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Applications of Materials Informatics to Small Experimental Data

by Experimental Chemist
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Yuya Oaki
Faculty of Science and Technology, Keio University / JST PRESTO
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1. G. Nakada, Y. Igarashi, H. Imai, Y. Oaki, Adv. Theory Simul. 2019, 2, 1800180.
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H. Numazawa, Y. Igarashi, K. Sato, H. Imai, Y. Oaki, submitted.

4. M. Honda, Y. Oaki, H. Imai, Chem. Mater. 2014, 26, 3579.
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Direct Prediction of X-ray Absorption Spectra by Machine Learning
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PRBRIFSLR S TEAEGERY, 2IST SEMT
Hidekazu Ikeno!?
"Department of Materials Science, Graduate School of Engineering, Osaka Prefecture University
ZPrecursory Research for Embryonic Science and Technology (PRESTO), Japan Science and
Technology Agency (JST)
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[1] H. Ikeno, T. Mizoguchi, and I. Tanaka, Phys. Rev. B 83 (2011) 115107.
[2] H. Ikeno and T. Mizoguchi, Micron 66 (2017) 205.
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Ultrafast Screening of Green Chemistry Materials

by means of electronic states informatics
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Department of Applied Chemistry, Faculty of Science and Engineering, Chuo University,
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[1] Kuroki N., Mori H.*, Effective Fragment Potential version 2 — Molecular Dynamics (EFP2-MD)
Simulation for Investigating Solution Structures of lonic Liquids, Chem. Lett., 45,1009-1011 (2016).
[2] Kuroki N., Mori H.%, Applicability of Effective Fragment Potential version 2 — Molecular
Dynamics (EFP2-MD) Simulations for Predicting Excess Properties of Mixed Solvents, Chem. Phys.
Lett, 694,82-85 (2018).

[3] Kuroki N., Mori H.*, Applicability of Effective Fragment Potential Version 2 — Molecular
Dynamics (EFP2-MD) Simulations for Predicting Dynamic Liquid Properties Including Supercritical
Fluid Phase, J. Phys. Chem. B, 123, 194-200 (2019).

[4] Mori H., Abstract Book of “Materials Informatics for Designing Functional Liquids, Sth

International Symposium on Molecular Thermodynamics and Molecular Simulation 1L.07 (MTMS

2018)”, Narashino, Japan (Aug. 2018).
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Al-robot driven materials research for inorganic compounds
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School of Materials and Chemical Technology, Tokyo Institute of Technology
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[1] Kato, Kanno et al., Nature Energy 1, 16030 (2016).
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Database construction of magnetic structures based on cluster multipole theory and

first-principles calculaiton
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Michi-To Suzuki

Institute for Materials Research, Tohoku University
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Analysis of interfaces of biomaterials with biomolecules and cells by experimental
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High-throughput spectral data analysis using machine learning algorithms
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