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Prototype InsTes

AFLOW prototype label A2B5.mC84_15_3f e7{-001
ICSD 1385

Pearson symbol mC84

Space group number 15

Space group symbol C2/e

AFLOW prototype command aflow —--proto=A2B5_mC84_15_3f_e7f-001
——params=a, b/a7 C/CL, 67 Y1,%2,Y2,22,23,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26, L7, Y7, 27,
x8,Ys,28,29,Y9, 29, L105 Y10, 2105 L11, Y11, 211

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

Base-centered Monoclinic primitive vectors
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a; = %af( - %by -
az = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a; +y1as + §ag = jccos BR+by1 § + fesin B2 (4e) Te I
B, = y1a17y1a2+%a3 = %ccosﬁifbyler%csinBi (4e) Te I
B; = (2 —y2) a1 + (72 +y2) az + = (az2 + czacos B) X+ by2 § + czasin B2 (8f) In I
Z9 asg
By = —(zot+y)a;—(xa—y2)az— = —(CLl‘g—‘rC(ZQ—%) cosﬁ) X+bys ¥ — (8f) InI
22—%) as 6(22—%)sinﬁi
Bs = —(z2—wy)a—(z2+y2)a— = —(ara+czacosf) X —byay — czosinfB2 (8f) Inl
Z2 as
Bg = (x2+y2) a1 + (22 — y2) a2 + = (axg +ec (zg + %) coS 5) X—bys ¥+ (8f) InI
(z2+%) az C(Zz—f'%) sin 3z
B, = (x3 —y3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys § + cz3sin B2 (8f) In II
Z3 as
Bs = —(v3+y3)a—(z3—y3)a— = — (az3+c (23— 3) cosB) X+ bys § — (8f) In IT
z3— 3) as c(z3—1)sinBz
By = —(z3—ys)ar—(r3+ys)as— = —(awg—+czzcosP)X—bysy —czzsinfz (8f) In II
z3ag
BlO = (1‘3 + yg) a; + (.Z‘g — yg) as + = (axg +c (2’3 + %) COS B) X — byg y + (8f) In II
(Z3+%) az 0(23+%)sinﬂ2
Bi1 = (x4 —ya) a1 + (v4 +y4) az + = (axg + czgcosB) X+ bys§ + cz4sin Sz (8f) In III
Z4 A3
Biz2 = —(watw)ar—(za—y)az— = —(azs +c (24— 5) cos ) K+ bys§ — (8f) In TIT
(24— 3) a3 c(z4—3)sinBz
Bis = —(z4—ys)a;—(zat+ys)as— = —(axg+czgcosf)X—bysy —czqsinfz (8f) In IIT
Z4 Q3
By = (watydar+(@a—ys)ax+ = (azs+c(z1+ %) cos B) X —bya § + (8f) In III
(24 +3) a3 c(z+ 3)sinBz
Bis = (x5 —ys) a1 + (x5 + y5) a2 + = (axs + czscos B) X+ bys§ + czssin 5z (8f) Te 11
Z5 a3
Bis = —(z5+ys)a;—(z5—y5) aa— = — (az5 4+ c (25 — 1) cos B) X+ bys § — (8f) Te 11
z5— 3) as c(z5— 1) sinBz
Bir = —(x5—ys)ar—(x5+ys)aa— = —(axs+czscosf) X—bysy —czssinfz (8f) Te 11
Z5 a3
Bis = (x5 +ys) a1 + (v5 — ys5) as + = (ax5 +c (Z5 + %) cos B) X—bysy + (8f) Te 1I
(Z5+%) az c(Z5+%)sinﬂ2
B = (6 —ys) a1 + (z6 + ygs) az + = (axe + czgcos B) X+ bys§ + czesin S z (8f) Te III
Zg as
Bao = —(26+ys) ai— (26 —ys) a2 — = — (ax6 +ec (zg — %) cos 6) X+bysy — (8f) Te 111

ZG—%) as

C(Z6 - %) sin Bz



B2y = —(x6—ys) a1 — (w6 +ys) aa— = —(axg+czgcosf) X—bygy — czesin Bz (8f) Te 111

Zg A3
Ba2 = (w6+ys) ar+ (w6 —ys) a2+ = (azg +c (26 + 3) cos B) X — bys ¥ + (8f) Te 111
(2 +3) a3 c(z6+ %) sin Bz
Bas = (x7 —y7) a1 + (x7 +y7) a2 + = (axy + czzcosB) X+ byr § + czrsin 5z (8f) Te IV
Zras
By = —(zr4yr)ar—(z7r—y7)aa— = — (az7 4+ c (27 — 1) cos B) X+ byr § — (8f) Te IV
(27— 3) a3 c(z7— %) sinBz
Bas = —(x7—yr)ar—(xr+y;)aa— = —(axyz+czreosf) X—by;§ —czrsin Bz (8f) Te IV
Z7as
Bag = (v74+y7)ar + (x7 —yr) an + = (az7 +c(z7+ %) cosB) X —byr § + (8f) Te IV
(Z7+%) az c(zv—l—%)sinﬂi
By = (rg —ys) a1 + (x5 + ys) az + = (axg + czgcos B) X+ bys § + czgsin S 2 (8f) Te V
Zg as
Bos = —(zs+uys)ar—(rs—ys)as— = — (awg 4+ c (28 — 3) cos B) X+ bys § — (8f) Te V
1 1\ .- ~
(28 — 3) a3 c(zs—3)sinBz
By = —(zs—ys)a; —(zs+ys)as— = —(axg+czscosf) X—bysy — czgsinfz (8f) Te V
zZg as
Bso = (zstys)ar+(zs—ys)ax+ = (azs +c (25 + %) cos B) % — bys § + (8f) Te V
(25 +3) a3 c(zs+ %) sinBz
B3, = (xg — yo) a1 + (x9 + yo) a2 + = (axg + czgcos B) X+ byg ¥ + czosin 5 (8f) Te VI
Z9 a3
B3z = —(zo+yo) a;—(zg—1y9) ag— = — (azg+c (29 — 1) cos B) X+ byg § — (8f) Te VI
z —%) az c(zgf%)sinﬁz
Bss = —(v9—yo)ar—(z9g+yg) az— = —(axg+czgcosf) X —bygy — czgsinfBz (8f) Te VI
Zg ag
Bsy = (rg +yo) a1 + (29 —yo) @+ = (azg + (20 + 5) cos B) X — byo § + (8f) Te VI
(20 +3) a3 ¢ (20 + 1) sin B2
Bss = (10 — y10) a1 + = (awio + cz10c08 ) X+ by10 ¥ + cziosin B 2 (8f) Te VII
(%10 + Y10) a2 + 210 @3
Bsg = —(z10 +y10) a1 — = —(awio+c (210 — 3)cosB) X+ by § - (8f) Te vII
(210 — y10) a2 — (210 — 3) as c(z10— 3)sin Bz
Bs; = _ (xlo — y1o) a; — = — (axw + ¢z10 €OS 5) X—byoy — (8f) Te VII
(710 + Y10) a2 — 210 @3 cz198in 8 Z
Bss = (z10 + y10) a1 + = (az10 +c (210 + 3) cos B) X — by ¥ + (8f) Te VII
(210 — y10) @2 + (210 + 3) a3 c(z10+ 3)sinfBz
B3y = (z11 —y11) a1 + = (aw11 +cz11co8B) X+ by11 ¥ + cz118in Bz (8f) Te VIII
(11 +y11) a2 + 211 a3
Bw = —(T11 +yn1) a1 — =  —(amy1 +c(211 — 3)cosB) X+byn § — (8f) Te VIII
(11 —y11) ag — (211 - %) az c (211 - %) sin 3 Z
Bua = —(z11 —yn) a1 — = —(az11 +eziicosB) X —byn § — (8f) Te VIII
(11 +y11) az — z11 a3 cz11sin B2
Bz = (z11+yn) a1 + = (az+c(e1+3)cosB) X —byn § + (8f) Te VIII
(11 —y11) a2 + (211 + %) as c(z11—|—%) sin 8 Z
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