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Abstract 

To obtain convergent numerical approximations without using any orthogonalization operation is of 

great importance in electronic structure calculations. In this presentation, we introduce a class of 

iteration schemes for the discretized Kohn-Sham Density Functional Theory model, with which the 

iterative approximations are guaranteed to converge to the Kohn-Sham orbitals exponentially without 

any orthogonalization when the initial orbitals are orthogonal. 
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