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HX = ΛX

X
Λ

H

H =
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D + 2VHxc 2WHxc
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∫
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H X
Λ

Ψ εi

εi
Ψμ(r) Ψν(r)

Pvc(r) = {Ψμ(r)Ψν(r)} ∼
O(NvNcNr)

Ψ

Pvc(r) ∼
O(Nr NrNvNc)
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Nvc = 128× 128 = 16384

∼

fxc
Eigenvalue

fxc+ = Eigenvaluej−Eigenvaluek

fxc
Eigenvaluej − Eigenvaluek

fxc Eigenvalue fxc

10−7

Nvc = 128×128 = 16384

Nv Nc

N
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=
Number of GPU
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