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Designing in the Face of Uncertainty: Exploiting Electronic Structure and Machine Learning Models
for Discovery in Inorganic Chemistry. Inorganic Chemistry, 2019, 58, 10592-10606.

Zero-temperature localization in a sub-Ohmic spin-boson model investigated by an extended hierarchy
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Intermediate Formation. ACS Catalysis, 2019, 9, 8243-8255. :
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Navigating Transition-Metal Chemical Space: Artificial Intelligence for First-Principles Design.
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Data-Driven Approaches Can Overcome the Cost&€“Accuracy Trade-Off in Multireference Diagnostics.
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Putting Density Functional Theory to the Test in Machine-Learning-Accelerated Materials Discovery.
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Machine learning to tame divergent density functional approximations: a new path to consensus
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Audacity of huge: overcoming challenges of data scarcity and data quality for machine learning in
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Lar%escale comparison of 3d and 4d transition metal complexes illuminates the reduced effect of
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A Nonequilibrium Variational Polaron Theory to Study Quantum Heat Transport. Journal of Physical
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Dynamical scaling in the Ohmic spin-boson model studied by extended hierarchical equations of
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