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Prototype BaF4Zn

AFLOW prototype label AB4C_0C24_36_a_4a_a-002
ICSD 402925

Pearson symbol 0C24

Space group number 36

Space group symbol Cme2,

AFLOW prototype command aflow --proto=AB4C_oC24_36_a_4a_a-002
-—params=a, b/a, c/a,y1, 21, Y2, 22, Y3, 23, Y4, Z4, Y5, 25, Y6, 26

Other compounds with this structure
BaCoFy, BaFeF,, BaMgF,, BaNiF,, LaTaO4, NaOsO4

e We use the data from (Lapasset, 1996) taken at 295K.

e Space group Cmc2; #36 allows an arbitrary choice of the origin of the z-axis. Here we set zg = 0 for the zinc (2a) site.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = —y1a1+yraz +z1a3 = by ¥ + cz1 2 (4a) Bal
B, = yrar —y1az+ (21 + 5) ag = —bpy+c(a+i)z (4a) Bal
Bs = —Y2a1 +y2az + 2223 = bys ¥ + c22 % (4a) FI
By = yaar —yaas + (22 + 3) a = b2y +c(22+3) 2 (4a) FI
Bs = —Ysay +ysaz + zza3 = bys ¥ + cz3 Z (4a) F 11
Bs = ysar —ysas + (23 + 3) as = —bysy+c(es+1)2 (4a) FII
B = —ysa1 tysaz +zsa3 = bys § + cza 2 (4a) F 111
Bs = yaar —ysas + (21 + 3) a = —~bys§+c(za+3) 2 (4a) F 111
By = —Ysa1 +Yysaz + 25 a3 = bys ¥ + cz5 2 (4a) FIV
Bio = ysay —ysaz + (25 + 3) as = —bys§+c(es+ 1) 2 (4a) FIV
Bix = —Ye a1 + Y a2 + 26 ag = by ¥ + czg Z (4a) Zn 1
Bz = Yoar — ysaz + (2 + 3) as = —bys§ +c(z+3) 2 (4a) Zn 1
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