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https://www.ibm.com/blogs/think/jp-ja/ibm-5-in-5-accelerating-process-of-discovery/
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Future of Computing 1BM Research
Accelerated Discovery for Materials
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Molecular design is a key technology across broad material
domains
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AI-driven Molecular Design

Today’s total lead time to develop new material is 10-20 years.

« Trial-and-error process by human expert’s knowledge, experience, and intuition.
« The variety of design is limited by expert’s unconscious bias.
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Reference for the fundamental algorithm
B. D. McKay, “Isomorph-free exhaustive generation”, Journal of Algorithms, 26 (1998) 306-324.
S. G. Hartke and A. Radcliffe. “Mckay’s canonical graph labeling algorithm”, In Communicating Mathematics,
479, 99-111. American Mathematical Society, 2009.
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Robeson upper bound (2008)
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IBM Molecule Generation Experience (MolGX)
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