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Brief overview | e T AT ORI M T
Recent technical advances in the area of first-principles calculation || II

and materials informatics have led to unprecedented capabilities for | ! !
materials discovery and development. Screening and making a || % M%, e 17 s S ae—— ii
selection of materials by first-principles calculation and informatics | e S RIEE: | ii
are accelerating the materials discovery and development. Among || focccole - o RANA et < !
the undeveloped material groups, layered complex nitrides are of || ki ol BT ii
interest because remarkable physical properties have been predicted. ii 0090 ii
Exploration of undeveloped materials using first principles |! Screening and making ‘:f‘:’ !
calculation, machine learning and thin film growth techniques is || a selection of promising 4 g o ii
carried out. | materials cécéQ0 i

ii |
Achievement ii “

The contents of this study are as follows. i
* Prediction of electronic strictures and physical properties of || | ||

layered complex nitrides using density functional theory ii Synthesis ii
calculation ii High-throughput ii

* Development of a new thin film growth technique for synthesis of || Ogtimiﬁaﬂon . II
s | of synthesis condition i

Ia_yered complex n|tr|d_es_ _ _ - _ ] uising machine leaming II

* High-throughput  optimization of synthesis condition using |, technique _ N - II
machine learning technique N,
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As for related strategic objectives related to this research area, see http://www.senryaku,jst.go.jp/teian/en/koubo/h29youkou_7_en.pdf



