ZrFe,Siy Structure:
A4B2C_tP14 136.1_f a-001

This structure previously used the label(s) A4B2C_tP14_136_i_g b. Calls to these addresses will be redirected here.
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Prototype FeySisZr

AFLOW prototype label A4B2C_tP14_136.i_f_a-001
ICSD 87172

CCDC 1646993

Pearson symbol tP14

Space group number 136

Space group symbol P4y /mnm

AFLOW prototype command aflow —--proto=A4B2C_tP14_136_i_f_a-001
--params=a, ¢/a, Tz, T3, Y3

Other compounds with this structure

BaCd4Pt2, DyFe4Ge2, DyNi4ASQ, EI‘F@4G€2, EI‘Ni4P2, GdNi4ASQ, GdRe4Siz, HOF64G62, LuFe4Geg, LuNi4ASQ, LuRe4Sig,
SCF64P2, SCF64SiQ, SCNi4ASQ7 SmRe4Si2, SI‘Cd4Pt2, TbRe4Sig, TmFe4Ge2, TmR64Si2, UMH4P2, YF64G62, YNi4ASQ, YNi4P2,
YReySia, YbNigPs, ZrFe,Po, ZrNigAso
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Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Zr 1
B, = laj+lag+Llag = 30X+ Lay + 3¢2 (2a) Zr 1
B; = Toa; + T as = axrs X+ arsy (4f) Sil
B, = —ZToa; — Toas = —axroX — axroy (4f) Sil
Bs = —(z2-13) a11+ (za+3)ac+ = —a(ze—3) X+a(z2+3) g+ Lcz (4f) Sil
243
Bg = (3?24—%)&1—(.1‘2—%) ag—&—%ag = a(xg—&-%)i—a(xg—%)y—i—%ci (4f) Sil
By = T3a + Y3 as = arzX + aysy (81) Fel
Bg = —x3a; —yzas = —ar3X —ay3y (81) Fel
Bo = —(y3—3) a11+ (z3+3) ac+ = —a(ys— 1) X+a(zs+3) 9+ 3c2 (81) Fe I
243
Bio = (y3+3)ai—(z3—3)as+sa3 = alys+3)X—a(zs—3) 9+ 3cz (81) Fe I
Bii = —(z5—3) a11+ (ys+3)ax+ = —a(zs—3) X+a(ys+3) 9+ 3c2 (8) Fe I
283
B2 = (mg—i—%)al— Y —%)ag—i-%ag = a(:z:;;—i—%)f(—a(y —%)y—i—%ci (81) Fel
Biz = ysai + r3as = aysX + arsy (81) Fel
By = —ysza; — T3as = —aysX —ax3§y (81) Fe I
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