
  

Summary of PAW calculation method



  



  



  

Calculating forces on atoms at fixed unit cell volume



  

Optimization of the full crystal structure including variation in unit cell



  

Optimization of the full crystal structure including variation in unit cell

T
1

T
2

T
1

T
2

T
2



  

Example of structural optimization studies 

Yin and Cohen, PRB 26 5668 (1982)



  

Electronic structure of Si



  

Calculation of optical properties

From: M.  Rohfling and  S. G. Louie, PRB 62 4927-4944 (2000)
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