v-AgZn (By) Structure:
A2B_hP9_147_g_ad-001

This structure originally had the label A2B_hP9_147_g_ad. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/RQCB

https://aflow.org/p/A2B_hP9_147_g_ad-001

Prototype AgZn

AFLOW prototype label A2B_hP9_147_g_ad-001
Strukturbericht designation By

ICSD none

Pearson symbol hP9

Space group number 147

Space group symbol P3


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/RQCB
https://aflow.org/p/A2B_hP9_147_g_ad-001

AFLOW prototype command aflow --proto=A2B_hP9_147_g_ad-001

--params=a, c/a, 22, T3, Y3, 23

Other compounds with this structure
Ag10CdZng, AgsoMgZnyg

e When 2z, =0, z3 = 1/3, y3 =0, and 23 = 1/2 this structure becomes the hexagonal omega (C32) structure.

e This is an alloy phase. The (1a) and (2d) sites are pure Zn, but the (6g) site is a mixture of Ag and Zn, so we designate
it as “M.” If the system is stoichiometric then M = (Agg.75Zng.25). The CIF for this structure labels the M site as “Ag.”

e v-AgZn (By) and PtBis| have the same AFLOW label, A2B_hP9_147_g_ad. The structures are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Trigonal (Hexagonal) primitive vectors

a3 = %afc — @ay
as = %afc + ?ay
azg = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Zn1
B, = laj+2ay+2za; lag+Lay+cxni (2d) Zn 11
Bs = %a1+%32—22as = %ai—%ai’—&:gi (2d) Znll
By = r3a; +ysaz + 23a3 =  fa(zs+ys) X— Pa(rs—y3) §+cz (6g) Agl
Bs = —ysay + (3 —y3) ag + z3 a3 = la(ws —2ys) X+ @aﬂﬂfs V+czi (6g) Agl
Bg = —(z3 —y3) a1 —x3as + zz a3 = —%a (223 —y3) X — @aygy—i—cz;;i (6g) Agl
B, = —r3za; — ysas — 23 a3 = —%a,(xg—kyg) X+ 73a(x3 —y3) ¥ —c232 (6g) Agl
Bg = ysa; — (x3 —ys3) az — z3 as = %a (—x3 + 2ys) X — @axg y—cz3Z (6g) Agl
By = (r3 —y3) a1 + rgas — z3as = %a (2z5 —y3) X + 73ay3 Y —cz3Z (6g) Agl
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