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BHox s AEMBZSE T L V. infs, EEKAGKRT O
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¥ % JU (ultrasoft pseudopotential; USPP ) #:@8 | PAW
(projector augmented wave) {29 G0) NBHFE X N T\ 5
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SPNRFEORTHA. X5 (a) OREKHORTHEEIC D
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=0, n=1~31s~3s #il38) O 7R, () DT DA
Rt 2R TFICEEINEBERY B L /SR T,
Vap WSCF OB TRTF VY % ). n B2 51T ET
DUERL & ODEAZALOFEFE (K (30)) T, /—F =04t
TrRy(r) =027 A5 B2 5.
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B5bH. Fio, BT, DOBHOWERD E1 D EOMERIT Y
| 7R, (7)) | DI K B Hipax [ZIR ST T2 5

Z D LR F Offi R F Wl O P EE & OB LD /2D
J—FiE, Bk R COME FEBBEROREFEEEHTO
EEH(/—F, K5() tRLBERLTHS.

681



4) F—EBERT v IILOBEMITE(FD?2) : RT
SR LDEYEZR

SC, BRT VYV VORI, RO il oOWTD I
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WF—e DB TLHH &L TEHRIN, Ryley, r)ITTF
WF— ey TOME, Ry(ew, r) 3T D v, TOFE, Dyle,r)id
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