BaZnF, Structure:
AB4C_0C24_36_a_4a_a-002

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/F77P

https://aflow.org/prototype-encyclopedia/AB4C_0C24_36_a_4a_a-002

Prototype BaF4Zn

AFLOW prototype label AB4C_0C24_36_a_4a_a-002
ICSD 402925

CCDC 1724960

Pearson symbol 0C24

Space group number 36

Space group symbol Cme2,

AFLOW prototype command aflow --proto=AB4C_oC24_36_a_4a_a-002
~Tparams=a, b/a7 C/aa Y1, 21, Y2, 22,Y3, 23, Y4, 24, Y5, 25, Y6, 26
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Other compounds with this structure
BaCoF,, BaCuF,, BaFeF,, BaMgF,, BaMnF,, BaNiF,, BaWQ,, BiNbO,, EuMgD,, HfGeTe,, LaTaO,, NaAlH,, NaOsOy,
SrMgDy, SrtMgF,, ZrGeTey

e While many of the listed compounds have a phase transition under pressure the do not necessarily transform into the
same structure.

e Above 5 GPa BaZnF, transforms into its high pressure structure. (Posse, 2011)
o We use the data from (Lapasset, 1996) taken at 295K.

e Space group C'mc2; #36 allows an arbitrary choice of the origin of the z-axis. Here we set zg = 0 for the zinc (2a) site.

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = —yr1a1 +y1az + 21 a3 b1y +c21 2 (4a) Bal
By = yrai —yraz + (21 + 3) a —bpny+c(a+3)2 (4a) Bal
B; = —y2ai + Yo ax + 22a3 bya ¥ + cz2 2 (4a) FI
B, = y2a; —y2as + (22 + 3) as —by2§+c(2+1)2 (4a) FI
Bs = —Yyzai +Yysaz +23a3 bysy + cz3 Z (4a) F 11
Bs = yzar —ysas + (2 + 3) a ~bysy +c(23+35) 2 (4a) F 1T
Br = —ysar +ysas + 2483 bys § + cz4 2 (4a) F 111
Bs = yaar —ysas + (2 + 3) as —bys§+c(zat+i) 2 (4a) F III
By = —ys a1+ ysaz + 25 ag bys § + c25 2 (4a) FIV
Bio = ysar —ysaz + (2 + 3) as —bys§+c(z+3) 2 (4a) FIV
By, = —Ye a1 + ysaz + zg a3 by ¥ + czg 2 (4a) Zn1
Bz = yoar —ysaz + (2 + 3) as —bysy +c(26+ 1) 2 (4a) Zn 1
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