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Density Functional Theory (DFT)

2 ENES% IR R (Density Functional Theory; DFT) D #2)&

« Hohenberg Kohn DFT (HK-DFT)
« Phys. Rev. 136 B864 (1964)
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[51A] Q.Xu, et al., WIREs Comput Mol Sci. 2024;14:e1724.
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) F.Imoto, et al., Phys. Rev. Research 3, 033198 (2021)
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Tnnlpl = j dr tpp(r) Fyn(r) [31M] Phys. Rev. Research 3, 033198
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OPANESE &TJ”E/\(—F_Y)%%ZEFET 4? ZfEHA

5TKS z n, ——llh V2; + (ep — &) lpfl/)i]

c N RFX vy THH B EETks/SpH NERTIC7E B 7=, Smearinglg %
REDHIZRE(~0.05Ry),

REIEM DAY b FH T T RILF—(Z, 80Ry,
e kiEtH > 7Y vk, 0.05A LiE,

Copyright 2025 AdvanceSoft Corp., All Rights Reserved. 23

AdvanceSoft25 NE#H D FE -

» Materials Project #* 5 E{S L 7-#93,000{Bl D& &S H & U 91,0008 D 2
7 7BE. 21RO L 7-hERFEAWNT, T — Z1ERK.

_
3,612

746,496 729,000
1,010,137,759 111,516,835

HBDIRE (B0 I ERF/ERFISM~ 2 M/@Tcwb%ﬁﬂa)
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« OF-DFTTIX. KEBEMICKE L 7-IE/BMmEEFIMMERTEA W=, KS-DFTAH®
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(e — ~ " T 1
BLPS | HAPP [ OEPP,
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HQLPS ) p r
Ti || V || Cr ||Mn|f Fe CoNiCuZnGaA
Sb || Te Xe

Zr |Nb [[Mo|f Tc |Ru ||Rh || Pd || Ag || Cd | In || Sn

Cs || Ba |[La-Luff Hf || Ta || W | Re | Os || Ir || Pt || Au ||Hg|| T1 || Pb || Bi | Po || At | Rn

Fr || Ra [[Ac-Leff Rf || Db || Sg || Bh || Hs || Mt || Ds || Rg || Cn || Nh || F1 [|Mc | Lv || Ts || Og
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[5IA] Q.Xu, et al., WIREs Comput Mol Sci. 2024;14:e1724.
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