Baddeleyite (ZrO,, C'43) Structure:
A2B mP12 14 2e e-001

This structure originally had the label A2B mP12_14 2e_e. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype OsZr

AFLOW prototype label A2B_.mP12_14_2e_e-001
Strukturbericht designation C43

Mineral name baddeleyite

ICSD 62993

Pearson symbol mP12

Space group number 14

Space group symbol P2y /c

AFLOW prototype command aflow --proto=A2B_mP12_14_2e_e-001
——params=a, b/a7 C/a7 ﬁv T1,Y1,%1,22,Y2,22,T3,Y3, 23

Other compounds with this structure
COSbQ, HfOQ, TeAgg, V02

e Acanthite (AgsS), baddeleyite (ZrOs, C43), and NdAss all have the same AFLOW prototype label, A2B . mP12_14 2e_e.
They are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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Simple Monoclinic primitive vectors

a; =— aX
ag = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 as + 21 as = (axy +czicosB) X+ by1 §+cz1sinfz (4e) 01
B, = —zrar+ (y1+3) as — = —(az1 4+ ¢ (21 — 3) cos B) X+ (4e) OI
(zl—%) as b(y1+%)y—c(zl—%)sinﬁi
B; = —x1a; — Yy as — 21 a3 = —(ax1+czrcosf) X—by1§ —czysinfBz (4e) Ol
By, = zia1— (y1 — %) ar+ (21 + %) ag = (aa:l +c (21 + %) cosﬁ) X — (4e) (0N
b(y1—3) ¥ +ec(z+3)sinfz
By = Toay + Yo as + 20 a3 = (axe + czoco8 B) X+ bys § + czo8in B Z (4e) O1II
BG = —Ioaj + (y2 + %) as — = - (al‘g +c (ZQ — %) [¢0)] ﬂ) X + (46) OlII
(2 1) o o+ 2) 9 e (52 - 3)sing2
B, = —Zoa] — Yo Ay — 2o a3 = —(axg+czacosf) X —bys § — czosin Bz (4e) O1II
Bs = ma—(y2—3) ac+(22+3) a3 = (azg + ¢ (22 + 3) cos B) % — (4e) oIl
b(y2—3) ¥ +c(z2+3)sinfz
By = rzaj +ysaz + z3as = (adfg + cz3 cos ﬁ) X+bysy + czz3sin 5z (46) Zr 1
B = —z3a; + (y3 + %) as — = - (axg +ec (Zg — %) coS ﬂ) X+ (4e) 7r 1
(23— 3) a3 b(ys+3) ¥ —c(zs—3)sinBz
Bi1 = —r3a; —yzas — 23 a3 = —(axz+czzcosf) X —bysy —czzsin Bz (4e) 7Zr 1
Biz = aza;—(y3—3) ax+(z3+3) a3 = (ax3 +c (23 + 3) cos B) % — (4e) Zr 1

b(y —%) Sf—l—c(z;),—l—%)sinﬁi
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