High-Pressure BaMgF, Structure:
AB4C_0C24_63_c_act_c-002
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Prototype BaF Mg
AFLOW prototype label AB4C_0C24_63_c_acf_c-002
ICSD 182599
CCDC 422927
Pearson symbol 0C24
Space group number 63
Space group symbol Cmem

AFLOW prototype command  aflow --proto=AB4C_oC24_63_c_acf_c-002
--params=a, b/a, c/a, Yz, Y3, Ya, Ys, 25
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Other compounds with this structure
NaAlF,

e This is the high pressure structure of BaMgF,, stable above 5 GPa. Below that pressure it is in the BaZnF, structure.
(Posse, 2011)

e The data shown here was taken at 6.08 GPa.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (4a) FI
By = 3 ag = iz (4a) FI
B; = —yaa; +y22s + 1 a3 = by2 ¥ + ez (4¢) Ba I
By = yaai —yaas + ; a = —bya § + Sc2 (4c) Bal
Bs = —yzai +yzas + ja = bysy + 3c2 (4c) FII
B = ysa; —ysas + 5 ag = —bys§ + 3c2 (4c) FII
B; = —ysa; +ysas + 7 a3 = bys§ + ez (4¢) Mg I
Bs = yaai —ysas + 3 a = —bys§ + Sc2 (4c) Mg I
By = —Ysai +Yysaz + 25a3 = bys ¥ + cz5 2 (8f) F III
Bio = ysar —ysas + (2 + 3) as = —bys§+c(zs+ 1) 2 (8f) F 111
Bii =  —partyar—(n-3)a = bys§ —c(z5 — %) 2 (8f) F III
Bz = Ysai — Ysaz — 25 a3 = —bys y — cz5 2 (8f) F 111
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