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Prototype DysPd2

AFLOW prototype label ATB2_cF144_227 2ef_e-001
ICSD 103347

Pearson symbol cF144

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow —-proto=A7B2_cF144_227_2ef_e-001
——-params=a,x1,T2,T3, T4

Other compounds with this structure
EI‘5Pd2, HO5Pd2, LU5Pd2, Tb5Pd2, Tm5Pd2, Y5Pd2

e There is considerable disorder in this structure, with all of the (32e) sites having vacancies:

— The Dy-I site is 50% occupied.


https://aflow.org/p/WYVV
https://aflow.org/p/A7B2_cF144_227_2ef_e-001

— The Dy-II site is 12.5% occupied
— The Pd site is 87.5% occupied.

e This gives a composition of Dys 43Pd.

Face-centered Cubic primitive vectors

a3 = %a v+ %a z
as = %a X+ %a Z
ag = iaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as + 1 a3 = ar1X+ar1y +ax,z (32e) Dyl

B, = x1a1+x1a2—(3x1—%) ag = —a(xl—i)i—a(xl—%)y—l—axli

Bs = .’171&1—(31‘1—%)&2—‘1-3}‘133 = —a(xl—i)fc—i—axly—a(xl—i)i
By = —(Bun—-Y)a+zat+aiaz = ar1k—a(w;—3)y—a(z1— %) 2
Bs = fx1a17x1a2+(3x1+%)a3 = a(x1+i))‘c+a(x1+%)yfax12
Bg = —xi1a; —T1as — X1 as = —ar1X—ar1y —ax, z

B, = —x1a1+(3m1+%)a2—x1a3 = a(ml—&—%)f{—amy—i—a(xl—i—i)i
Bs = (3214 1) a1 —z1a — 21 a3 = —ariX+a(zi+3)y+a(zi+3)2
By = Ioay + Tgas + xo ag = aroX + arey + axrq z

Bio = x2a1+x2a2—(3x2—%) as = —a(xg—i)i—a(a:g—%)y—l—ascgi
Bi1 = 37231—(3332—%) as + ro ag = —a(xg—i)fc—kaxgy—a(xg—i)i
B = 7(3@7%) a; + roas + xoas = axzifa(:@f%)yfa(@f%)i

Biz = —mpa; —zpax+ (3u2+3) a3 = a(vz+7) X+a(vati)y—ar2

Bis = —$231+(3$2+%) ap — T2 a3 = a($2+%)5<—a£25’+a($2+i)i
Big = (3z2+%) a; — Toas — xoAas = —axgiJra(szr%)era(ngr%)Z
B = r3a; + r3zas + x3as = arsX +arsy + axrsz

Bis = x3a1+x3a2—(3x3—%) as = —a(xg—i)fc—a(mg—%)y—i—amgi
By =  asa; — (3z3 — ) ay + w3 a3 = —a(r3— ) X+arzy —a(ws—3) 2
B2 = 7(330375) a; +zzax+x3az = axgifa(ng%)yfa(azgf%)i
B21 = —$331—$332+(3$3+%) a3 = a(:rg—ki))‘(—i—a(xg—i—%)y—axgi
Ba2 = —Tr3a; —T3az — T3a3 = —ar3X —ar3y —arsz

B2 = —x3a1+(3m3—|—%) ag —r3ag = a(zs+ ) X—avsy+a(rs+3) 2
Bas = (3:L'3+%) a; —x3az — Tr3as = faxg)‘c+a(:c3+%)y+a(x3+%)2
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Bis = —XToa] — Toas — X2 Aag = —axoX —arsy — axo Z (32¢) Dy II
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1 s 1, 5 1 &
Bos = _(934_1) a; +xga2+ xr4a3 = amx—l—gay—i—gaz
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