HgBry (C24) Structure:
A2B 0012 36 2a_a-001

This structure originally had the label A2B_oC12_36_2a_a. Calls to that address will be redirected here.
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Prototype BroHg

AFLOW prototype label A2B_0C12_36_2a_a-001
Strukturbericht designation Cc24

ICSD 30290

Pearson symbol oC12

Space group number 36

Space group symbol Cme2,

AFLOW prototype command aflow --proto=A2B_oC12_36_2a_a-001
—-params=a, b/a7 C/CL, Y1, 21,Y2,22,Y3, 23

Other compounds with this structure
p-Hglo

e Space group C'mc2; #36 allows for an arbitrary placement of the origin of the z-axis. Here we use this freedom to set
z3 = 0 for the mercury site.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a1 +y1az+ 21 a3 by1 § +cz1 2 (4a) Br I
B = yrar —yrag+ (21 + 5) ag —by1y+c(an+1)2 (4a) Brl
Bs = —Y2a1 + Y222+ 2223 by ¥ + cz0 Z (4a) Br II
B, = Yoar —ysas+ (22 + 1) a3 —by2§+c(2+1) 2 (4a) BrII
B; = —Yyzai +Yysaz +z23a3 bysy + cz3 Z (4a) Hg 1
Bs = yzar —ysas + (2 + 3) a ~bysy +c(23+35) 2 (4a) Heg 1
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