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Mixing scheme
Density function
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LDA

Local (spin) density approximation

Functional for exchange and correlation
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Unpolarized systems, LDA

Exchange and correlation potentials of homogeneous gas
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Exchange energy

Exchange energy for homogeneous gas

Exchange operator
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Correlation energy

Correlation energy for homogeneous gas

Thomas Fermi screening
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Random phase approximation (RPA)
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GGA
Generalized gradient approximation
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Hybrid functionals
Orbital dependent Hartree-Fock + explicit density functional
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Hybrid functionals

S. Kurth, J. P. Perdew, P. Blaha, Molecular and solid-state tests of density functional approximations: LSD, GGAs, and meta-GGAs, 
Int. J. Quan Chem, 1999, 75, 889.



材料计算与模拟

2016/03/21 by Guohua Tao  
http://web.pkusz.edu.cn/taoguohua

10Materials Computation and Simulation

Hybrid functionals

S. Kurth, J. P. Perdew, P. Blaha, Molecular and solid-state tests of density functional approximations: LSD, GGAs, and meta-GGAs, 
Int. J. Quan Chem, 1999, 75, 889.


