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Schrodinger Equation 
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1.3a Differential to Matrix N x N 

x x x x x x x x x 
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1.3b Differential to Matrix 

N = number of  
“basis functions” 

Hydrogen Molecule 
+q +q 
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1.3c Differential to Matrix 

N = number of  
“basis functions” 

Hydrogen Molecule 
+q +q 

 First Principles 

• Semi - empirical 
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1.3d Differential to Matrix 

Hydrogen Molecule 
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Coming up next .. 

Eigenvalues of a 
Periodic Matrix 

Bandstructure 
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