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by Sir Godfrey Kneller
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Density Functional Theory (DFT)

Many-body problem of One-electron problem in
interacting electrons an effective potential
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Schroedinger equation Kohn-Sham equation

P. Hohenberg & W. Kohn
‘INHOMOGENEQOUS ELECTRON GAS’
Phys. Rev. 136, B864 (1964). (Cited 10,713 times)

W. Kohn & L.J. Sham

‘SELF-CONSISTENT EQUATIONS INCLUDING EXCHANGE AND
CORRELATION EFFECTS’

Phys. Rev. 140, 1133 (1965). (Cited 21,565 times)

Nobel Laureate, 1998.
Walter Kohn

12

Photo: Copyright © The Nobel Foundation



SESFELTME DO FRRES

Lattice thermal conductivity k; (W/mK)
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Method: T. Tadano, Y. Gohda and S. Tsuneyuki, J. Phys.: Condens. Matter 26, 225402 (2014).
BGG: T. Tadano, Y. Gohda and S. Tsuneyuki, Phys. Rev. Lett. 114, 095501 (2015).
SrTiO3: T. Tadano and S. Tsuneyuki, Phys. Rev. B 92, 054301 (2015).



Type-I Clathrate: BagGa,;Ge,, (BGG)
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First-Principles-based MD simulation of 32076 atoms
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Lattice Thermal Conductivity[W/mK] 1.5-2.0 1.4=%0.2
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T. Tadano, Y. Gohda and S. Tsuneyuki, in preparation.
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