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�Molecular Mechanic Theory 
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�Electronic Structure Theory 

3   Force Field� 
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�Semiempirical Method 

2
�Ab Initio Method 

3
�Density Functional Theory 
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�Hartree–Fock Method 

2
�Moller-Plesset Theory 

3
�Central Field Approximation 
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�Kohn-Sham 

2
�Exchange-Correlation Energy 

3
�Interacting Kinetic Energy 

4
�Non-Interacting Kinetic Energy 

5
�Classical Coulomb Energy 
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�Slater 

2  Local Density Approximation� 


