SioUs (D5,) Structure:
A2B3_tP10.127_g_ah-001

This structure originally had the label A2B3_tP10_127_g_ah. 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
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Prototype SisUs

AFLOW prototype label A2B3_tP10_127_g_ah-001
Strukturbericht designation D5,

ICSD 73695

Pearson symbol tP10

Space group number 127

Space group symbol P4/mbm

AFLOW prototype command aflow --proto=A2B3_tP10_127_g_ah-001
--params=a, ¢/a, T2, T3

Other compounds with this structure
AlgThg, B21\4037 BQNbg, BQTag, B2V3, Bte\Ib:;7 BegTag, GaQNbg, GagTag, Ga2Zr3, GegThg, PdQDyg, PdgHOg, SiQHfg, SigTh3,
SiQZI‘g

o If we consider the Sip dimers as a pseudo-atom then this is a tetragonal distortion of the CuzAu (L13) structure!

e MooFeBs|is the ternary form of this structure.


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/6QGS
https://aflow.org/p/A2B3_tP10_127_g_ah-001
https://aflow.org/p/AB3_cP4_221_a_c-001
https://aflow.org/p/A2BC2_tP10_127_g_a_h-002

e We use the lattice constants taken by (Remsching, 1992) at 1200°C, while the ICSD entry uses what are apparently the
room temperature values.

Simple Tetragonal primitive vectors

a; = ax
az = ay
azg = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Ul
B, = %al—i-%ag = %aﬁ—&—%ay (2a) Ul
B; = z2a1 + (12 + 3) a2 = avaX+a(r2+3)y (4g) Sil
B, = —Toa; — (xg - %) as = —are X —a (xg — %) v (4g) Sil
Bs = — (22— 3) a1 +z22 = —a(v2—3) X+ a2y (4g) Sil
Bg = (ch—i— %) a; — Toa = a(xg—i— %) X—axryy (4g) Sil
B, = $331+(I3+%) ag—&—%ag = azg)‘<+a(m3+%)§f—|—%ci (4h) vl
Bgs = —r3a; — (l‘g*%) a2+%a3 = *(11'35(7@(1’3*%) y+%ci (4h) U Il
By = —(5,173—%) a; +x3a2+%a3 = —a(x;;—%)fc—&—amgy—i—%ci (4h) UII
Bio = (ch—i—%) al—xgag—&—%ag = a(xg—l—%) fc—axgy—l—%ci (4h) U Il
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