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A3B8C2_hP26_186_c_ab2c¢_2b-001
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Prototype Mo30gZny
AFLOW prototype label A3B8C2_hP26_.186_c_ab2c_2b-001
ICSD 14321
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CCDC 1595709

Pearson symbol hP26
Space group number 186
Space group symbol P63mc

AFLOW prototype command aflow --proto=A3B8C2_hP26_186_c_ab2c_2b-001
—~params=a, c/a, 21,22, 23,24, T5,25,T6,26, L7, 27

Other compounds with this structure
CdgMOgOg, COQMOg,Og, F62M0308 (kamiokite)7 MggMOgOg, MHQM0308, 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

373
a1 = lagx- ay
az = %a}“{ + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = c2 7 (2a) Ol
B, = (21 + %) as = c (21 + %) Z (2a) (0N
Bs = a1+ 3ax+zag = jak+Pay +exnd (2b) on
B, = fai+3ar+ (224 3) as = sax—Lag+c(n+3)2 (2b) 01l
Bs = %a1+§a2+23a3 = %ai+73ay+0232 (2b) Zn 1
Bg = %al—l—%ag—i—(zg—&—%) as = %ai—gay—i—c(z;g—i—%)i (2b) Zn 1
B, = ta;+Zay+ 2 a3 = tak+Yay 4zl (2b) Zn 11
Bg = %a1+%a2+(24+%) as = %aif%aerc(zéqu%) Z (2b) Zn 11
By = Tsa) — Tsag + 25 ag = —V3axsy + cz5 2 (6¢) Mo I
By = T5a; + 2x5as + 25 as = %axg) X+ ?a% v+ c252 (6¢) Mo I
Bi1 = —2r5a; — x5as + 25 as = —%aacg, X+ @aa:g) ¥V +cz52 (6¢) Mo I
B = —rsa; +r5as + (25 + %) as = V3axs§ + ¢ (25 + %) Z (6¢) Mo I
Bis = —zsa;—2z5a2+ (35+1)a; = —Sazs % — @amw‘r +c(es+ 1) 2 (6¢) Mo I
B4 = 2r5a; + o5 as + (z5 + %) as = %a% X — @am y+ec (z5 + %) Z (6¢) Mo I
By = Tga] — Tgas + 26 as = —V3axgy + cz6 2 (6¢) O III
B = Tga + 2xg as + 2g as = %aarﬁ X+ @azﬁ ¥+ cze2 (6¢) O III
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V3

By = —2xga; — Tgas + 2 as = 7%@1‘6 X+ SPare ¥ + cz6 2 (6¢) O III
Bis = —zga; + zear + (2 + 3) as = V3azey + ¢ (26 + 3) 2 (6¢) O III
By = —Tga; — 2xgas + (z6 + %) as = —%aacG& — @a%y +ec (26 + %) 2 (6¢) O III
By = 2rg a; + Tgas + (26 + %) as = %axg X — @ax(; y+ec (26 + %) Z (6¢) O III
By, = Tra) — Tyag + z7as = —V3az7y + czr 2 (6¢) (ONAY
By, = r7a; + 2x7as + 27 as = %ax7 X+ @am y+czr (6¢) o1V
By = —2x7a; —x7as + zras = —%am X+ @am V+czrz (6¢) o1V
Boy = —x7a) +x7as + (z7 + %) as = V3axz§ +¢ (27 + %) Z (6¢) o1V
Bos = —x7a; — 2x7as + (27 + %) as = f%a:wf( - @am}“f' +c (27 + %) Z (6¢) (ONAY
Bag = 2z7a; + x7ax + (27 + 3) as = Sawr % — @amiﬂ-c(m—k )z (6¢) o1V
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