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Prototype Al oV

AFLOW prototype label A10B_cF176_227_cfg_d-001
ICSD 58202

Pearson symbol cF176

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow —-proto=A10B_cF176_227_cfg_d-001
—--params=a, T3, L4, %4

e (Brown, 1957) gives the structural information in setting 1 of space group Fd3m #227. We shifted the origin by (a/8 a/8
a/8) to change this to the standard setting 2.


https://aflow.org/p/WWX6
https://aflow.org/p/A10B_cF176_227_cfg_d-001

Face-centered Cubic primitive vectors

a; = %ay + %ai
as = %afi + %ai
ag = gzaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (16¢) AlT
B, = 3 as jaX+jay (16c) All
B; = 1 ay 1aX+ a2 (16¢) All
B, = 1a; 109 + a2 (16c) All
B; = %al—i—%az—kéag %ai—k%ay—f—%ai (16d) VI
Bg = %al—i-%ag %ai—i—ia&—i—%ai (16d) VI
B = la;+3a; 1aX+3ay+ taz (16d) VI
Bs = la)+1a; lax+ tay + taz (16d) Vi
Bo — (xg — i) a; +r3as + r3as3 axrs X + %ay + %ai (48f) AlTl
Bio = x3a;— (.’L‘g — %) as— (mg — i) as —a (xg, — i) X+ %ay + %ai (48f) Al Tl
Bi1 = T3a; — (3:3 — %) a; + xr3as %afc +ax3y + %ai (48f) Al Tl
B, = - (xg - %) a; +x3as — %ax —a (:cg — i) v+ %ai (48f) Al Tl
(2 — 1) 2
Bz = r3a; + r3as — (:173 — i) as éai +3ay +arsz (48f) Al Tl
By = —(w3—1)a—(23—7) ax+ tax+gay—a(zs— 1) 2 (48f) Alll
T3 as
By = (ng-’-%) al—$3ag+($3+%) as %a&—l—a(mg—l—%) y—l—%ai (48f) AlIl
Big = —x3a; + (xg + %) as — T3 as %a& —ax3y + %ai (48f) Al Tl
Bir = —zzay + (z3+3) ag + a(zs+3) %+ 2a9+ 2az (48f) Al TI
(z3+3) ag
Bis = (xg + %) a; —rzas — r3as —ax3 X+ %ay + %aﬁ (48f) AlIl
By = —r3a; —T3as + (mg + %) as %af{ + %ay —axr3z (48f) AlIl
By = (373—‘1-%) al—l—(xg—i— %) a;—T3as %afc—i—%ay—i—a(xg,—i—%) Z (48f) Al Tl
By = zaay +2zg4as + (204 — 24) a3 axsX+arsy +azs 2 (96g) Al II1
By, = zja;+z4a9— (29:4 + z4 — %) as —a (x4 - %) X—a (z4 — i) y+azsz (96g) Al III
Bos = (224 — 24) a1 — —a(zg— 1) X+azsy—a(z— 1 (96g) Al 111
(2374 + 24 — %) as + z4 ag
By = — (24t —4) A+ = amX-a(m— ) ¥-ala- (96g) AL

(2564 — 24) ao —+ Z4 A3
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