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Prototype GdSi,

AFLOW prototype label AB2_0112_74_e_2e-001
ICSD 291182

Pearson symbol ol12

Space group number 74

Space group symbol Imma

AFLOW prototype command aflow --proto=AB2_o0I12_74_e_2e-001
--params=a, b/a,c/a, z1, 22, 73

Other compounds with this structure
GeSig, HOSiQ, LaGeg, TbSiQ, DySil,4, GdSilv4, NdSilA, PI‘Sil_4, SmSil,4, YSilA

e (Zou, 2015) find that the Si-I site has 96.8% occupancy and the Si-II site has 81.2% occupancy, so the actual
stoichiometry of their sample is GdSi; 7g.

Body-centered Orthorhombic primitive vectors

a3 = —%ai—l—%lf—i—%ci
az = jaX— by +3c2
ag = %a}‘(—k%by—%ci

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = (zl + i) a; +2 ag—i—iag, = iby—i—czli (4e) Gd1I
B, = —(n—-32)ar—zax+32ag = by —cn 2 (4e) Gd1I
B; = (22—|—%) a; —|—zQa2—|—%a3 = %by+0222 (4e) Sil
B, = - (zz - %) a; — zpas + %ag = %by —C29Z (4e) Sil
Bs = (z;;—i— i) a; + z3as + iag, = iby—i—czgi (4e) Si II
B = —(3—2)a;—z3a+ 2 a3 = 3by —cz3 2 (4e) SilI
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