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Abstract 

 

Constitutive relation is one of the most important properties of materials. Either experiments or 

massive simulations were needed to get such material properties. Cauchy-Born (CB) rule bridges 

the atomistic and continuum models, which allows one to evaluate constitutive relation without 

MD or MC simulations, as long as a potential is provided. In this talk, I will introduce our recent 

work on the efforts of effectively evaluating material constitutive relations. It can be considered as 

generalization of traditional Cauchy-Born approximation, which only works for perfect system at 

zero-temperature. 
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