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Reverse Monte Carlo
RMCProfile software package

Data sets for powder samples

1. Neutron total scattering in R space and in Q space
2. X-ray total scattering in R space and in Q space
3. Bragg profile
4. EXAFS

Electron, X-ray, and neutron diffuse scattering for single crystals

Metropolis algorithm for minimization of total residual 𝑅𝑅 = �𝑤𝑤𝑖𝑖𝑅𝑅𝑖𝑖



SrAl1/2Nb1/2O3 structure
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(Ba0.6Bi0.4)(Ti0.6Sc0.4)O3 solid solutions



Bi





PbMg1/3Nb2/3O3



Nb

Mg2/3Nb1/3

313600 atoms
160 Å x160 Å x160Å



Nb



α PNR
<111> PNR
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