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AB5C_tP14.85_c_cg_a-001
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JpoNg

Prototype MoOsP

AFLOW prototype label AB5C_tP14_85_c_cg_a-001
ICSD 36095

Pearson symbol tP14

Space group number 85

Space group symbol P4/n

AFLOW prototype command aflow --proto=AB5C_tP14_85_c_cg_a-001
—-params=a, C/a, 22,23,T4,Y4, 24

Other compounds with this structure
MOVO5, NbPO5

o (Kierkegaard, 1964) gave this structure in setting 1 of space group P4/n #85. We used FINDSYM to shift this to the
standard setting 2.
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a; = ax
as = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B - Lot da, - Lok + 2oy ey Pl
B, = 3a;+1ay = Sax+ jay (2a) Pl
Bs = ial-i-iaz-l-ZQas = ia;‘c—k%ay—kc;@i (2¢) Mo I
B, = Sa;+3a;—2ay = jax+jay —cx2 (2¢) Mo I
Bs = i1a;+1a+ 2343 = 1a%k+2ay+ ez (2¢) Ol
B = 3a;+3a;—23a3 = S3ax+3ay —ca32 (2c) Ol
B, = Tgay + ygas + 243 = arsX+aysy +cz4z (8g) O1II
Bs = —(m-3)ai—(m—3)a+t = —a(wa—3) X—a(ys—3)y+cuz (82) on
z4a3
By = —(ya—3) a1 +24a0 + 2483 = —a(ys— 1) X+ azs 9+ cz 2 (8g) O 11
Bio = ysa; — (x4— %) as + z4 a3 = ay4§(—a(x4— %) V+czz (8g) O1II
B, = —T48) — Ys Ay — 24 A3 = —QT4R —aYs Y — €21 Z (8g) on
Biz = (za+3)ai+(a+3)az—zia3 = a(za+3) X+a(ystg)§—cut (8g) Ol
Bis = (ya+3) a1 —zga2 — z4a3 = a(ys+3) X—azay —cuz (82) o
Biy = —ysar+ (zatg)az—za; = —aysXt+a(rat+3) - cuz (8g) on
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