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(57) Abstract: Disclosed in the present invention are a drug-based cancer inhibition sensitivity prediction method and device based on a
graph neural network. The method comprises: acquiring a candidate drug and cancer cell line original data, extracting drug information
features of the candidate drug, and expanding the drug information features; constructing a drug molecule feature vector according to
the drug information features, and constructing a drug adjacency matrix, a node feature matrix, and an edge feature matrix by taking
atoms of a drug as nodes and chemical bonds as edges; constructing and iterating a graph neural network model to obtain a drug graph
feature; obtaining a drug characterization after the drug graph feature and the drug molecule feature vector are aggregated; acquiring
and storing the expression quantities of gene expression, gene mutation, gene methylation and gene copy number, in a cancer cell line,
of a gene sequence, and extracting a cancer cell line characterization; and performing feature fusion on the drug characterization and
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the cancer cell line characterization to obtain a drug-cancer cell line instance pair, inputting the instance pair into a drug-based cancer
inhibition sensitivity prediction model, and predicting to obtain an IC50 value of the candidate drug in a cancer cell line environment.
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