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Abstract

AEIL, EI 2—hT (p+: I=242) OfBTOMEIZET 21E®REL . BEILEEE OFT) 2 v
T —RBE R TTFHIL, J-PARCMLF 23X Ud & % RAEUNE i 2 i > 7mE PO 2 A A e
EFIME (uSR) OFEFRICHE T 52 LA AMNE LTS, AEEDORRITILLTO®Y ThHD.
N b UL=RT b (BENEEIECROIZETEENOD 7 —n RT3y L) & v,
(1) Ir @4 Sr2lr04, Sr3lr207 & V(b4 Sravod O a4 4 FERE L, uSkR EBRT —H D
FERRIC W2 ([, 2])
(2) T %214 K& A F> Cu b (Pr, La) 2Cu04, Eu2Cu04 @O =4 %A S & PE L. SR EBT
— X OFFFRIZ ATz,
B, IRoOWEIX, TNETHo L BRI 24 VHE THALA TV A HIER{EY La2Cu04 & AR
DELFF-> TRV, BB TREOEN LTHRBEDONMBEOE I X HBWT I 24 A b O AT
LB oTND,
This project is aimed to predict the stable position of positive muon (u”) in the crystal structure
of various materials using density functional theory (DFT), and employ the prediction to the
analysis of muon spin relaxation (uSR) measurement at large accelerator facilities such as J-PARC
MLF. The result of this year is as follows, using Hartree Potential:
(1) Determined muon sites in Ir oxides Sr2I1r04 and Sr31r207 and V oxide Sr2V04, and emploved to
the analysis of pSR result (published results [1,2]).
(2) Determined muon sites in Cu oxide with T’ —type 214 structure (Pr,La)2Cu04 and Eu2Cu04 and
compared to the experimental result
The materials above have similar structures with the most investigated Cu oxide La2Cu04, and make
a good comparison of muon sites with different transition metal ions or apical oxygen positions.
[1] M. Miyazaki et al. Phys. Rev. B 91, 155113 (2015)
[2] I. Yamauchi et al. Phys. Rev. B 92, 064408 (2015)

[3] M. Fujita et al. MLF annual report 2014 (page number to be assigned.)
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FEEPLEAEE (DFT) Z AW 3 — R O b AN ZRE R FIAIX, 52 D2 Ji il & #E
RT X VR TCTHEBT 2B TFORXNF—HEETH D, UKV EFEENFHE I,
—hL—=RTr vy (RELENTEZEBEFEENOO 7 —a RT3y vy V) BNetElks, =
DOFHBFIIWEDONRT A =4 (FERTHE L JEE) 21 CTEITARET, EI a4 2R BERE LT
B RADOREBEN N EAUE LIZGAEORERERD D Z LN TE 5, T 720 CPU KRR T,
HOFRE TR/ 2 A MENHE TS, KGR EZ AW 24 A U8R (uSR) JIEDT
—HRITOF—H L L THIHATE %,

(1) NPTy EA4 ) 2T LA BIEHO I 2 F %A b

112 Sr2v04 & Sr21r04 OfEfhkEE L N— kL —RT 3 ¥ LD IEBM A2 B R 7% 520
RETRT, a4 YAENEFICHEX BN NS, BBEME LTHY ZERHKDRD
ZOREREI 2 A FERELTRY, ¥ 1 ()2 L7z Sr2vod 138ty La2Cu0d &ik
EAE R URSAFEEZ R D, BREABICHENFNA U T LADOE WIS DL OO, THLARE
FHEICNAN—=F L —=RT VY VEEREFEL, FHEOI 24 A FaFoTnD Z &L
72 o7, 1 (b) IR L7z Sr2lr04 1TER &R JH 0 12 8 ik 6 Bl DLW A 4 Bl % FF
DRULSr2vo4 LR U TH D2, 8 EROEIAFE LIS L CEHAL TWD, D7, Sr2vo4 T
L 1TFFRE Lo T ZEI 24 A MR 2HERICHAE L, SHIZIr A FOAE VEEICK
S THK L2 S OIZ2FEOIFEMRY A MIHHT D08 m0olz, ZHHDMRITE—L%2H
W2 SRE OFER ORI AW B2 [, 2],
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(2) T B214 W& 28t D 24 VA b

2 (a) 17 Pr2Cu0d OFEFHERE L N— N L— KT L v VEERDP BROIZI 241 hERL
oo ZOWEIZT B214HE L MEHTNDHEEZ R D, La2Cu04 X° Sr2v04 o L 5 72 T 214 #i
O 8 R AR TR OALE A Cu-Pr W NICBE) L C, ENBEENMNEOE FICk & 5 7effiEs LT
Woo FHENLTREND I 24 A M CuPr BN (zx Fii y=0) ([Zd D, THRRFET L
ENIRETIC S D 2 L3 ynoiz,

2 (D) ITEE 7T A Y LOED M HHOEER T 0y M, PHEN a4 i@ %2 E
ANTE S DZ R LT, B —L%& HW 2 u SRAE TERNC 0 D513 X = A LB IS E T 2 B
TWs T, ZOENMERBRE BRI TE200THD, ZORE, K 1ITR LAY AEE
ZH TR OFENBIIRGSG & —B L, FHETRECHE —BICREL DT AV UEE I =
FAURET—EICRD D Z ERHKA[3], 2 a4y - FHETRIE OGN E T B2 L~ niE]
= BT 2 ORI OFIENH SN o T,
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