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This course is designed to give an introduction to the theoretical basis of density functional
first-principles calculations, so that the students comprehend the basic physical concepts
such as pseudopotentials and exchange-correlation energies, and understand the
calculation methods commonly used in various first-principles calculation software, such

(English) as the construction method of pseudopotential, the sampling method of Brillouin zone
Course wave vector, and the calculation method of self-consistent cycle of electronic state. Finally,
Description through computer practice, students can master the first-principles calculation of lattice
constants and electronic energy bands of some simple crystal materials, deepen their
understanding of electronic energy band diagrams of materials, and lay a foundation for
further study of other courses.
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