
Molecular Dynamics and X-ray Powder Diffraction simulations ̂  eBook 3JF2BCH4R6

Molecular Dynamics and X-ray
Powder Diffraction simulations

By Alberto Leonardi
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Book Condition: Neu. 220x150x10 mm. This item is printed on
demand - Print on Demand Neuware - Atomistic simulations
based on Molecular Dynamics were used to model the lattice
distortions in metallic nano-polycrystalline microstructures.
Complex microstructures were generated with a new modified
Voronoi tessellation method which provides a direct relation
between generation parameters and statistical properties of the
resulting model. Line Profile Analysis (LPA) was employed to
retrieve the microstructure information from the powder
diffraction patterns. The study provided a new point of view on
the role of the grain boundary regions in nano-polycrystalline
aggregates, exploring the interference effects between different
domains and between grain boundary and crystalline regions.
Usual concepts of solid mechanics were brought in the atomistic
models to describe the strain effects on the powder diffraction
pattern. The new concept of Directional Pair Distribution
Function (D-PDF) was developed. D-PDFs provide a
representation of the strain field which is directly comparable
with the results of LPA. The D-PDF opens a new chapter in
powder diffraction as new insights and a more sound
interpretation of the results are made possible with this new
approach to diffraction LPA. 164 pp. Englisch.
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Good e book and helpful one. It is really basic but excitement from the 50 % of your pdf. Your way of life span is going
to be enhance when you comprehensive looking at this pdf.
-- Novella  Ma g g io     

Absolutely among the best publication I have got at any time go through. It really is writter in straightforward phrases
rather than hard to understand. Its been designed in an extremely straightforward way which is just soon a@er i
finished reading this publication through which basically modified me, alter the way i believe.
-- Mr s. V elda  Tr em bla y        
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