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Chương 1: i u
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1.1 Mô nh, p va c tê
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1.2 Khả năng của tính toán vật liệu

•Ground-state calculations. 

•Structural Optimization. 

•Transition states and minimum energy paths. 

•Ab-initio molecular dynamics. 

•Response properties (DFPT). 

•Spectroscopic properties. 

•Quantum Transport. 
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Chương 2 c nguyên ly cơ n
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Nhắc lại một số bài toán cơ bản

Một vi hạt trong giếng thế sâu vô hạn
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Nguyên tử Hydrogen có
thế tương tác:

Phương trình
Schrödinger cho
Hydrogen: 

Nguyên tử Hydrogen 
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Hệ đơn vị nguyên tử

Hamiltonian in atomic units (a.u):

Hamiltonian in SI units : The hydrogen-
like system
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Density functional theory (DFT) is a computational quantum
mechanical modelling method used in physics, chemistry and
materials science to investigate the electronic structure (principally
the ground state) of many-body systems, in particular atoms,
molecules, and the condensed phases
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