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All-electron, KKR methods are presented that address electronic and thermodynamic 

properties of diverse materials systems from equilibrium, such as nascent short- and long- 

range order found in high-entropy alloys (having 5 or more components), to extremes, 

such as to warm-dense matter (exemplified on a NIF target material). KKR applications are 

discussed, including requirements in the theory and numerical methods to simulate and 

interpret properly complex alloys to materials over large pressure and temperature 

ranges. The all- electron KKR framework demonstrates its broad applicability and 

reliability. 


