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WIRE I L o THWMPDITHERARL D95, HERMIE—FENY FEHER WO EBRERICKS &
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(EAHEL) BB, EBRRR LB TE, BRFHOBEGRE (0£(L) R OHBEWICMS Z &t
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EEHENTWD, BRBTRA — - ") A agk, $—FRASFENFE,. 2ET0TF8hFERE
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FHETHL (7)o ZOHEDFMICH T (RWOMBEBRELHERELT2) BIC14EIRE, 20K
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TCORESLDHFGEMIEL LTHY AND LD TH D, FEEHH > T B H CHERR 7 R A Al
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RYDHELIE > TR,

3.7 NREROFkK (ZDf7&E D 5%)

(ﬁﬁﬁmmﬁ)NyFﬁﬁ@@%L@%%uﬂué\%ﬁ%@@ﬁ%#ﬁféo%tb%wlt
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4 ZEERE |
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SHEHOET VLT O T AR o TET S AL L ILHEDOT T u—FTHb, ZOKE
HRALCEAE, (1) HEZ)7Z57:, (2) BFOI-FORRLZOTHYFESH W, (3) B
SEEICESTL, HEWELSTHHEENTHS, 2ENETFLNL,
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EEBLANF-HTOAEFRL, MOBEIESTEIITLEVIDIE, —REHE L X ) 1288, EB
IER ICHE MBS OD AN H 5, FHEICTUY I ANOERE YO L L (&% &
J2E, FRTEOE) T - (B ERILTUS TAPERERTLTLE) ZEDBLH S, B
BOER L7707 FATER, TOXILFRICEERTIZ L IIBERMEDL H -7,

ZOVEEDBA AR, WROT 1S 7 A ETEFOER=ANVF-H Lk + G)? (Kohn-
Sham FRRXICBILZHEFRH LT ERVWEFICHTE D) OAREHEL, ZNLNOHIZES
LTHELZEITTELLIICTHILTH L, EBOEROMAT L, HHRIT CEE) = 4 L F—1HLL
o=+ -3 (EFHO 27— HEER), CBEMEEE, AR 7 Yy VvE (2084
BART Yy Vs, RFTEEIERHEI D L), TNV MEZEORE 2EFFHELZVE IS
L7, .

HICHBIEAERIC L2072 RIS OEZHo CTEREBHEZEHRTL L ZATHYOE
AR BEFHVEL Lo ZOMHTEUENR L2VEICT IS T L% —ERE L2, A
Wid, REBBOEH 2 RHO 1oy AR E AL L, BITNICHC (2 X ) EMIEZ &
WRECEDLZENTES) £ [20] (ERXHNOZHOFIHIZE ),

R

U, (Gt 4+ At) = WA, (Go1) + (WA - Dy (6)
TO, W DEHES .
W = 1F|E+éﬁ+wﬁ—o)
T ovle -
+ Z Véon—local(ic’ + éa E + Cj) - /\i,E ’ (7)
i

BT, BLO[[WIE, F—EHIHEERAL TR WEFOEE T F VF—, §HIRITAR
Ty NG (7 —ayIE, RBEHEEE. BIRRT v v Vi) . EZEBERERT
YAV, BEESTANVF-EAEETH L, ERTHREZER LA, L4 HOW, FHAE,
E-HIITA YO E LTHRbNDE, #LT, Bo/E—IHE ENEI BRI 555 0H 5
7o, (6) RICBUTLEHETCPug (W=0) IS, Z0O7Os/ AR TYOEZES
ERVWEIBIEXREL 72,

FRREFHEICEH N EOFBIRUELOT, ZROIFELLEWEIICLE: (HOFME&E%21T%
I TN —F U ERFUHE WL H)ERITETS),
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BEERT,
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IANFE—INFT ok FICHETAHD, 1ANYFFTH2 INYFSTHEEREE (&30
F—, BENVFEDTONYFHES) T3 BELYE5 2V,

FEIRTFERETREALABAL, G LASAOFEEREOE L SICIEMERS 58, DL
EH . BFHRTHEENEF (72 IEE) 25 BFEHMEPECLTWLZ EIZLST, N
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Cu(fcc) a = 20.0 a.u.
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http://www.nirim.go.jp/~ kobayak /INTRO /summer.html
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SRICHLTIR, S5 27— YD NCPS95 (97) 2—HF—~DBHLE (TFL
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5 ETEHSRE

5.1 ETEEOELEEDREA (WNOREETOT T LEEEEDIRA)

CHRFETETR D7 TH L, NV FEHEIE, FHEBROEER BB @b TEL, 2T,
FORBBELR, LOBMLR, LORBEORVEIEY BIEEE, BY L ARBOFERER* L E
ELTELNOTHDL, BR, LVEESEOBONVFFET VT ZLA0BRICL>TAHLT
DHBTHEMEBER*HHLI I LV IRAIE, ST TWVS,
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(Kohn 4131 9 9 8EED / —IALFEITHEL ) OHBICE ) NYFEEE—>OREL T
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YUANVIVELEBHN LD LIFELTBLT[29], BENZECKEZBENH -7, T7-
ZOEHC P A ([30] b HEIZH 72,

19 7 048I, 0. K. Andersen |2 & 5 #JAb/N > Fal4#: (LMT O, LAPW) [31] 78
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NThofzg A= N R ORI H 724800, ATV VW PHRBEREICI 230 L%
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WHMLICE L Tk, IO VPP 500 (N7 MVEEFIEL, GHEAE) =), BFOVPP 3
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http://www.nirim.go.jp/”~ kobayak /INTRO /parallel.html
http://www.nirim.go.jp/~ kobayak /INTRO /parallel1.html
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(4)[arvta—¥%—- I 3al—ariliaWEME - oF8hFEEEr7THhrvaik]] I
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(1)V. L. Morruzi, J. F. Janak and A. R. Williams, ’Calculated Electronic Properties of Met-
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