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ABbHC2D11 oP76_62_c¢_5c_2¢_5¢3d-001
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Prototype AlBaglr,Oqq

AFLOW prototype label AB5C2D11_0P76_62_c_5c_2c_5c¢3d-001
ICSD 67143

CCDC 1629182

Pearson symbol oP76

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB5C2D11_oP76_62_c_5c_2c_5c3d-001
—~params=a, b/a7 C/a7 T1,21,X2,22,L3,23,L4,24,T5,25,L6,26,L7,27,L8, 28, L9, 29, T10,
210, T115 211, 12, 212, £13, 213, L14, Y14, 214, L15, Y15, £15, L16, Y16, 16

Simple Orthorhombic primitive vectors
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a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—l—iag—f—zlagg axli—i—%by—i—czli (4c) All
B, = —(xl—%) al—&—%ag—&— —a(ml—%)&—i—%by—l—c(zl—i-%)i (4c) All
(214 3) as
B; = —zia; + %ag — 21 a3 —ar1 X+ %by —c21 2 (4¢) All
B, = (:vl—i—%)al—i—iag—(zl—%)ag a(xl—i—%)f(—i—iby—c(zl—%)i (4¢) All
Bs 3?23.14—%3.24—22&3 ascgf(—i—%by—i—czgi (4c) Bal
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(22+3) as
B, = —z9a; + %az — 29 a3 —azre X + %by —c29 2 (4¢) Bal
Bsg = ("E2+%)al+ia2—(22—%)ag a(xg—i—%))‘(—i—%by—c(zg—%)i (4¢) Bal
Bg r3a; + iag—l—zgag asr:gfc—i—%by—kczgi (4c) Ba IT
Bio = —(z3—3)ar+3a+ —a(zs—3) X+ 3by+c(z+3) 2 (4c) Ba II
(23+3) as
Bi1 = —z3a; + %32 — 23 a3 —axr3 X+ %by —cz37Z (4c) Ba II
B> = (m—l—%) al—i—iag—(z;;—%) as a(xg—l—%))‘(—i—%by—c(zg—%)i (4c) Ba II
Bis T4a1 + 3 as+ 2483 ars X+ 1by +c22 (4c) Ba III
Bis = —(a: —%) a1+%ag+ —a(u—%)ﬁ—k%bff—kc(z&;—l—%)i (4¢) Ba III
(22 +3) as
By = —z4a; + %32 — 2483 —azra X+ %by — 242 (4¢) Ba III
Big = (m—i—%) a1—|—ia2—(24—%) as a(m—l—%)f{—i—%by—c(&;—%)i (4c) Ba III
By = T5ag + iag + z5 as axs X + %by + cz5 Z (4c) Ba IV
Bis = 7(1575) a1+%a2+ fa(xsf%)chr%berc(zqu%)i (4¢) Ba IV
(z5+ %) a3
Big = —zsa; + %ag — 25 as —axrsX + %by — 252 (4¢) Ba IV
By = (a?5+%) a1+iag—(z5—%) as a(xs—l—%)f(—i—%by—c(%—%)i (4c) Ba IV
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By, = 7(1’67%) a1+%a2+ fa(ng%)ﬁ+%by+c(26+%)2 (4c) BaV
(26 + %) as
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Boy = (xs—l—%) al—l—iag—(ze,—%) as a(xg—l—%)fc—l—%by—c(zg—%)i (4c) BaV
Bos = z7a1+%a2+z7a3 ax75<+ib§f+cz'72 (4¢) IrI
Bog = f(x7f%) a1+%a2+ fa(x7f%)5<+%by+c(27+%)2 (4c) Ir I
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Bss = (.T14 + %) a; +yaag — = a (CC14 + %) X+ by14$’ —C (214 — %) Z (Sd) O VI
(214 - %) as

B59 = T14 A1 — (y14 — l) as + 214 as = G,SC14)A( —b (y14 - %) y + 62142 (8(21) O VI

Beo = —(zu—3) a1+ (y14 +3)a+ = —a(z1a—3) X+b(ya+3) y+ (8d) O VI
(14 + 1) a3 c(zuat+i) 2

Be1 = T15a1 + Y15 a2 + 215 ag = aris X +by1s ¥ +cz152 (8d) O VII

B62 = — (IL’15 — %) a] — Yisag + = ($15 - 7) X - by15 y +c (215 + ) (Sd) O vl
(215 + %) as

Bgs = —zi5a1+ (yi5+35) ap— 21583 = —azisX+b (s +35) 9 —cas (8d) O VIl

Bgs = (q;15 + %) a; — (y15 — %) ar — = a (3715 + %) X — (y %) y— (8d) O VII
(215 = 3) as c(215—3) 2

B65 = —Z15a1 — Yis5a2 — 215 a3 = —aris X — by15 5’ — CZ15 Z (Sd) O VII

Bes = (5515 + %) a; +yisaz — = a ($15 + %) X+byisy—c (215 - %) z (8d) O Vil
(215 — 3) as

Ber = @isa1— (y15—3) as+ 21583 = ar1s X —b(yis — 3) § + cz15 2 (8d) O VIl

Bgs = -— (.2315 — *) a; + (y15 + ) as+ = —a (3315 - %) X+0b (y15 + %) v+ (Sd) O VII
(2;15—1— ) as 0(2’154—%)2

Bgo = T16 a1 + Y16 A2 + 216 A3 = azr16 X + by16 ¥ + c216 2 (Sd) O VIII

B7o = —(z16— %) a1 —yie a2 + = —a(z16 — 5) X —byrs ¥ +c (216 + 3) 2 (8d) O VIl
(216 + %) ag

Bri = -—zigar+ (yi6+3) a2 —zi6a3 = —ariX+b(ys+35) §—cz162 (8d) O VIII

Bz = (zi6+3)a1— (yie—3) a2— = a(zis+3) X—b(yo—3) Y- (8d) O VI
(216~ 3) 29 (o0 b) 2

B7s = —Z16 A1 — Y16 A2 — 216 A3 = —az16X — by16 Y — c216 2 (8d) O ViII

Bry = (z16 + %) a1 + yigaz — = a(ris+3) X+byisy —c (216 — 3) 2 (8d) O VIl
(216 — 3) as

Brs = TigaA1 — (y16 — %) as + 216 a3 = arigX —>b (ylﬁ — %) Y +czi62 (8d) O VIII

B76 = — (1‘16 — 7) a; + (ylﬁ + ) as + = —a ('rlﬁ - %) X+b (y16 + %) y + (8d) O VIII
10+ 1) s oo+ b) 2
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