Need for a SCAN+U framework to describe the oxidation
energetics of transition metal oxides

Sai Gautam Gopalakrishnan', and Emily A. Carter?
'Department of Mechanical and Aerospace Engineering and 2School of Engineering and Applied Science
Princeton University, Princeton, NJ 08544-5263

NOV
C

VET 9
TES | TAM
|| EN |TVM|

"N/

=

=]

e
SVB NVMINE

Introduction Results
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The strongly constrained and appropriately normed (SCAN) functional was recently developed [Phys. Rev. Lett. 115, 036402 (2015)] to describe © o 0 semiconductor (band gap 2.4 eV)
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Figure: Crystal structures of all TMOs and REOs considered. Yellow and orange polyhedra indicate metal atoms adopting
up and down magnetic moments. All crystal structures obtained from the Inorganic Crystal Structure Database (ICSD).




