InyTes (I) Structure:
A2B5 mC28 9 2a 5a-001
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Prototype InyTes

AFLOW prototype label A2B5_.mC28_9_2a_5a-001
ICSD 501

Pearson symbol mC28

Space group number 9

Space group symbol Cec

AFLOW prototype command aflow --proto=A2B5_mC28_9_2a_5a-001
—Tparams=a, b/a', C/a) ﬂ) T1,Y1,21,22,Y2,22,2T3,Y3,23, T4, Y4, 24,T5,Y5, 25, L6, Y6, 26, L7,
Yz, 27

e (Sutherland, 1976) found this structure, which we call InyTes (I), but later also found evidence of another tetragonal
structure in the same sample. (Walton, 1978) investigated this new structure, which they called InyTes (II). (Villars,
2018) and others list InyTes (I) as the room temperature structure.
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Base-centered Monoclinic primitive vectors

al—__—a2
a; = %af( — %by
az = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, (x1 —y1) a1 + (z1 +y1) as + (axy +cz1co8B8) X+ by1 § + cz1 sin S 2 (4a) InI
Z1 a3
B, (x1 +y1) a1 + (z1 —y1) as + (axl +c (zl + %) Cosﬂ) X—byy+ (4a) Inl
(21+3) a3 c(z1 4 3)sinBz
Bs (x2 —y2) a1 + (22 + y2) a2 + (axg + czacosB) X+ by2§ + czosin 5z (4a) In II
Z2 as
B4 (2 +y2) a1 + (12 — y2) az + (61562 +c (22 + %) COSﬁ) X—by2 ¥ + (4a) In II
(22+3) a3 c(z2+ 1) sinBz
Bs (3 —y3) a1 + (z3 +y3) az + (az3 + czzcos B) X+ bys § + czzsin 32 (4a) Tel
Z3 as
Bs (34 y3) a1 + (x5 — y3) az + (azs+c(25+3) cosB) X —bys§ + (4a) Te I
(2 +3) a3 ¢ (23 + 1) sin B2
B~ (x4 —ya) a1 + (x4 +y4) az + (axg + czacosB) X+ bys § + czasin Sz (4a) Te 11
Z4 Asg
Bs (x4 +yq) a1 + (x4 —yq) a2 + (ax4 +c (z4 + %) coS B) X—bysy + (4a) Te 11
(z4+%) as c(z;;—i—%) sin 3z
By (x5 —ys5) a1 + (5 + y5) as + (axs + cz5c08 B) X+ bys § + cz5sin S Z (4a) Te III
25 a3
Bio (x5 +y5) a1 + (x5 — y5) az + (azs +c (25 4+ 3) cos B) X —bys § + (4a) Te III
(25 +3) a3 c(z5+ %) sinBz
Bi1 (x6 —ys) a1 + (26 + ys) a2 + (axg + czgcos B) X+ bys ¥ + czgsin 5z (4a) Te IV
Zg A3
Bi: (z6 +y6) a1 + (z6 — ys) a2 + (awg + ¢ (26 + 3) cos B) X — bye ¥ + (4a) Te IV
(ZG+%) az C(ZG+%)S1H52
Bis (z7 —yr) a1 + (z7 +y7) az + (ax7 + cz7cos B) X+ byr § + czrsin B2 (4a) Te V
Z7 as
Bis (x7 +y7) ay + (7 —y7) as + (axr +c (27 + 3) cos B) X —byr § + (4a) Te V
(Z7+%) az C(Z7+%) sin 32
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