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Prussian blue analogues (PBASs) - Background
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Structural complexity in PBAS

Correlated vacancies Octahedral tilts
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Talk overview
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2. Rules governing Jahn 1 Teller order in PBAs and the interplay of JT  /vacancies
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Pair Distribution Function measurements

Understanding local structure

MnPt(CN),

/A PDF measurements can provide an \
excellent experimental handle on
local structure

A Conventional PDF refinements using
monotonic r-dependent peak widths
often not suitable for PBAs

Pt—Pt
Pt—Mn
Pt—C
Pt—N
Mn—Mn

A Mixture of broad and sharp features
for different pair correlations at similar

\ separations /
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Constrained big-box modelling

We have devel oped a-smadiefoi €dDFAref ¢ ma& otk in

Based on the iterative refinement of parameters of an empirical lattice
dynamical model against the experimental PDF data.

RMC Constrained nARMCO
cf EPSR
Move/swap Change interatomic
atoms potentials
Fit data Calculate atom

positions with MC

1

Fit data (with TOPAS)



MC-driven empirical potential approach
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Ol nt e s aa@tc iednvad Big-box modelling approach
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Ol nt e s aa@tc iednvad Big-box modelling approach
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Ol nt e s aa@tc iednvad Big-box modelling approach
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Ol nt e s aa@tc iednvad Big-box modelling approach
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Ol nt e s aa@tc iednvad Big-box modelling approach
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Ol nt e s aa@tc iednvad Big-box modelling approach
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Ol nt e s aa@tc iednvad Big-box modelling approach
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