W5Sis (DS,;,) Structure:
A3B5 t132.140_ah_bk-001

This structure originally had the label A3B5_tI132_140_ah bk. Calls to that address will be redirected here.
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Prototype SigsW5

AFLOW prototype label A3B5_t132_140_ah_bk-001
Strukturbericht designation DS,

ICSD 73331

Pearson symbol t132

Space group number 140

Space group symbol I4/mem

AFLOW prototype command aflow —-proto=A3B5_tI32_140_ah_bk-001
--params=a, ¢/a, T3, T4, Yq

Other compounds with this structure

CI‘5G€3, Cr5Sig, MO5Sig, Nb5Sig, Ta5Si3, Ti5Ga3, V5Sig, Ting, Hf5COl_wa2+m, Hf5Cl"1_wa2+w, Hf5CIl1_sz2+z, Hf5F€1_me2+z,
Hf5Ni1_be2+m, Hf5Pd1_me2+m, Hf5Rh1_wa2+w, Hf5Ru1_sz2+x, Hf5V1_me2+x, ZI"5COO_5Sb2,5, ZI‘5CI‘1_3;B12+QC, ZI‘5CI‘1_sz2+m,
ZrsFeq 5Sbo 5, ZrsMn;_;Bioy ., ZrsMny_;Sboy ., ZrsNig 58bg 5, ZrsRhg 5Sbs 5, ZrsRug.5Sba s
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o (Pearson, 1958) refers to this as the “T1 phase.”

e Removing the atoms from the (4b) site transforms this into the D2. UgMn structure or the |V4SiSby structure.

Body-centered Tetragonal primitive vectors

a; = —zaX+zay+jci
az = faX—3jay+ jc2
ag = faX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tai+ §a = ic2 (4a) Sil
B, = %al + %ag = %ci (4a) Sil
By = amtimela - Loy + oo @) Wi
B, = Jart+3a+iag = taX+ tci (4b) W I
Bs = (z5+3) a1 +asas + = arsX+a(zs+3) 9 (8h) SiII
(2m3 + %) as
Bsg = — (ng %) a; —r3ag — = faxg)*(fa(zgf %) v (8h) Si II
(Q:vg - %) as
B, = z3a; — (v3— 1) ax+ S a3 = —a(z3—3) X+azsy (8h) Si Il
Bs = —z3a; + (z3 + 3) az + 3 ag = a(zs+3) X—azsy (8h) Sill
By = ysa; + xqas + (x4 +y4) as = ary X+ aysy (16k) W II
Bio = —ysa; —rqa9 — (x4 +y4) ag —aryX —aysy (16k) W II
B = Tqar —ysaz + (v4 — ya) a3 = —aysX +axy y (16k) WII
B = —x4a1 +ysas — (x4 —ya) a3 = ays X —aryy (16k) W II
Bz = (y4 + %) a; — (:174 — %) as — = —arsX+aysy + %CZ (16k) W II
(T2 —ya) a3
By = —(y4— %) a; + (m—i—%) a+ = ax4§c—ay4§f—|—%ci (16k) W II
(T4 —ya) a3
Bis = (JL‘4 + %) a; + (y4 + %) as + = ays X +ary § + %CZ (16k) W II
(T4 +ya) a3
Big = -— (x4— %) a; — (y4— %) a— = —ay4>“<—ax4y+%ci (16k) W 1I
(T4 +va) a3
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