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5. ZEZ KHEit (Density Functional Theory, DFT)
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5.1. Hohenberg-Kohn Theorems
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5.2. Kohn-Sham Theory
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5.3. Local Density Approximation (LDA)
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5.4. Generalized Gradient Approximation (GGA)
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Becke 3 parameter functional (B3)
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