Scheelite (CaWQ,, H04) Structure:
AB4C t124 88 _a_f b-003

This structure previously used the label(s) AB4C_tI24 88 b_f a. Calls to these addresses will be redirected here.
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Prototype CaO4W

AFLOW prototype label AB4C_t124 88 _a_f_b-003
Strukturbericht designation HOy

Mineral name scheelite

ICSD 60547

CCDC 1624142

Pearson symbol t124

Space group number 88

Space group symbol 14y /a
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AFLOW prototype command aflow --proto=AB4C_tI24_88_a_f_b-003

--params=a, c/a, 3, Y3, 23

Other compounds with this structure

(Y, RE)NbO, (fergusonite), AgReO,, BaliF,, BaMoO,4, BaWO,, BiVO,, CaMoO4 (powellite), CaSeO4, CdMoO,, CsAlHy,
CsBrOy4, CsRuOy4, CsTcOy4, DyNbOy, ErCrOy4, ErvVO,, EuMoO4, EuWO,, GeUO4, HfGeO4, HoCrO4, HoVO,, KIO4, KOsOy,
KReO4, 1{1%1,1047 KTCO4, KTIO4, LaAsO4, L&l\IbO47 LiSCO4, LIYF4, LleF4, LHP4, LUV4, NaA1H4, NaIO4, NaReO4, 1\184TCO47
NdNbOy4, NdTaO,4, PbCrOy4, PbMoOy4 (stolzite), PbWO, (wulfenite), PrAsO4, RbIO4, RbOsO4, RbReO4, RbRuO4, RbTcOy,
SmAsO,4, SmVOQy, SrCrOy4, StMoQy4, STWO4, SrZnCly, SrZnF,, TbCrO4, ThGeOy4, TIIO4, TIReOy4, TITIO4, TmVOy, YAsSOy,
YYCIOZJL7 YliF4, YMOO4, YNbO4, YT&O4, YVO4, YbMOO4, YbPO4, ZTGGO4, ZISiO4

e (Ewald, 1931) originally gave this structure the Strukturbericht designation H4, but this was changed to H04 in
(Gottfried, 1937).

Body-centered Tetragonal primitive vectors

(ys - 23) az — (553 - y3) as

a3.32
al
a3 = f%af{Jr %a y + %cﬁ
az = faX—iay+icz
ag = aX+3ay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: Saj+gar+tag = 10y + scz (4a) Cal
B, Sa;+fay+2ag = faX+tay+ ez (4a) Cal
Bs %al—l—%ag—}-iag = iay—l—%ci (4b) WI
B4 %al—k%ag—&-%ag = %ai—i—iay—%ci (4b) WI
Bs (y3 + z3) a1 + (3 + 23) az + = arsX +aysy + cz3 (16f) (O
(z3 +y3) a3
Be (fy3+23+%) a; — = fa:cgfcfa(y f%) ¥+ cz32 (16f) (OB
(z3 — 23) ag — (23 +y3 — 3) a3
B~ (x5 +23+ %) a1 — = —a(ys+7) X+a(zs+3) y+c(zs+1)2 (16f) Ol1
(Y3 — z3) a2 + (23 — y3) a3
Bs (x5 +23+ %) a1 + = a(ys+3)&k—a(ws—3)F+c(zs+i)z (16 01
(ys+ 23+ %) as +
(*Zg +y3 + %) as
By —(ys+z23)a; — (r3+23) aa — = —ar3X —aysy — cz3Z (16f) OlI
(z3 +y3) a3
Bio (y3—23+%) a; + = ax35c+a(y3—|— %) y —cz37% (16f) 01
(z3 — 23) ay + (w3 + y3 + 3) as
Bi1 — (w3423 —3) a1 + = —a(zs—1)§—cf (16f) Ol



B, = (x5 — 23+ %) a1 — = —a(ys—131) %+a(z3+3)y—-c(zs—1)2 (16f) (O
(y3+23—%) ag +
(Is — Y3+ %) as
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