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Introduction

Rare-earth (RE) doped tungstates and molybdates with a chemical formula
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RMC analysis of the Sr and Mo K-edges

AW(Mo)0, have a long history of practical applications because of their unique - $:1Ko<;5= -~ mg:dﬂe z
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X-ray absorption spectroscopy experiments were performed at the PETRA-III RMC simulations using 4x4x2 supercells and based on the XRD data [5] reproduce well the Sr and Mo K-edge
P65 beamline [2] at the Sr and Mo K-edges and RE L;-edges. The experimental EXAFS spectra of SrMoO,. Calculated partial RDFs have weak temperature dependence in the range of 10-300 K.
EXAFS spectra were analyzed using the reverse Monte Carlo (RMC) simulations
[3]. The EXAFS spectra were generated by the FEFF8.5L code [4]. The starting
structural model was constructed based on the known crystallographic data RMC anaIVSIS Of the RE L edge

obtained by diffraction for SrMoO, [5]. Atomic positions were relaxed to

account for thermal disorder and static displacements till good agreement _ " ErL,-edge Final model Local structure around RE ions
between the Morlet wavelets of the experimental and calculated EXAFS spectra <05 T=10K _
was achieved. From the final atomic coordinates, a set of the partial radial % 0 % 150
distribution functions (RDFs) for different atomic pairs was obtained. RMC ;f o0 E
simulations were performed independently for undoped and RE-doped SrMoO,. E 05 Sr K 100
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S Ho B RvIC % * RE(lll) ions substitute Sr(ll) ions but are located in the
4 Eu 2 i off-center position due to their smaller ion size.
Eu . .
« RE(Ill) ions are surrounded by 8 oxygen atoms which are
0 Nd 1 Nd isasers 1sasers divided into two groups: 5 atoms located in the range
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0 Example of the RMC simulation for of 2-2.7 A and 3 atoms located in the range of 2.7-3.5 A.
0 2 4 6 8 10 12 _:4 16 0 24 6 SrM00,:0.3 mol%Er at 10 K. Similar
Wavenumber k (A™) Distance R (A) results were found for other RE ions.
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