CrsBs (DS;) Structure:
A3B5 t132.140_ah_cl-001

This structure previously used the label(s) A3B5_tI32_140_ah cl. Calls to these addresses will be redirected here.
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Prototype B3Crs

AFLOW prototype label A3B5_t132_140_ah_cl-001
Strukturbericht designation Dg,

ICSD 27124

CCDC 1602452

Pearson symbol t132

Space group number 140

Space group symbol I4/mem

AFLOW prototype command aflow --proto=A3B5_tI32_140_ah_cl-001
--params=a, ¢/a, T3, T4, 24
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Other compounds with this structure
Ca5Si3, EU5G€3, EuIrGeg, F€5PB2, Fe5SiB2, Fe4COPB27 Fe4COSiB27 Fe4MnPB2, Fe4MnSiB2, Gd5COSiQ, MO5SiB2, Nb5Si3,
PI‘5Sig7 SI‘511137 SI‘5Si3, SI‘5SH3, Ta5Geg, Ta5Sig

e We have been unable to obtain a copy of (Bertaut, 1953), so we use the data found online from (Downs, 2003). Although
CrsBg3 is universally regarded as the prototype for D§;, it appears that no other determination of the internal parameters
has ever been made. The values found in (Downs, 2003) seem to be reasonable choices, and agree with the ICSD entry.

e We originally transposed the decimal part of the value for ¢, using ¢ = 10.46 rather than ¢ = 10.64. This has now been
corrected.

Body-centered Tetragonal primitive vectors

a2

33\<a1
a; = —1ak+3iay+ica g e ol
az = %ai—%ay—i—%ci @
ag = %afc—l—%ay—%ci y J‘
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = a1+ a 1c2 (4a) B 1
B, = %al + %ag %ci (4a) B1
B; = 0 0 (4c) Crl
B, = %al + %ag %ci (4c) Crl
Bs = (z3+3) a1 +aza + arsX+a(zs+3) 9 (8h) B II
(2:1:3 + %) as
Bg = —(1'3—%) a; —r3ag — —axgx—a(xg—g) N (8h) B II
(23:3 — %) as
B, = J;gal—(xg—%) ag—&—%ag —a(xg—i)fc—l—axgy (8h) B II
Bsg = —xgal—l—(xg—i—%) a2+%a3 a(xg—f—%)fc—aa;gy (8h) B1I
By = (:L'4+Z4+ %) a; + ax4x+a(x4+ 5) y+czz (161) CrlI
(za+7z1) az+ (224 + 1) a3
Bio = (—x4 + 24 + %) a; — —arsX—a (954 — %) V+czz (161) CrlII
(x4 — 1) a3 — (224 — 1) a3
Bi1 = (x4 + 24) a1 + —a (x4 — %) X+ aryy+czyiz (161) Cr Il
(—x4+24—|—%) a2—|—%a3
Bix = — (14— 24) a1 + a(zs+3) X—azsy+cauz (161) Crll
(Ta+24+3) as+ 323
Bis = (x4 — 24) a1 — —a (x4 — %) X+aryy —c2uZ (161) CrlIl
(x4+24—%) a2—|—%a3
Bis = —(z4+24) a1 + a(za+3) X—azsy —cuz (161) Cr Il

(v 2+ ) o+ By



Bis = (xa—za+ 1) ar + = avaX+a(za+3)y—cuz (161) Cr 11
(I4 — Z4) as + (2504 + %) as

Big = —(za+z—3) & — = —azsX—a(zs— %) §—cui (161) Crll
(x4 + 24) ag — (2534 - %) as
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