HgoO9Nal Structure:
A2BCD2 hP18 180 f ¢ b i-001

This structure originally had the label A2BCD2_hP18_180_f _c_b_i. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/TQOB
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Prototype HgoINaOo

AFLOW prototype label A2BCD2_hP18_180_f_c_b_i-001
ICSD 14125

Pearson symbol hP18

Space group number 180

Space group symbol P6522

AFLOW prototype command aflow —--proto=A2BCD2_hP18_180_f_c_b_i-001
--params=a, c/a, z3, T4


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/TQ0B
https://aflow.org/p/A2BCD2_hP18_180_f_c_b_i-001

e This structure can also be found in the enantiomorphic space group P6422 #181.

Hexagonal primitive vectors

a3 = %afc - ?ay
ag = %afc + ?ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %ag %ci (3b) Na I
By = ag %ci (3b) Na I
B; = Sag Sc2 (3b) Na I
B, = 1a 1a% — @of (3¢) IT
B = fas+ 2ag iafc—i—?ay—i—%ci (3c) I
B = sa;+jas+ 3as 34X+ 3c2 (3¢) I
B, = Lay + 25 a3 lag — Lay 4 ez (6¢) Hg I
Bs = say+ (23 +3) as ja%+ ay + 3¢ (323 +2) 2 (6f) Hg I
By = tai+3as+ (z3+31) ag saX+c(z+3)2 (6f) Hg I
Bio = tay— (23— 2) ay lax+ ?ay —3c(323—2) 2 (61) HgI
Bi: = l1a; — 2343 S %ayfcz;;i (6f) Hg I
B2 = tai+ia;— (23— 1) a3 sak—c(z—3) 2 (6f) Hg I
Bz = Taay + 2x4 an %am X+ @am v (61) Ol1
By = —2x4a; —rga + %ag —Saxy % + @au v+ %ci (61) (O
By = Tia; — Tqag + %ag —V3az,§ + %ci (61) Ol
Big = —zga; — 21480 —Sazy %k — @amy (61) OlI
By = 2r4a1 + T4a2 + 2 ag Sargk — @amy—i— 2cz (61) 01l
Bis = —w4a; +x483 + 5 ag V3azs§ + 3c2 (61) Ol
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