BaCuSm»Os Structure:
ABC5D2 0P36_62_c_c_c2d_2¢-001
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Prototype BaCuO5Sm,

AFLOW prototype label ABC5D2_0P36_62_c_c_c2d_2¢-001
ICSD 49812

CCDC 1614921

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/ayc/a,$1, 21,22, 22,%3,23,T4,24,L5,25,L6,Y6,26, L7, Y7, 27

Other compounds with this structure

BELCOI{OQOE')7 BaCoTbQO5, BaCoY205, BaCon205, BaCuDy205, BaCuErgO5, BaCuEuQO5, BaCqugO5, BaCuH02O5,
BaCuLuyO5, BaCuThsO5, BaCuTmy05, BaCuY205, BaCuYbsO5, BaNiLuy;Os5, BaNiTmsOs, BaNiYbyOs5, BaZnDy,Os,
BaZnEr,O5, BaZnEu,05, BaZnGd;O5, BaZnHosO5, BaZnSm, 05, BaZnTm,Os

e Some authors designate BaCuY3Op as the prototype for this structure.
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Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 3 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) Bal
B, = —(z1—3)ar+3a+ = —a(r1—3) x+3by+c(n+3)2 (4c) Bal
() 2
B = —zi1a; + %32 — 21 a3 = —ar1 X+ %by —cz1 2 (4¢) Bal
By, = (ml—i—%)al—l—iag—(zl—%)agg = a(wl—l—%)f{—i—%by—c(zl—%)i (4c) Bal
B; = 1‘2314—%324-22&3 = axgk—k%by%—czgi (4c) Cul
Bs = —(z2—3) ar+3a+ = —a(z—3) %X+ 3by+c(zn+3)2 (4c) Cul
(224 3) a3
B, = —z9a; + %32 — 29 a3 = —ars X + %by —c29% (4¢) Cul
Bg = (mg—i—%)al—l—iag—(zg—%)ag = a(gcg—l—%)f(—i—iby—c(zg—%)i (4c) Cul
By = x3a1+ia2—|—z3a3 = cw;gfc—kibff—kczgi (4¢) OI1I
B = f(ng%) a1+%a2+ = 7@($3*%)ﬁ+%by+c(23+%)2 (4¢) (OB
(z3+3) a3
B = —z3a; + 3a; — 2383 = —az3 X+ 3b§ — cz3 2 (4c) Ol
Bz = (z3+3)ai+tar—(—3) a3 = a(zs+3) X+ 50y —c(3—3) 2 (4c) OI1I
Bz = Tqay +ia2+z4a3 = ax45<+ib§f+6242 (4¢) Sm I
By = —(za—3) ar+3ar+ = —a(zg—3) %X+ 3by+c(au+3)2 (4c) Sm I
(244 3) a3
Bis = —x4ay + %ag — 2433 = —axs X+ %by —cza % (4c) Sm I
Big = (x4—|—%) al—l—iag—(zél—%) ag = a(m—l—%)&—!—%by—c(zé;—%)i (4c) Sm I
By, = Tsag + %ag + z5 as = axrs X + %by + cz5 Z (4¢) Sm II
Bis = —(zs— %) ar+3as+ = —a(zs—3) %X+ 3by+c(z+3)2 (4c) Sm II
(z5+ %) a3
By = —x5a; + %ag — 25 as = —axs X + %by —c25%2 (4c) Sm II
By = (a:5—|—%) a1—|—ia2—(z5—%) ag = a(a:s—l—%)fc—!—%by—c(zg,—%)i (4¢) Sm II
By, = Teay + Yg az + 26 as = axeX + by y + cz¢ Z (8d) OlII
Boy = — (26— 1) a1 —ysaz + = —a(zg— %) X —bysy+c(2+3) 2 (8d) oI
(26 + 3) as
By = —xgag + (yg + %) as — 26 as = —axgX+0b (yg + %) V—c27Z (8d) Ol
Boy = (5'364‘;)31—5?;6—2)32— = a(mﬁ—k%)fc—b(y(;—%)y—c(z'g—%)i (8d) O1II
2



Bas = —Zg a1 — Y6 Az — %6 A3 = —azeX — bye ¥ — cz6 2 (8d) on

B26 = ($6+%) a1+y6a2—(26—%) as = a($6+%) i+by6y—c(zﬁ— %) Z (8(21) O1II

Byr = Tga, — (yG — %) as + zg as = argX — b (y6 — %) ¥+ cz6Z (8d) OlII

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

By = r7a; +yraz + zyag = arx7X+by; ¥ +cz72 (8d) O III

B3 = —(v7—3) a1 —yraz + = —a(zr—3)X—byr§+c(zr+3) 2 (8d) O III
(2’7 + %) as

B3, = —x7a] + (y7 + %) as — 27 as = —ax7X+b (y7 + %) Y —czrZ (Sd) O III

Bsx = (x7+%)al—(y7—%)a2— = a(aw—!—%)ﬁ—b(gﬁ—%)y—c(zv—%)i (8d) O III
VA da %) as

Bs; = —ITra; —yrag — zrag = —ar7X —byry —czr 2 (8d) O I

Bss = (z7+3) aityras—(2r—3) a3 = a(zr+3) K+byry—c(er—13) 2 (8d) O III

Bss = Trap — (y7 — %) as + 27 as = ar7X —b (y7 — %) Y+ czrz (8d) O III

Bss = —(zr—3ai+(yr+i)a+ = —azr—3) %+b(yr+3)9+c(er+3)2  (8d) O 111
(Z7 + %) as
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