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Outline

In this lecture module we present two review articlesIn this lecture module, we present two review articles.  

The first article discusses techniques to integrate atomistic and continuum level 
simulations with emphasis on the consistency in the spatial domain.p y p

The second article discusses techniques to integrate atomistic and continuum level 
simulations with emphasis on the consistency in the temporal domain.
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Atomistic/Continuum Coupling 

There are many different ways being investigated to manage multiscale modeling 
techniques.

Fundamentals of Sustainable Technology 
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Atomistic/Continuum Coupling 
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Atomistic/Continuum Coupling 

This technique models some regions (the interesting regions) of the material with 
atomistic detail and other regions with a continuum.  There is a hand-shaking region 
between them that attempts to properly transfer information important to such 
physical constraints as energy conservation between the two regions.physical constraints as energy conservation between the two regions.
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Atomistic/Continuum Coupling 
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Atomistic/Continuum Coupling 
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Atomistic/Continuum Coupling 
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Atomistic/Continuum Coupling 
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Atomistic/Continuum Coupling 
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Atomistic/Continuum Coupling 

Example:
W t iWater moving 
into carbon 
nanotubes
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Atomistic/Continuum Coupling 
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Atomistic/Continuum Coupling 
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