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(57) Abstract: A deep learning-based molecular design system according to the present invention comprises: a vectorization unit which
receives and vectorizes molecular information, surrounding molecular system information, and molecular characteristic information
about an ith molecule; an attribute extraction unit which extracts molecular attributes from the vectorized molecular information, ex-
tracts surrounding molecular system attributes from the vectorized surrounding molecular system information, and extracts molecular
characteristic attributes from the vectorized molecular characteristic information; an integrated attribute extraction unit which extracts
integrated attributes of the ith molecule using an integrated attribute extraction algorithm, which is a neural network algorithm that
receives the molecular attributes, surrounding molecular system attributes, and molecular characteristic attributes as inputs; a molecular
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design probability calculation unit which extracts a molecular design probability vector for molecular design on the basis of the ith
molecule using a molecular design probability calculation algorithm, which is a neural network algorithm that receives the integrated
attributes as inputs; and a molecular design unit which extracts molecular information about the i+1th molecule on the basis of the
molecular design probability vector or outputs a design stop command to output a final molecule, wherein i is an integer greater than
orequalto 1.
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