ZnoMosOg Structure:

A3B8C2 hP26 186 _c_ab2c 2b-001

This structure originally had the label A3B8C2_hP26_186_c_ab2c_2b. 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.
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aflow --proto=A3B8C2_hP26_186_c_ab2c_2b-001

--params=a, ¢/a, 21, 22, 23, 24, T5, 25, T6; 26, T7, 27
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Other compounds with this structure
CdgMOgOg, COQMO308, F62M0308 (kamiokite), Mg2M0308, Mn2M0308, NigMOgOg

e Space group P63mc #186 does not specify the origin of the z-coordinate. Here we fix it by setting the z-coordinate of the

molybdenum atom at z5 = 1/4.

Hexagonal primitive vectors

a; = jza%-— ?ay
az = Zak+ @ay
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c2 % (2a) OI
B, = (2:1 + %) as = c (21 + %) Z (2a) Ol
Bs = ja+3a+zma; = %a&+§ay+0222 (2b) on
B, = %al—l—%ag—i—(zg—&—%)a = %ai—?ay—i—c(@—i—%)z (2b) O1II
B; = za;+ 2as+ 23a3 = %ai—&—%ay—i—cz;;i (2b) Zn 1
Bg = %a1+%a2+(23+%) as = %ai—%ay—l-c(z;;—kaz (2b) Zn 1
B, = %a1+§a2+z4a3 = %ai—ﬁ—?ay—f—c&;z (2b) Zn 11
Bs = 2ai+3as+ (24 +3) a3 = lak — f ay+c(za+3)2 (2b) Zn 11
By = Tsa, — Tsag + 25 a3 = —\[aac5 ¥+ cz52 (6¢) Mo I
B = Tsa; + 2x5as + 25 as = %am X+ @am ¥ +cz52 (6¢) Mo I
By = —2x5a; — x5as + 25 as = —%axg)fc—}- @a:pg,y—kczE,Z (6¢) Mo I
B = —Zsa] + x5as + (25 + %) a = V3azs§ + ¢ (z5 + %) Z (6¢) Mo I
Bz = —r5a; — 2x5as + (z5 + %) as = —%a%fc — @a%y +ec (2’5 + %) Z (6¢) Mo I
B = 2z5a; +z5a2 + (Z5 + %) as = %axsi— @ax5y+c(25+ %) Z (6¢) Mo I
By = Tga] — XTgas + 2g as = —VBaxe§ + cz6 2 (6¢) O III
Bis Tga + 226 as + 2 as = gazv X+ faacg ¥+ c2Z (6¢) O III
By = —2xga; — Tgas + zgas = ‘3ax6 X+ faxﬁ Y+ czz (6¢) O III
Bis = —zga; +xeas + (2 + 3) as = V3azey + ¢ (26 + 3) 2 (6¢) O III
By = —wga; —2zga2+ (26+ 1) a3 = —Sazgk — @a%y +c(2+ 1) 2 (6¢) O III
Boo 2z a; + Tgas + (26 + %) as = %am& — @a%y +ec (Zﬁ + %) Z (6¢) O III
By, = Tray — Tyas + z7as = —V3axry + czr 2 (6¢) o1V
By = r7a; + 2x7as + 27 as = %aaw X+ @a:m y+czr (6¢) o1V
Bos = —2x7a; —r7as + zyas = —%am X+ ?am Y +czr (6¢) (ONAY
Boy = —x7a) +x7as + (z7 + %) a = V3azr § + ¢ (27 + %) Z (6¢) o1V
Bos = —x7a; — 2z7as + (27 + %) as = —%CLI75€ - @ax7§f +c (z7 + %) Z (6¢) o1V
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Bog = 2z7a; +z7as + (27 + %) as = sar7X — Srarry +c (27 + %) Z (6¢) o1V
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