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Abstract： 

Constitutive relation is one of the most 

important properties of materials. 

Either experiments or massive MD/MC 

simulations are needed to get such 

material properties. In this talk, I will 

discuss different aspects of 

atomistic-based stress definition and 

evaluation. I will discuss the definition 

of stress at atomistic level for small 

systems, which is consistent with 

conservation laws at macroscopic level. 

I will also talk about effective and 

practical algorithms to evaluate stresses 

for both homogeneous and 

inhomogeneous systems, with or without 

temperature effects, with or without 

defects. Some theoretical results will 

also be provided. 

欢迎大家参加！ 


