Ordonezite (ZnShoOg) Structure:
A6B2C_tP18_136_1j_e_a-001
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Prototype OgSboZn

AFLOW prototype label A6B2C_tP18_136_fj_e_a-001
Mineral name ordonezite

ICSD 96612

Pearson symbol tP18

Space group number 136

Space group symbol P4y /mnm

AFLOW prototype command aflow --proto=A6B2C_tP18_136_fj_e_a-001
--params=a, c/a, 22, T3, T4, 24

Other compounds with this structure
FeT3206, RhLiQFG, T1L12F6

e The actual composition of the experimentally measured sample is (Zng.gsFeq.g2)Sb20g.

Simple Tetragonal primitive vectors

ay; = aXx
as = ay
ag = cZz
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Znl
B, = %a1+%a2+%a3 = %af{Jr%aer%cZ (2a) Zn 1
B; = 2z a3 = 20 7 (4e) Sb I
By, = %al—l—%ag—i—(zg—&—%) as %aﬁ—&—%ay—&—c(zg—i—%)i (4e) Sb 1
B = %814—%82—(2 —%) as %aﬁ—&—%ay—c(zQ—%)i (4e) Sb1
B = —zp a3 = —czo 2 (4e) Sb 1
B, = T3 a; + T3 as = ax3X + arsy (4f) Ol
Bg = —x3a; — X3 A = —ar3X —ax3y (4f) OI1I
By = —(l‘3—%) a1l+ (I3+%) as + = —a(xg—%)fc—ka(xg—ké) y+%02 (4f) O1
233
Bio = (z3+3)ai—(z3—3%)ax+iaz = a(zs+3) x—a(zs3—1)y+icz (4f) Ol1l
Bi1 = Tyay + Tga9 + 2483 = aryX +aryy + czy (8) OII
B = —T4a; — T4a + 2443 = —araX —arsy +cz4 2 (8j) O1II
B = —(-Dat (e at = ol fralnad) vee(ae )z @) o
(22 +3) as
By, = (za+3) a1 — (za— 3) az + = a(ma+3)%—a(@s—3)y+c(mu+3)2 (8j) oIl
(24 + %) as
Bis = —(ma—3)ar+(mut+z)a—- = —a(zs—3) %ta(za+3)9—c(zu—3)2 (8j) on
(- 1) 2
Big = (x4+%)a17(x4—%)a2— = a(:z:4+%)5cfa(x f%)yfc(z—%)i (8j) O1II
(22— 3) as
By = Tga1 + 21489 — 24 a3 = axsX+arsy —cz4 2 (8j) O1II
Bis = —T4a1] —T4a2 — z4a3 = —aT4X — aT4Y — czy Z (83) on
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