Molybdite (MoOgs, D0g) Structure:
AB3 0P16 62 ¢ 3c¢-001

This structure originally had the label AB3_oP16_62_c_3c. Calls to that address will be redirected here.
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Prototype MoOs3
AFLOW prototype label AB3_0P16_62_c_3¢-001
Strukturbericht designation DO0sg
Mineral name molybdite
ICSD 158255
Pearson symbol oP16
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=AB3_oP16_62_c_3c-001
--params=a, b/a, c/a, x1, 21, Ta, 22, T3, 23, T4, 24

e The unit cell and atomic positions were originally given in the Pbnm orientation of space group #62. We have rotated
the crystal axis, taking § — X — 2 to put the system in the standard Pnma representation.
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = xlal—l—iag—f—zlagg = axli—i—%by—i—czli (4c) Mo I
B, = —(z1—3) ar+3as+ = —a(z1—3) X+3by+c(z1+3) 2 (4c) Mo I
(214 3) as
B; = —zia; + %ag — 21 a3 = —ar1 X+ %by —cz1 2 (4¢) Mo I
B, = (:vl—i—%)al—i—iag—(zl—%)ag = a(xl—i—%)f(—i—iby—c(zl—%)i (4c) Mo I
By = mgal—l—iaz—i—zgag = ascgf(—i—%by—i—czgi (4c) (0N
Bs = —(z2—3) a1+ 3as+ = —a(za—3) X+ 3by+c(za+3)2 (4c) 01l
(22+3) as
B, = —z9a; + %az — 29 a3 = —are X + %by — 292 (4¢) Ol
Bs = (z2+3)ai+tias—(2—3)a; = a(za+3) &K+30y—c(2—13) 2 (4c) Ol
By = x331+iag+z3a3 = a:r:gfc—i—%by—kczgi (4c) Ol
Bio = —(z3—3) ar+3ar+ = —a(zs— ) %+ 3by+c(z+3) 2 (4c) o1l
(23 +3) as
B = —z3a; + %32 — 23 a3 = —axr3X + %by —cz37Z (4c) OlII
Bi2 = (m—l—%) a1—|—ia2—(23—%) ag = a(xg—l—%)i—i—%by—c(zg—%)i (4c) oIl
Bis = Ty4a1 + 5 as + 2483 = arg X+ 1by +c2 2 (4c) O III
Bis = —(za—3) ar+3a,+ = —a(zs— ) x+3by+c(au+3)2 (4¢) O III
(22 +3) as
By = —z4a; + %32 — 2483 = —ars X+ %by — 242 (4¢) O III
By = (m—i—%) a1+%32—(24—%> ag = a(m—l—%)&—i—%by—c(&;—%)i (4c) O III
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