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This project is aimed to predict the muon site in a crystal structure, which is necessary to

understanding muon spin relaxation (uSR) measurement performed at large accelerator facilities,

such as J-PARC. We employed density functional theory (DFT), which has been casually used in
determination of electronic structures. This year, we performed the following calculations:

(1) We determined muon site of iron pnictide superconductor La—1111-Hx using Hartree potential
(Coulomb sum from the electron density) and compared with beam experimental results.

(2) We determined muon site of two—dimensional electride Y2C and calculated hyperfine
parameter between muon and electrons. The result was compared with muon knight shift measured
at high magnetic fields.

(3) We confirmed validity of muon site calculation (1) with molecular dynamics (MD) of hydrogen
introduced in La-1111-Hx. The same result was used for interpretation of neutron inelastic
scattering measurement.

As a continuation, a new project (14/15-13) has been accepted and is underway.
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MEAMFSE 3  Presentations at scientific meetings concerning the program

1. [BRAIEMNSRT- CeFeAsO1-xHx DI KAIEEIRAED) ) ERHERM BAYERES 2014 EMEKRE
2. “Bipartite Magnetic Parent Phases in the Iron Oxypnictide Superconductor” , K.M. Kojima et al. J-PARC
symposium 2014 (invited).
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