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Guided multi-objective generative Al to enhance
structure-based drug design

In this work we present IDOLpro, a modular framework
for guided diffusion which can generate molecules with a
plurality of optimized properties for structure-based drug
design, accelerating the drug discovery process.

Image reproduced by permission of SandboxAQ from
Chem. Sci., 2025, 16, 13196.
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