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Prototype BisRh
AFLOW prototype label A4B_cI120-230_h_c-001
ICSD 58854
CCDC 1622850
Pearson symbol cl120
Space group number 230
Space group symbol Ia3d

AFLOW prototype command aflow --proto=A4B_cI120_230_h_c-001
~Tparams=a, T2, Y2, 22
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e (Glagoleva, 1956) give three slightly different values for the location of the bismuth atoms. We choose their final set of
coordinates. The ICSD entry is from the earlier publication (Zhdanov, 1954).

Body-centered Cubic primitive vectors

a; = —%ai—i—%a‘—l—%ai
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ag = 1aX+iay-—3az
Basis vectors
Lattice Cartesian Wyckoff Atom
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B = latlmela - o+ fs 4)  EhI
B, = 3a;+tay+3ag = —sa%k+ tay+taz (24c) Rh I
Bs = ta;+tax+ 3ag = jaX+ gay (24c) Rh1
By = Sa;+2ay+ g as = j0X — gay +ja2 (24¢) Rh1
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Bis = (y2+z)ai+(@+zn)at+ = aryX+ay:y + az z (96h) Bil
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(x2 — 224 3) az + (x2 — y2) a3
Bz = (x2 +y2) a1 + (y2 + 22) as + = azaX +ary§ + ays Z (96h) Bil
(z2 + 22) ag
Bis = —(xg—I—yz—%) a; + = azgk—cwcgy—a(y —%) Z (96h) Bil
(—y2+ 22+ 3) az— (22 — 22) a3
By = (—w2+y2+3) ar + = —anX—a(r2—3) ¥ +ay? (96h) Bil
(Y2 — 22) az — (932 + 22 — %) az
Bao = (22—12)ai— (y2 + 29 — %) a+ = —a (22 — %) X+arsy —ays 2 (96h) Bil
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By, = (z2+y2+ 1) ar+ = —azmX+aray+a(y+ 1) 2 (96h) Bil
(yz — 22+ %) as + (r2 — 22) a3

Bis = (22— y2 + 3) a1 — = anXta(v+3)y—ay:2 (96h) Bi I
(y2 — z2) ag + (2 + 22 + 3) a3
By = — (w2 — y2) a1 + = a(z+3) X—ar§ +ay: 2 (96h) Bil

(y2+ 22+ %) ag+
(22 + 22+ 3) a3

Bys = —(z2+2)a;—(z2ty2)aa— = —ay2 X —azy —axrs Z (96h) Bil
(y2 + 22) a3
Bys = (22— 22) al—l—(scg—i—yg—i— %) a+ = a(yg—i— %) X—azy+aryi (96h) Bil
(yz — 22+ %) as

Bar = (r2+22+3) a1 + = —aya X +azy +a (v + 1) 2 (96h) Bi T
(z2 —y2+3) az — (y2 — 22) a3

Bss = (22 + 20+ %) a — = aypk+a(z+3)y—ar (96h) Bi I
(w2 —y2) @z + (y2+ 22+ 3) a3

By = (—z2+22+3) a1 — = —a(y2+7) %—a(z2—13) J+a(za+17)2 (96h) Bil

(Y2 — 22) ag — (72 + y2) a3
Bso = (x2+zQ—|—%)a1—|— = a(yg—&—i)k+a(x2+i)y+a(zg+i)2 (96h) Bil

(yo+ 224+ 3) as +
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Bs: = (z2 — 22) a1 — (Y2 + 22) az + = —a(y2—13) %+a(za+31) y-a(zn+1)2 (96h) Bil
(962 — Y2+ %) as

Bsy = — (22 + 22) a1 + = a(pp+Hx—a(z2+3)y—a(x2—3)2  (96h) Bil
(y2 — 2+ %) az — (r2 — y2) a3

Bss = (yo— 22+ 1) a1 — = —a(z2+3i)%-a(o—1)9+a(y2+13) 2 (96h) Bil

(12 — y2) az — (2 + 22) a3

By = — (Y2 + 20) a1 + = a(m2t+3)%—a(2+ti)y-alz—1)z  (96h) Bil
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B55 = (y2—|-22+%) al+ = a(IQ—F%)}A(—FCL(ZQ—F%)S’—FCL(ZJQ-F%)Z (961’1) BII
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(2 + 22+ ) 2

Bsg = —(p—m)ar—(2tp)ax+ = —a(z2—g)%ta(+g)y-alp+i)z  (96h) Bil
(Cazt 22+ 3) ag
Bsr = (xg — Yo + %) a; + = —a (22 + %) X—a (yg — %) y+a (.132 + i) Z (96h) Bil
(x2 — 22) ag — (Y2 + 22) a3
Bss = —(ra—y2)ai—(za+2z)as+ = —a(n—7) Xta(y+i)y—a(@+i)2 (96h) Bil
(yz — 2+ %) as
Bsyg = — (2 +y2) a1 + = a(zg—&—%)i—a(yg—l—%)y—a(acg—i)i (96h) Bil
(—302 + 22 + %) as—(y2 — 22) a3
Bgo = (z2+y2+ 1) ar + = a(m+3)%+a(p+i)y+a(za+1)2 (96h) Bil

(2 22+ 1) 2o +
(y2 + 22 + %) as
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