<110> direction, A

quadrupole configuration (c) ©
/,/' ‘\\\ (b) BCC bUIk A O O W atomS
(a) ,’ °oeo ® ) -~ @ —) Differential <111> dislacement
| 000do0 oy, A — ® :
e oepoe o — =) <111> displacement
\ °0flll T = v o = <111> displ t
$ K :I: 6.7 A ' @ o ® P !sp acemen
S LY ® == <111> displacement
O W atoms A A easy-core positions <112> b O
@ fixed atoms QM region __'
. . A A easy-core positions . easy-core  hard-core
cluster configuration b/2 % hard-core position BCC bulk with u y.
(d) . .o.o.o.o.o.o. . H _ A split-core position i ___i_ ____________________ .
XXX XXXxx ‘
e000000000000 5 (e) (f) @)
0000000000000 - easy-core @ -------------------- o
XXXX Vs ~Le0000 D o
eeo000em0c. ‘00000 e |  a = | e%t - () ® O O
eeo0e0/0n o ‘ae-ee&” © — @® — @ - A A A
YYXXYX) T eeee o A e — o A
ooooo‘ooE'A , o000 v = N / /AN — ____@ ____________________ ® —
eeoobhoo TT=S-eeee © - A -4\ — —
00000 cc ,e06ee._| A V| @ 2 e Y i ———————————————————— @ v @ @ O
e000 00 ‘00000 e~ L ‘ )
XXX XEXEI A XXX — T ~=— . ) , @
XXX — =
XXX XXXXX) V <112>

° o.o.o.o.o.o.o.o ° l ® O O
<112> direction, A -b/2



