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

AFLOW prototype label A2B5_m(C28_9_2a_5a-001
ICSD 501

CCDC 1590994

Pearson symbol mC28

Space group number 9

Space group symbol Ce
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AFLOW prototype command aflow --proto=A2B5_mC28_9_2a_5a-001
—~params=a, b/a7 C/a7 57 T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 21

e (Sutherland, 1976) found this structure, which we call InaTes (I), but later also found evidence of another tetragonal
structure in the same sample. (Walton, 1978) investigated this new structure, which they called InyTes (IT). (Villars,
2018) and others list InyTes (1) as the room temperature structure.

Base-centered Monoclinic primitive vectors

alai/ a2

a; =  lax—lby
asg = %af( + %by {:
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1—y1) a1+ (x1 +y1) a2 + (axy +cz1cosB) X+ by1 §+cz1sinfz (4a) InI
Z1 a3
B, = (1 +y1) a1 + (71 —y1) az + (a$1+0(z1 +%) COSﬂ) X—byny+ (4a) Inl
(214 3) a3 c(z14 %) sinBz
By = (x2 —y2) a1 + (22 + y2) a2 + (axg + czocos B) X+ by2§ + czo8in 52 (4a) In II
Z9 asg
By = (z2+wy2)a+ (v —yo)an+ (azs+c(22+3) cosB) X — by § + (4a) In IT
(22 +3) a3 ¢ (2 + 1) sin B2
Bs = (z3—ys3)a+(z3+ys) ax+ (aw3 + czgcos ) X+ bys § + czzsin B2 (4a) Tel
Z3 as
Bg = (x3+ys) a1 + (x3 — y3) az + (axg +ec (z3 + %) coS 5) X—bysy + (4a) Te I
(Z3+%) az C(Zg—f—%) sin 32
B, = (x4 —ya) a1 + (v4 +y4) as + (axg + cz4co8B8) X+ bys § + cz48in S 2 (4a) Te 11
Z4 Q3
Bs = (74 +y4) a1 + (14 — y4) a2 + (azg+c(za+ 3)cosB) K —bys§ + (4a) Te 1T
(24 +3) a3 c(za+%)sinBz
By = (x5 —ys) a1 + (x5 + y5) a2 + (axs + czscos B) X+ bys§ + czssin 5z (4a) Te 111
Z5 a3
Bio = (5 +ys) a1 + (5 — ys) az + (axs +c(z5+ 3) cos B) X —bys § + (4a) Te 111
(Z5+%) az C(Z5+%)Sin52
Bi1 = (6 — y6) a1 + (76 + yo) az + (aze + cze cos B) X+ bys § + czesin 32 (4a) Te IV
Zg as
B = (J)ﬁ + yﬁ) a; + (.736 — Z/G) as + (axﬁ +c (2’6 + %) CcOos B) X — by6 v+ (43) Te IV
(26+%) az c(z6+%) sin 32
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Biz = (vr—yr)ar+(vr+yr) ax+ = (az7 + cz7cos B) X+ byr § + cz7sin 32 (4a) Te V

Z7as
B4 = (x7+y7) a1 + (x7 —y7) as + = (ax7 +ec (z7 + %) coS ﬁ) X—byry+ (4a) Te V
(27—&—%) as c(z7+%) sin 8 Z
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