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

This structure originally had the label AB4C_tI24 88 _b_f_a. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/Y9TO

https://aflow.org/p/AB4C_t124_88_a_f_b-003

Prototype CaO4W

AFLOW prototype label AB4C_t124_88_a_f_b-003
Strukturbericht designation HOy

Mineral name scheelite

ICSD 60547

Pearson symbol t124

Space group number 88

Space group symbol 141 /a

AFLOW prototype command aflow --proto=AB4C_tI24_88_a_f_b-003

--params=a, c/a, x3, Y3, 23

Other compounds with this structure
ZrSi0y4, LaNbOy, YTaO4, YNbOy, (Y, RE)NbO, (fergusonite), YVOy, BiVO,4, BaWO4, PbWO, (wulfenite), StTWO,, EuWO,,
PbMoOy, (stolzite), StMoO4, CaMoO, (powellite), CdMoO4, KReOy4, TIReO4, AgReOy4, NaAlH,

e (Ewald, 1931) originally gave this structure the Strukturbericht designation H4, but this was changed to H04 in
(Gottfried, 1937).
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Body-centered Tetragonal primitive vectors

a; = —%af(—l— %a v + %ci
as = iax—1lay+icz
ag = %af{—i— %a}“f — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—i—éag—&-%ag = ia$’+§ci (43‘) Cal
B, = Sa;+ Las+ 2ag = 30X+ jay + e (4a) Ca
Bs = Taj+2ay+1lag = 10y +gek (4b) Wl
B, = %a1+%az+%ag = %ai—kiay—%Ci (4b) WI
Bs = (ys+23)a+(x5+2)a+ = arzX +ays§ + cz3 z (16f) Ol
(z3 +y3) a3
Bs = (—ys+2z3+ %) a — = —arzX—a(ys —3) §+czd (16f) Ol
(23 — 23) ag — (23 +y3 — 3) a3
B, = (x5 +23+ %) a1 — = —a(ys+7) X+a(zs+3) y+c(zs+17)2 (16f) 01
(Y3 — 23) a2 + (23 — y3) a3
By = (—z3+ 23+ 1) ar + = a(ys+q)%x—a(z—7)y+e(s+i)z  (166) Ol
(ys+ 23+ %) as +
(—Ig +y3 + %) as
Bo = —(y3+z)a —(z3+23)a— = —ar3X —aysy — cz3 % (16f) Ol1
(z3 +y3) a3
BlO = (y3—23+%) a; + = a$35<+a(y3+%)5’—0232 (16f) OlI
(x5 — 23) ay + (3 + y3 + 3) as
B, = — (23 +23—3) a1 + = a(ys3—3)%k—a(zs—32)9-c(es—1) 2 (16f) (O
(ys — 23) a2 — (23 — y3) a3
Bz = (23 — 2z +3) a1 — = —a(ys—3) Xt+a(zs+3) y—c(—3) 2 (16£) Ol

(ys+ 25— %) ag +
(xs—y3+%) as
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