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FIG. 1. Mean-value point in the Brillouin zone of dif-
ferent cubic lattices. Solid circles are the mean-value
points, whereas open circles indicate high-symmetry
points,



how ouUe <awu t'm,br’ou& w.me. meau

¢ o

—velve ,a(.?

szk) é’zf«) G (e )

% ’ ¢
(- [0.6280.23530) 4 o o #o
A - D o
wp(%070%) *
< (4:7%) 4
3 |
oke) + 2 M) 4 o o
acke@lly Fthis (s =eve, op fo Ry
&
Ki‘ (zi'%'é) IWi=3—i toe .
( = 3 Swy =4
w=(§ §.2) “Ta TR
(5 6 . -] =
Kq= <§/'§/g) ' %‘32 Ewdég:%l) O
= 3 ﬁ
kq=!§r§'§)' “Ws T 39 YVn: @a<ng 36
(i) ok 2 e 2
%" (%'3(?'%’)' e :,é% the wec'g&v‘s avre
. o K
K,=(§-:§,§~), wa= 35 propechon
3 3 3 Hhe nombe, of &
Kg= (§ §<§)’ W =33 vecloxs belovgsing
3 0 ) fo Yhe sauc stay
«=(333) =3
L1
No* (8 A;é)r ‘o ELZ



exactly op ko Ry, = M
" 7 . 17Ax _:23_ (m a3 cobic ysfug)
*:}::'zg ; 1§ sowme s;«mme)n—y '3 Preseh’l' R
::: o:: — o be exple-{l-ew‘ u evole, to
I el oy e oport i e
gweoluu&(e weotge O)e %8_ K2
. . S(R+%)+ £ = R' + T
Nonkherst aud Fack o
Phys, Reu. B 13 5188 (76) ‘%,{!";,), = C/,:ﬂ(j_s" #)
{?t‘, W‘} w\'”‘ ; w, ={ &no’ -‘:: e IwW

?(r) - Z“ W, l%:(r)lz uws)amwel"h'z.ec, G(QMJ:L}

P =K;;M };_’, F}(@S’:r—‘f) |

T"‘e V\eeele,el RHAx €y of 1“4& o\-olQ,,. cf 7“1@ s‘oetv'ql
exlent of Hthe Wawver Louchons of the solvef
A a ‘Pe‘“" bo el /ev\gﬁns
Fox lqvge 973"'9%3 He Bz .c_s swall and the
pands flat = f>, = fr)



X/hew Pevfox'w‘-l'wé caew -’GL"’O"_*_ th

SUPQ,fcMJs | (b&_ﬁéﬁ-‘!‘s, A’ﬂofs, Swrp%!a”"ces, Eyozen,
P\nomo\as) F s o/v[eb: covvenient le ote

o

<~ Pe;im"‘s -HAQ"‘ axe e/7u:"a‘a/eh7l'“ 'Léo %OJQ_ UJQO/
iw the beolk Cxaéc,u labon i evoler {o

imdk € \Hm &!,@@&M\L eh&,g'es exqc\"ly

Pad
W'S: rg

= TE g S aa W W

J/ 74,3 s;/mwﬁ%}' 6}/ the 6\735/ s/-»uc/-o\—e
s Oower dhav the symwebhy of Mo

Byaovea's /Q%Q-e, 742& hUMEQ\" o[/’_a /‘“E?U'CG/%%
P@{'ing (TMQ¥8QS——§,.§¢Z“QA( thery w@"gaf 0((&"‘5%

SPQG.’&’P&'M'FS ’4., soperloficas gl
$.7 Rew ~[b. Dows  Fhes. Rey 38,1995 (1368)



—Té‘LVQ ‘:e OITQ |
i«'ue"\ QU veiula\r %\q’d o/ -I; ‘v \'ﬂte BZ,

Q‘M’ 5W°6{ Oube cown .be. SP(l’é >
& fetabedra +hat compfevto/(y jﬁ// e

usvl'{/u'm G—GC'A \[e('YB(AQAYOV\ e,uc,a\u %%gy
bawd cow be fmeme} w /ea.—f;g; la /e.of

esoly
fwﬁe’ “"‘h"'ﬁolqk‘?( bawdls oue caw-
auslphealy, calelak  the frachon of #e

tebdhedvon et cowesgeotols [fo oceyreef
skfey avel Hien He we.«'gl«# c/ et

e)‘e((m"‘ ;ﬁ;—rW[ﬁS carv be /&MV\O?’ vy

Swever e LMTO wethodd ' Sprimgor- lerlag



Swear g +e Q\A Vi gues

_%;mépgg},\ugc;y
nfr) = 2 Zéjﬁjdi 3'{5:’&;(”) '%@ ,2'

i

( we ackally o 2 disevet grddf
oty =2 2 T [ €. -8,0x) [qﬁg)/"‘

e é!ﬁp e@uwc(n“ow mawkes  Hhis aMLe%,ya} balG

c—owu%%ﬂ

Fossitle sefubow swmeoth Jhe ml-ecrra! oy ;absk/ué-s«g
TE) with 2 Swmaocthey ‘,’ﬁ)mci;vem

ge)  —> P&
B e
5’?]’;’:5@  Fw-23)

zhe .Zlqr%@r is o ‘he S‘Moaﬂ%ler ‘s ‘g*!ﬁ /QUM{TF'.‘Q%

qud v‘ite\*@_jz&re_ ,semaﬁe\— -’ﬂta V:UME%« er/.a Ar-Pemﬁs
iw Hae %3”'@( V"Q&M L !‘M!-Qg\rat dccc)vaté,w/}' '

UWﬁerLuméi-eJy
the !Q\r%exﬂ s o~ cthe meore e "Eomc’h'o»,

d“ﬂws TQ"""" Hhe ‘@Y"%"”Q/ ove guol the
nbegera] devietes Frow e o —o [l
Wiat cowesr—ema[s lo Hre @Lt}%'eé{ sd:uéﬂ:re\-»,'

10



Several Swea¥ing Teuwc}fowﬁ have beow f'r@f:@w

Fexwi ~Dyac.
l

!
LI 1+ enp () o(=) = 9 +eRptx)+ exply

Gavssian i Fo awl Ho  PRB 28 5t (1343)
X

OB s,

3(")’%'84[)() 30 = 7= €

B85 Bwmes Po/ uom:u/_s
Hellde ssel avel Faxtor  PRB 40 3616(1989)
Havzaxi auwel Vancle bt PR L €13a8)7
Q

x

o i
ﬁ(x)=f§(y)6zy’ SMe e 2 pa
'm ,

11



Tt caw be showw Fhat the ‘covect e gy ig
« , 2 ‘
E =2Z PEed=)<q | 274, + f Ut vy ol ¥

| v v g3 P, y / ~Epnr
?!” nee) g3 8 +€CCJ+¢§72(&r&

[r-+'

Vép&f Frwm '."bt réc _S\Me.a\q'vli

by

“?;[x) JY d ( . +e"7’) Jy/./:; " (i + exp(x))
| 500 5 + (-5) Cur(1-5)

{'Lﬂl“‘ s the Srfrre S3vow %wr -vhe ew'h»o.:;, ,4» now wlde b -3
d@c‘l\—eug
Tudact . s cae € s achely fhe Fee Eiongy

nuce ﬁl?p 2’3 we haue @Blso 42&/3%0«/6/5\.-—,93”«—».3)

€p-¢)/o
Z’[% = Z (5 — fde w(€) & v d(y) dy

- - ~ 6‘2‘(*' Ck+' d 2
h=o (24 1) l€* ‘.

chS\(K) dx

D
L‘x

12



— /LD , R |
N |
- ~N
[ AN
— : N
g:{ -1.261— AN
= F \
& u \
= — \
o0 [ \
[\D] L-——-— \\
‘5 -7.27: \
- \
"' \
n "\
- A\
1.28C L I I \\I ! L
0.0 1.0 | 2.0
o [eV]

FIG. 1. Total energy per atom of fcc-Pb crystal as a function of
the smearing linewidth and for two different smearing functions: the
Hermite-Gaussian function of order 1 (solid line) and the leple
Gaussian function (dashed line).
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