BaCuSm»Os Structure:
ABC5D2 0P36_62_c_c_c2d_2¢-001
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Prototype BaCuO5Smgy

AFLOW prototype label ABC5D2_0P36_62_c_c_c2d-2¢-001
ICSD 49812

Pearson symbol oP36

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC5D2_oP36_62_c_c_c2d_2c-001
—~params=a, b/a7 c/a, X1,%1,X2,22,X3,R3,L4,24,L5,25,L6, Y6, 26, L7, Y7, 27

Other compounds with this structure

BaCoHo505, BaCoThyO5, BaCoY205, BaCoYbyOs5, BaCuDy>05, BaCuEr,0O5, BaCuEusO5, BaCuGdsOs5, BaCuHo,Os,
BaCuLuy05, BaCuTby05, BaCuTmsO5, BaCuY305, BaCuYboOs, BaNiLuyOs, BaNiTmsOs, BaNiYbyOs, BaZnDy5Os,
BaZnErQO5, BaZnEu205, BaZnGdQO5, BaZnH0205, BaZnSm205, BaZnngO5

e Some authors designate BaCuY,0Oj5 as the prototype for this structure.

Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = mlal—l—iag—i—zlag = a:clfc—i—%by—i—czli (4c) Bal
B, = —(z1—3) a1+ 3as+ = —a(z1—3) X+3by+c(za1+3) 2 (4c) Bal
(14 3) a0
B; = —zia; + %ag — 21 a3 = —ar1 X+ %by —cz1 2 (4c) Bal
B, = (acl—i—%)al—i—iag—(zl—%)ag a(xl—i—%))‘(—i—%by—c(zl—%)i (4¢) Bal
Bs mgal—l—iag—i—zgag = angc—i—%by—f—czgi (4c) Cul
Bg = —(u—%) al+%ag+ = —a(xg—%)fc—k%by—kc(@—i-%)i (4¢) Cul
(22 +3) as
B, = —T9a; + %ag — 29 a3 = —are X + %by — 292 (4c) Cul
Bs = (22+3)ai+ias— (22— 1) a3 a(za+3) &K+3by—c(2—1) 2 (4c) Cul
By T3a1 + 3 as + 23a3 = arzX+ 1by +c232 (4c) 01
Bio = —(z3—3) ar+3a,+ = —a(z3—3) x+3by+c(z+3)2 (4c) 01l
(23 +3) a3
Bi1 = —z3a; + %32 — 23 a3 = —azxr3 X+ %by —cz3Z (4c) (OB
B = (mg—i—%)al—l—iag—(z;;—%)ag a(gcg—l—%)i—i—%by—c(zg—%)i (4c) (O]
Bis = Ty4a1 + 5 as + 2483 = ars X+ 1by +c22 (4c) Sm I
By = —(za—3) ar+3a,+ = —a(zs—3) %+ 3by+c(au+i)2 (4c) Sm I
(244 3) as
By = —z4a; + %32 — 2483 = —axrs X+ %by — 242 (4¢) Sm I
Big = (m—i—%) a1+iag—(z4—%) as a(m—l—%)i—i—%by—c(zé;—%)i (4c) Sm I
By = Tsa; + iaz + z5 as = ars X + iby + cz5Z (4¢) Sm II
Bis = —(zs— %) ar+3ar+ = —a(zs—3) %+ 3by+c(z+13)2 (4c) Sm II
(z5+ %) a3
Big = —z5a; + %ag — z5as = —axrsX + %by — 252 (4c) Sm II
By = (m—l—%) al—l—iag—(%—%) as a(%—l—%)i—l—%by—c(%—%)i (4c) Sm 1II
By, = Tgay + Y as + 2 as = areX + byg ¥ + cz6 Z (8d) O1II
By, = — (26— 1) a1 —ysaz + = —a(zg—3) X —bys ¥ +c (2 +3) 2 (8d) oIl
(2 + %) as
Bas = —zga + (Y6 + 3) a2 — 26 a3 = —azeX+b(ys+3) § — cz6 2 (8d) oIl
Boy = (x6+%)al—(y—%)a2— = a(ajﬁ—!—%)f{—b(y—%)y—c(zﬁ—l (8d) OII
26— 5) as
Bos = —Tgal — Ygas — 26 as = —axgX —byey —czg 2 (8d) OlII
B = (z6+3) aitysar—(z%—3) a3 = a(ze+3) X+bysy —c(zs— 1) 2 (8d) oIl



B27 = :cﬁalf(yﬁf%) as + 2g as = azgfcfb(y@f%)quczﬁi (Sd) O1II

Bas = —(z6—3)ai+(ve+3)as+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (8d) on
(26 + 3) as

Bag = T7a; + yras + 27 as = ar7X+by; y +czrz (8d) O III

B3y = —(aw—%) a; —yrag + = —a(m—%) i—by7y+c(z7+%) Z (8d) O III
(27 +3) a3

B3, = —z7a; + (y7 + %) as — z7as = —ax7X+0b (y7 + %) Y —czr2 (8d) O III

Bs: = (x7+3) a1 — (yr—3) a2 — = a(zr+3)%x-byr—3)y—clxr—13) 2 (8d) O III
27— 3) as

B3z = —r7a; —yras — z7as = —ax7 X — by § — cz7 Z (8d) O III

B3y = (1:7—|—%) a1—|—y7a2—(z7—%) a3 = a(aw—&—%) )2+by7§f—c(27— %) Z (8d) O III

Bss = T7a; — (y7 — %) as + z7as = axrX —b (y7 — %) V+cziz (8d) O III

Bsg = —(zr—3)ai+(yr+3)as+ = —a(zr—3) &%+b(yr+3)9+c(zr+3)2 (8d) O III
(27 +3) as
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