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This structure previously used the label(s) A2BC8_tI176_110_2b_b_8b. Calls to these addresses will be redirected here.
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Prototype B2BeHg
AFLOW prototype label A2BC8_t1176-110_2b_b_8b-001
ICSD 10315
CCDC 1162224
Pearson symbol tI176
Space group number 110
Space group symbol I41cd

AFLOW prototype command aflow —--proto=A2BC8_tI176_110_2b_b_8b-001
“Params:a,c/ayIl,Z/1721,952,y2,2279637213,23,$4,y4,24,36573/5,2’57966,2/6726@773/7,277
X8, Y8, 28,L9,Y9, 29, X10, Y10, 210, L11, Y11, 211


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/29CG
https://aflow.org/prototype-encyclopedia/A2BC8_tI176_110_2b_b_8b-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=10315&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1162224&DatabaseToSearch=Published

e Space group I4;cd #110 allows an arbitary placement of the z-axis origin, and we put a beryllium atom there by setting
zZ3 = 0.

Body-centered Tetragonal primitive vectors

a; = —zaX+zay+jci
ap = %a}“{ - %ay+ %ci
ag = 1aX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (y1 +21) a1+ (x1 +21) az + = ary X +ay1 ¥ + cz1 2 (16b) BI
(z1+y1) a3
B2 = — (yl — Zl) a; — (ml — Zl) ag — = 7&5615\{ — ayi y + Cz1 2 (16b) B I
(r1+y1) a
B; = <$1+21+%)a1+ = —aylfc—&—a(asl—i—%)y—i—c(zl—i—i)i (16b) B1I
(—pn+21+7) a2+
(561 — Y1+ %) az
By = (o1t a1+ ) at = ap X —a(ri— L) gHe(a+l)a (16b) BI
(yi+21+ %) az+
(-zi+m+s)a
B; = (—y1+2z14+3) ar + = ary X —ay1 §+c(a+1) 2 (16b) B1I
(x1+Z1+%) ay+(x1—y1)a
Bg = (y1+zl+ )a1+ = —axpi—i—ayly—i—c(zl—i—%)i (16b) BI
(21 4+ 21+ 3) ar— (1 —y1) as
_ 1 _ 1\ & - 1\ 5
B = ( x1+21+1)a1+ = —a(y1—§)x—ax1y+c(zl+1)z (16Db) BI
(-1 +21+3) ap —
(#1431 —3) as
Bs = (x1+21+3%) a+ = alyi+3)x+any+e(an+1)2 (16b) B1I
(yl + 21+ ) az +
(T1+y+3)a
By = (y2 + 22) a1 + (x2 + 22) ag + = aro X+ aysy +czoZ (16b) B II
(z2 +y2) a3
Bio = —(2—2)a—(r2—2)a— = —aryX —ay: ¥ +cz2z (16b) B1I
(72 +12) a3
By = (w2420 +3) a1 + = —ayp X +a(z2+35) J+c(aa+ti)2 (16b) B II

(—y2+zz+i) ap +
(22 —y2+3) a
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(*xz + 22 + %) a; +
(y2+2’2+%) ag +
(*Iz +y2 + %) az
(—y2 + z9 + %) a; +
(z2+ 224 3) az + (z2 — y2) as
(y2+22+%) a; +
(—562 + 22+ %) az—(z2 — y2) a3
(—z24 2204 3) a1 +
(—yz + 22 + ag —
(932 +y2 —
(1'2 + 29 + i a; +
(y2+z2+%) as +
(z2+y2+3) as
(ys + 23) a1 + (w3 + 23) ag +
(z3 +y3) a3
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- (y3 - 23) a; — (Is - 2’3) az —
(3 +y3) a3
($3+23+%) a; +
(—ys + 23+ i) as +
(563 — Y3+ %) az
(—z3+23+3) ai +
(ys+23+ 1) az +
(-3 +ys + 3) as
(*y3 + 23 + %) a; +
(x5 + 23+ 3) az + (x5 — ys3) a3
(y3+23+%) a; +
(—23 + 23+ 3) ag— (x5 — y3) as
(—x3+23+ 1) ar +
(—ys+23+32) ap —

(23 +ys — 3)
(I3+Zg+i) a; +
(y3+23+%) as +

(303 + Y3+ %) az

(Yya + 2z4) a1 + (24 + 24) a2 +
(4 +ys) a3

ag

—(ya — 24) @1 — (x4 — 24) @3 —
(T4 +ya) a3
($4+Z4+%) a; +
(—y4 + 24+ i) ag +
(x4 —ys+3) as
(—za+2+3) ar+
(y4+Z4+%) ag +
(—za+ys+3) ag
(—y4 + z4 + %) a; +
($4 + 24+ %) az + (24 — y4) a3
(y4—|—z4+%) a; +
(—24+ 24+ 3) as— (x4 — ya) a3

aygfcfa(a:gf%) erc(zQJri) Z
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alya+3) X+azey+c(eat+i)z
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(*$4 + 24 + %) a; +
(*y4 + 24 + %) as —
(I4 +Ys — %) as
(Ta+ 2+ 1) a1 +
(y4+Z4+%) as +
(za+ys+3) as
(ys + 25) a1 + (x5 + 25) az +
(5 +ys) as
—(ys — 2z5) a1 — (w5 — 25) a2 —
(x5 +y5) a3
(9€5+Z5+%) a; +
(—ys + 25 + i) as +
(x5 —ys +3) as
(—x5 + 25 + %) a; +
(ys+ 25+ 1) azs +
(—x5 +ys + %) as
(—ys + 25 + %) a; +
(x5 + 25+ 3) az + (x5 — ys) ag
(y5+z5+%) a; +
(—£U5 + 25 + %) as— (5 — ys) as

(ys + 26) a1 + (z6 + 26) a2 +
(z6 +y6) a3
— (Y6 — 26) a1 — (w6 — 26) a2 —
(z6 +v6) a3
(o + 20+ 3) ar +
(—ys +26+3) az +
(566 — Y6 + %) as
(—306 + 26 + %) a; +
(y6+26+i) ag +
(—.Tﬁ + ye + %) as
(—y6 + 26+ 3) a1 +
(z6 + 26 + 3) a2 + (z6 — Ys) a3
(y6+26+%) a; +
(—xﬁ + 26 + %) as— (76 — Yo) a3
(—366 + 26 + a; +
(—ys + 26+ 7) az —
(z6 +ys —
(566 + Z6 + i a; +
(ys + 26+ 2) ag +
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(z7 +y7) a3
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Bss

Bse

Bsr

Bss
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Beo

Be1
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Bea

B65

Bes

Be~

B68

—(yr —27) a1 — (w7 — 27) a2 —
(7 +y7) a3
<HC7+Z7+%) a; +
(—y7 + z7 + i) as +
(967 —yr+ %) az
(—337 + 27 + i) a; +
(y7r + 27+ ) @z +
(—J;7 +y7r + %) as
(fy7 + 27+ %) a; +
(z7+27+3) as+ (z7 —yr) a3
(y7+27+%) a; +
(-7 + 27+ 3) ay— (27 — y7) a3

(—$7 + 27 + %) a; +
(—y7 + z7 + %) as —
(z7+yr —3) as
(I7+Z7+i) a; +
(y7+27+%) as +
(z7 +yr +3) as
(ys + 2z8) a1 + (x5 + 23) az +
(zs +ys) a3
—(ys — z8) a1 — (75 — 28) a2 —
(1‘8 +y8) as
($8+28+%) a; +
(_yg + 28 + i) as +
(zs —ys+3) as
(—zs+28+3) a; +
(y8+28+%) as +
(—zs+ys + 3) as
(—ys+2s+3) a1+
(s + 25+ 5) az + (zs — ys) a3
(yg+28+%) a; +
(28 + 28+ 3) as—(zs — ys) a3
(—968 + 28 + i) a; +
(—(yg + zg + Zl)) as —
T8 T Ys — 35
(5420 + 1) 2+
(ys + 25+ 5) az +
(zs+ys+3) as
(Yo + 29) a1 + (29 + 29) az +
(z9 +y9) a3
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—(yo — 29) a) — ($9 - 29) az —
(z9 + o) a3
(I9+Zg+%) a; +
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(—xg + 29 + %) a; +
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alys+3) X+azsy+c(s+3)2
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—ax9gX —ayoy + cz9Z
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(*yg + 29 + %) a; +
(zo + 20 + 3) Az + (zo — yo) a3
(yo + 29+ 3) a1 +
(=29 + 20 + 3) az— (9 — yo) a3
(—.Tg + 29 + %) a; +
(—yg + z9 + %1)

(y10 + 210) a1 + (10 + 210) A2 +
(710 + Y10) a3
— (Y10 — 210) a1 —

(710 — 210) @2 — (210 + Y10) a3
(Sﬂlo + 210 + %) a; +
(*ylo + 210 + %) az +
(5510 — Y10 + %) ag
(—£C10 + 210 + %) a; +
(910 + 210 + i) as +
(—3310 + Y10 + %) as
(—y10+2z10+3) a1 +
(1310 + 210 + %) ag +
(T10 — Y10) a3
(ylo + 210 + %) a; +
(—2510 + 210 + %) az —

(10 — y10) a3
(—3310 =+ z10 + i) a; +
(—y10 + 210 + %) ag —
(3310 + Y10 — %) as
(Ilo + 210 + %) a; +
(ylo + 210 + %) az +
(IE10 + Y10 + %) ag
(Y11 +211) a1 + (w11 + 211) az +
(11 +y11) a3
- (yn - 211) a; —

(r11 — 211) a2 — (z11 +y11) a3
(3011 + 211+ %) a; +
(—11111 + 2z + i) az +
($11 — Y11+ %) as
(—3?11 + 211 + %) a; +
(y11 + 211 + i) ag +
(—3311 + Yy + %) az
(*yn + 211 + %) a; +
(l’n + 211 + %) az +
(r11 — y11) a3
(yn + 211 + %) a; +
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(11 —yn1) a3
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ayroX —a(ro—3) §+c(zi0+3) 2

a0k —ayioy +c(z10+ 3) 2

—az10X +ayio§ + ¢ (210 + 3) 2

—a(yio—3) X —az10y +c(z10+ ) 2

a(yo+3) X+avy +c(zi0+3) 2

ari1 X+ayny +cz1 2

—ari X —ayn1y +czii 2

—aynX+a(zin+3)y+ce(zun+i)2

aynX—a(ryn —3)y+c(zn+3) 2
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Bgy = (—z11 4211 +13) a1 + = —a(yn—3) k—azny+ec(zn+1i)2 (16b) H VIII
(*911 + 211 + %) az —
(1711 + Y11 — %) as
Bss = (211 + 211+ 1) a1+ =  a(yu+3) R+arny+ce(an+i)2 (16b) H VIII
(911 + 211 + %) as +
(211 +y11 + 3) as
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