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This project verified the feasibility of a fragment-based virtual screening (FBVS) workflow using a
pseudo-quantum annealer for large-scale screening in I'T-based drug discovery. The workflow covers
fragment docking, QUBO matrix construction, combinatorial optimization, reconstruction of
compound structures from annealing results, and subsequent docking evaluation. The study
demonstrated that commercial compound libraries can be processed by the FBVS protocol.
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Physical

Resource type CPU cores Memory(GB)
cpu_4 4 9.2
cpu_8 8 18.4
cpu_16 16 36.8
cpu_40 40 92
cpu_80 80 184
cpu_160 160 368
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