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Experimental data:
EXAFS spectroscopy
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Metropolis algorithm:
g < g,4: MoOve is accepted
£ > g,4: Move is accepted, if
exp[-(g - £,4) / T] > random number
T — scaling parameter, "temperature”

N. Metropolis, A. W. Rosenbluth, M. N. Rosenbluth, A. H. Teller, E. Teller, J Chem. Phys. 1953
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Simulated annealing:
T'=-A(t)/In[1-p(t)]
p(t) =t /t, .. — target value for
moves discarding rate;
A(t) — average residual
change per one move

J.Timoshenko, A. Kuzmin, J. Purans, Comp. Phys. Commun. 2012
S. Kirkpatrick, C. D. Gelatt, M. P. Vecchi, Science 1983
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Testing method:

synthetic data
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Testing method:
results
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results
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Testing method:

CORRELATIONS ey}
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Thermal disorder in ReO;:
experimental EXAFS data
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Thermal disorder in ReO;:

RMC fits; SS and MS contributions
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Thermal disorder in ReO;:
Interatomic dlstances
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[n Summary

dReverse Monte Carlo method can be successfully used to
Interpret EXAFS spectra of crystalline materials even In case,
when the multiple-scattering effects are very pronounced.

For the first time the analysis of the Re L;-edge EXAFS data
from the second and third coordination shells of rhenium in ReO,

has been carried out.

The obtained results are in agreement with the rigid unit model
of lattice dynamics in ReO,: displacements of oxygen and nearest
rhenium atoms, and oxygen motion in the direction orthogonal to
the Re,-Re, bond and the average Re,-Re, distance are strongly
correlated.
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