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Prediction of experimental properties of organic molecules by quantum circuit learning
(Department of Applied Chemistry, Waseda University)
(OKan Hatakeyama-Sato, Kenichi Oyaizu

Quantum circuit learning is a new algorithm for quantum computers. The regression model
was employed to predict regular 1-dimensional functions and experimental molecular
properties from their structures. We analyzed the basic characteristics of QCL by comparing it
with regular regression models. Its extrapolating prediction performances could exceed
conventional models under some conditions with small databases.
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Figure Left: scheme of QCL. Right: typical prediction results of molecular properties.
Reprinted from ref! under a CC license.
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