CaMnShy Structure:
ABC2 0P16.62_c_c_2¢-003
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Prototype CaMnSbo

AFLOW prototype label ABC2_0P16_62_c_c_2¢-003

ICSD 52705
Pearson symbol oP16
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC2_oP16_62_c_c_2c-003

--params=a, b/a,c/a,x1, 21,22, 22, T3, 23, T4, 24

Other compounds with this structure
EuMnSbs, StMnSbs,, ZrMnSby

e This structure has the same AFLOW label as diaspore, AIOOH (F02), ABC2_.0P16_62_c_c_2c. The structures are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = xlal—l—iag—f—zlagg = axli—i—%by—i—czli (4c) Cal
B, = —(z1—3) ar+3as+ = —a(z1—3) X+3by+c(z1+3) 2 (4c) Cal
(214 3) as
B; = —zia; + %ag — 21 a3 = —ar1 X+ %by —cz1 2 (4¢) Cal
By = (mi+3)ai+tia—(xn1—3)a; = a(zi+3) &k+30y—c(a1—3) 2 (4c) Cal
Bs = mgal—l—iaz—i—zgag = ascgf(—i—%by—i—czgi (4c) Mn I
Bg = —(z2—3) a1+ 3as+ = —a(za—3) X+ 3by+c(za+3)2 (4¢) Mn I
(22+3) as
B, = —z9a; + %az — 29 a3 = —azre X + %by —c29 2 (4¢) Mn I
Bs = (z2+3)ai+tias—(2—3)a; = a(za+3) &K+30y—c(2—13) 2 (4c) Mn I
By = x331+iag+z3a3 = a:r:gfc—i—%by—kczgi (4c) Sb 1
Bio = —(z3—3) ar+3ar+ = —a(zs— ) %+ 3by+c(z+3) 2 (4c) Sb I
(23 +3) as
B = —z3a; + %32 — 23 a3 = —axr3X + %by —cz37Z (4c) Sb 1
Bi2 = (m—l—%) a1—|—ia2—(23—%) ag = a(xg—l—%)i—i—%by—c(zg—%)i (4c) Sb 1
Bz = T4ag + iag 4 z4 a3 = axsX + iby 424 Z (4c) Sb II
By = —(za—3) ar+3a,+ = —a(zs— ) x+3by+c(au+3)2 (4c) Sb 1T
(22 +3) as
By = —z4a; + %32 — 2483 = —ars X+ %by — 242 (4¢) Sb II
By = (m—i—%) a1+%32—(24—%> ag = a(m—l—%)&—i—%by—c(&;—%)i (4c) Sb II
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