Sr5Si3 Structure (Obsolete):
A3B5_t132_108_ac_a2c-001

This structure previously used the label(s) A3B5_tI32_108_ac_a2c. Calls to these addresses will be redirected here.
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Prototype SizSrs

AFLOW prototype label A3B5_t132_108_ac_a2c-001
ICSD 15639

CCDC 1596371

Pearson symbol t132

Space group number 108

Space group symbol Tdem
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AFLOW prototype command aflow --proto=A3B5_tI32_108_ac_a2c-001
—~params=a, C/a7 Z1,%22,X3,%23,T4,%4,T5, %5

e This is the original determination of the Sr5Siz (Nagorsen, 1967). Later(Nesper, 1999) re-examined the system and found
that it is actually in the | D8; CrsBs structure, space group I4/mem #140.

e We include this here as our first example of a structure in space group I4cm #108.

Body-centered Tetragonal primitive vectors

ay = —jaXk+3ay+ e
as = %af{—%ay—i—%ci
ag = 1aX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B z1a1 + 21 Ay cn 7 (4a) Sil
B, (z1 + %) a; + (z1 + %) as c (z1 + %) Z (4a) Sil
B3 Zoaj + z9 as CZo Z (43,) Sr1
B4 (2’2 + %) a; + (ZQ + %) ag C (2’2 + %) Z (4&) Srl
Bs (m + z3 + %) a; + arsX+a (xd + %) y+czz (8c) Si Il
(1‘3 + 23) as + (2.%‘3 + %) as
Bs (—xg + 23 + %) a; — —ax3X —a (ch — %) ¥ +cz3z (8¢) Si II
(l‘g — 2:3) ag — (2333 — %) as
By (x3+ 23) a1 + —a (1‘3 — %) X+ax3y + cz3z (8¢) SilI
(71’3+23+%) 324’%&3
Bs —(x3 —23) a1 + a (wd + %) X—ax3y +cz3z (8c) Si I
(0t 20+ ) oo b
By (334 + 24 + %) a; + araX+a (334 + %) V+cziz (8¢) Sr II
(z4+21) s+ (224 + 1) a3
Bio (fac4 4+ z4 + %) a; — —arsX—a (x4 — %) V+czz (8¢) Sr 11
(x4 —z1) @z — (224 — 1) a3
Bi: (x4 + 24) a1 + —a (x4 — %) X+aryy+c2i (8c) Sr II
(—z4+zs+3) as+ S ag
Bio — (24— 24) a1 + a(zg+3) X—azs§+cz2 (8c) Sr 1T
(o0 + 20+ ) 2ot ba
Bis (£E5 + z5 + %) a; + ars X+ a (xg, + %) y+cezz (8c) Sr 111
(x5 + 25) ag + (2x5 + %) as
Bia (—Jc5 + 25 + %) a; — —ax5X —a (Jc5 — %) ¥y +cz52 (8c) Sr III

(x5 — 25) ag — (225 — 1) a3
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Bis = (x5 + 25) a1 + = —a(z5— 1) X+ ars§ + ez (8¢) Sr 111
(a2t )t f

Big = — (x5 — 25) a1 + = a(zs+3) X—axsy+czs2 (8¢) Sr 111
(.1‘5-‘1-2’54-%) 32—1-%33
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