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Jafuyk (Cellular Method)
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Jafuyk (Cellular Method)
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JE e (Cellular Method)
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IEAS I, (Orthogonalized Plane Wave)
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[ 33 (Pseudopotential)
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[ 33 (Pseudopotential)

PR T YR RAT: AN TS AT AR R AN AR,
PR BOR E i AP T AR AN, EE e P T B OR R
PyRARHBGL T B i T IO R

FEE S HIE S L) LN, BT R B RE R e, (k) DA KTE S
(eI FHO v, (k) = Ve (k)o XN GJE PR oL 2RI K
PR A B AT RO DARNZ U S 2 g s, IUAE
WA T B R . iR 7y A M S A RAESE TR AR

WA .

PR EEE DA E PR BRI AR, T 2] 2R 1 T
Ho TR L RO T R



[ 33 (Pseudopotential)
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WREZ AL (Density Functional Theory)
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