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2.3 Wave Function Based Methods to Solve a Many Particle 
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2.3.1 Born-Oppenheimer Approximation  
 

 

 

     

 

 

 

    

 

 

 

2.3.2 Hartree Approximation 
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2.3.3 Hartree-Fock Approximation 
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2.4 Density Functional Theory 
 

 

2.4.1 Hohenberg and Kohn Theorems 
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2.4.2 Kohn-Sham Equation 
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2.5 Exchange and Correlation Functional 
 

 

    

 

  

 

2.5.1 Local Density Approximation  
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2.5.2 Generalized Gradient Approximation  
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2.6 Self-consistent calculations 
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2.7 Numerical Implementation of DFT 
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2.7.2 Description of ions  
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2.7.3 Iterative schemes for calculating the Kohn Sham ground state 
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2.7.4 Partial Occupancy and finite temperature methods 
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2.8 Optical Properties using VASP 
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