models use molecular descriptors for ICS0
prediction where most of the descriptors created by different tools are relevant and
undefined. Hence, graph convalutional neural network, a deep learning algorithm is used in
this paper for building more accurate IC50 prediction model based on the structural properties
of drug molecules in graph format. The work is implemented with 32 protein targets of
amyotrophic lateral sclerosi disorcer. ICS0 prediction i made by collecting canonical SMILES
and their corresponding IC50 values of 2100 drugs from the ChEMBL databases. Featurization
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