Cuys9i4 (D8g) Structure:
A15B4 cI76 220 ae c-001

This structure originally had the label A16B4_cI76_220_ae_c. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043

https://aflow.org/p/MVX2

https://aflow.org/p/A15B4_cI76_220_ae_c-001

Prototype Cui5Sis

AFLOW prototype label A15B4_cI76_220_ae_c-001
Strukturbericht designation DS8g

ICSD 629165

Pearson symbol cl76

Space group number 220

Space group symbol I43d

AFLOW prototype command aflow —-proto=A15B4_cI76_220_ae_c-001
—~params=a, T2, T3, Y3, 23

Other compounds with this structure
CU15AS4, Li15AU.47 Li15Ge4, L115Si4, Na15Pb4
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o (Mattern, 2007) take their data from (Mukherjee, 1969), and we use the ICSD information from that reference.

Body-centered Cubic primitive vectors

a; = —%ai—l—%aA—i—%ai
as = %af{—%ay—l—%ai
ag = %ai—i—%ay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B %al—l—%ag—i—%ag %ai—l—iai (12a) Cul
B, S3a;+Lay+1as tax+3az (12a) Cul
Bs Sa;+tay+ Zag jax+2ay (12a) Cul
B4 %al—f—%az—f—%ag %ai—&—%ay (12a) Cul
Bs %al—l—%ag—i—%ag iay—i—%ai (12a) Cul
Bg Ta+tay+2ag 309+ taz (12a) Cul
B~ 2x9 a1 + 225 ag + 219 a3 axo X+ axrey + axro (16¢) Sil
Bs %al — (2302 - %) as —areX —a (xg — %) y+axsz (16¢) Sil
Bg - (2362 - %) as + %ag —a (:UQ - %) X+aryy —arsZ (16¢) Sil
Bio —(2x2 - %) a; +%a2 angc—axgy—a(a:g— %) A (16¢) Sil
Bi: (2224 1) a1 + (222 + %) ax + a(za+3) k+a(ze+3)y+a(za+i)2 (16¢) Sil
(2x2 + %) as
Bis 1a; —2za3 —a(ze+ i) %x—a(z—H) g+ (16¢) Sil
a (ﬂcg + i) Z
Bi3 —2m2a1—|—%a2 a(xg—&—i) i—a(mg—i—i) y—a xg—i) (16¢) Sil
Bis —2za + 3 ag —a(z—3) X+a(z2+3)y- (16¢) Sil
a (:c2 + %) Z
Bis (ys + 23) a1 + (w3 + 23) a2 + arsX +aysy +az3 (48e) Cull
(z3 +y3) as
Bis (—ys+23+3) a1 — —azsXk—a(ys—3) §+azi (48e) Cull
(x5 —23) az — (z3 +y3s — 3) a3
Bir (y3 — 23) a; — (:Ug + 23 — %) as+ —a (Ig — %) X+aysy —az3z (48e) Cull
(-3 +ys + 3) as
Bis —(ys+23—3)ar+ arsXk —aysy —a(zs— 1) 2 (48e) Cull
(z3 — 234+ 3) az + (x3 — y3) ag
Bio (xs +ys3) a1 + (y3 + 23) as + azsX + arsy + ays z (48e) Cu II
(z3 + 23) a3
Bog - (SE3 +y3 — %) a; + azz3X —axr3y —a (y3 — %) Z (48e) Cull

(*93 + 23 + %) as — (23 — 23) as



Boy = (—zs+ys+3) ar + = —azsX—a(zs— 1) §+ays2 (48e) Cull
(ys — 23) @y — (23 + 23 — 3) a3

Baz = (z3—ys)ar—(y3+23—3) axt = —a(z3— %) R+ azsy —ays 2 (48e) Cull
(SC3 — 23+ %) as
B2z = (w3tz)ar+(z3+ys)axt+ = aysX +az3y + arsz (48¢) Cull
(ys + 23) a3
Byy = —(x3 —23) a; — = —a(ys — 1) X+ azxy —azs2 (48e) Cull

(:v3+y3— %) as +
(—ys + 23 + %) as

Bos = — (w3 +23—3) a1 + = aysX—azzy —a(wvs— 1) 2 (48e) Cull
(—z3+ys+3) az+(ys — 23) as

By = (3 — 23+ %) a1 + = —aysX—a(z3—3) §+azrsz (48e) Cu Il
(z3 —y3) as — (y3 + 23 — 3) a3

Bor = (x5 +23+ %) ar+ = a(ys+3) x+a(zs+i)y+a(zs+i)z (48e) Cull

(y3+23+%) ag +
(x3+y3+%) az

Bos = (-3 +23+3) a1 — = —a(ys+71) %k—a(zs—3) J+a(zs+1)2 (48e) Cull
(Y3 — z3) a2 — (23 + y3) a3
By = —(x3+23) a1 + = a(p+Hx—a(es+i)y—a(es—13)2 (48e) Cull
(ys — 23+ %) ay — (r3 —y3) a3
Bso = (r3 — 23) a1 — (y3 + 23) az + = —a(ys—1) %+a(zs+31) y—a(zs+1)2 (48e) Cull
T3 — Y3+ %) az
B3, = (y3—|—23+%) a; + = a(a:;»,—!—i)fc—l—a(z?,—i—i)Sf—i—a(yg—l—i)i (48e) Cull
(z3+ys+3) ag+
(w5 + 25+ 3) a3
Bsz = —(ys—z3)ar—(z3+ys)as+ = —a(zs—3) X+a(z+i)9—alys+3)2  (48¢) Cull
(Cratzat3) ag
Bss = (ys—23+3) a1 — = —a(zs+3)%—a(zs—1)9+a(ys+7)2 (48e) Cull
(z3 —y3) a2 — (x5 + 23) a3
Bsy = —(ys + 23) a1 + = a(zs+3)x—a(m+i)y—a(lys—3) 2 (48e) Cull
(553 — Y3+ %) ax + (3 — 23) a3
Bss = (z3+ys+3) ar + = a(m+i)X+alys+3)y+a(es+i)z (43¢ Cull
(9€3+23+%) as +
(y3 + 23+ %) ag
Bss = — (3 +y3) a1 + = a(m+3)%k—a(yz+3)y—a(zs—7) 2 (48e) Cull
(71‘3 + z3 + %) 327(y3 - 23) as
Bsr = —(z3—ys)ar—(z3+z)a+ = —a(m—1) %ta(ys+31)9—a(zs+1)2 (48e) Cull
(ys — 23+ 1) as
Bss = (x5 —ys+ 1) a1+ = —a(s+3)%k-a(ys—7) y+a(zs+7)2 (48¢) Cull

(3 — 23) az — (y3 + 23) a3
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