InyTes (IT) Structure:
A2B5 m(C84 15 3t e7t-001
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Prototype InyTes

AFLOW prototype label A2B5_-m(C84_15_3f_e7f-001

ICSD 1385
CCDC 1591516
Pearson symbol mC84
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=A2B5_mC84_15_3f_e7f-001
—Tparams=a, b/a’ C/av ﬁv Y1,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27,

T8, Y8, 28,L9,Y9,29,T10, Y105 210, 11, Y11, 211

e (Sutherland, 1976) found the structure which we call InoTes (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.

Base-centered Monoclinic primitive vectors

a; = %ai—%by
as = %a)“(qtéby
ag = ccosfBX+csinfz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —yi1a; +yias + iag = %ccosﬁ&—l—bgly—i— icsinﬁi (4e) Te I
B, = ylal—y1a2+%a3 = %ccosﬁk—by1y+%csinﬁi (4e) Te I
B; = (2 —y2) a1 + (w2 +y2) az + = (az2 +czacos B) X+ by2 § + czasin B2 (8f) In I
Z9 asg
By = —(za2+y)a—(r2—y2)a— = —(axg—&-c(zg—%) COSB) X+bys ¥ — (8f) InI
22—%) as c(zg—%)sinﬁi
B5 = — (.132 — y2) a; — (332 + yg) ags — = — (CL$2 + cz5 CcoSs ﬂ) X — by2 y — CZ9 sinﬁi (8f) InI
Z2 as
Bs = (2 +y2) a1 + (12 — y2) az + = (axg +c (2’2 + %) oS ﬁ) X—by2 ¥ + (8f) In I
(22 +3) a3 c(z2+3)sinBz
B = (x3 —y3) a1 + (x3 + y3) az + = (axs + czzcos B) X+ bys§ + czssin 5z (8f) In II
zZ3ag
Bs = —(v3+y3)a—(2z3—y3)a— = —(az3+c (23 — 1) cosB) X+ bys § — (8f) In II
z3—3) as c(z3—1)sinBz
Bg = —(z3—ys)ar—(x3+ys)azs— = —(aws+czzcosf)X—bysy —czzsinfz (8f) InII

z3a3
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Bio = (x3 +y3) a1 + (w3 — y3) as + = (axg +c (23 + %) cos B) X—bysy + (8f) In II

(z3+ %) a3 c(z3+ %) sinBz
By1 = (rq —ys) a1 + (T4 + ya) a2 + = (axg + czacosB) X+ bys§ + czasin Sz (8f) In IIT
Z4 Asg
Biz2 = —(watw)ar—(za—y)ar— = —(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 A3
Bis = (x4 +yq) a1 + (x4 — y4) a2 + = (azg +c(za+ 3)cosB) X —bys§ + (8f) In IIT
(21 +3) a3 c(z+ 3)sinBz
Bis = (1;5 — y5) a; + (gj5 + ys) as + = (a]j5 + cz5 Ccos ﬁ) X+ by5 ¥ +czs sin Bz (Sf) Te II
%5 a3
Big = —(z5+ys)ar— (25 —ys)az— = — (azs +c (25 — ) cos B) X+ bys § — (8f) Te II
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 = (5 +ys) a1 + (x5 — ys5) az + = (GI5 +c (2’5 + %) cos B) X—bysy + (8f) Te II
(25+%) az c(Z5+%)sinﬂ2
By = (r6 — y6) a1 + (z6 + yg) az + = (axe + czgcos B) X+ bys ¥ + czgsin S (8f) Te 111
Zg as
B2o = —(w6+ys) a1 — (v6—ys) a2— = — (aze + ¢ (26 — 5) cos B) X+ bys § — (8f) Te 1T
z6—%) as 0(26—%)sinﬁi
Ba: = —(z6—ys) a1 — (w6 +ys) aa— = —(axg+czgcosf) X—bygy — czesin Pz (8f) Te 111
%6 A3
By, = (r6 +y6) a1 + (6 — yg) az + = (axe + c (26 + 3) cos B) X —bys§ + (8f) Te III
(zg—&—%) as c(z(;—i—%) sin Bz
Bos = (x7 —y7) a1 + (v7 + y7) az + = (axy + czrcosB) X+ byr § + czrsin 5z (8f) Te IV
Z7 as
Boy = —(z7+yr)ay—(z7—yr)ag— = — (az7 4+ c (27 — 3) cos B) X+ byr § — (8f) Te IV
z7—%) as c(m—%)sinﬁi
Bas = —(x7—yr)ar—(xr+y;)aa— = —(axyr+czreosf) X—by;§ —czrsinfz (8f) Te IV
Z7 as
Bos = (x7 +y7) a1 + (z7 — y7) ag + = (ax7 +c (Z7 + %) cos B) X—byry + (8f) Te IV
(Z7+%) az c(27+%)sinﬂ2
Byr = (rg —ys) a1 + (x5 + ys) az + = (axg + czgcos B) X+ bys § + czgsin Sz (8f) Te V
Zgag
Bas = —(vs+ys)ar— (s —ys)az— = — (axg +c (28 — 5) cos B) X+ bys § — (8f) Te V
(Zg—%) as C(Zs—%) sin Bz
By = —(zs—ys)a; —(zs+ys)as— = —(axg+czscosf) X—bysy — czgsinfBz (8f) Te V
zZg as
Bso = (ws+ys)ar+(zs—ys)as+ = (axs +c(zs + 5) cos f) X — bys § + (8f) Te V
(25 +3) a3 c(zs+3)sinBz
Bs; = (xg — yo) a1 + (xg + yg) a2 + = (axg + czgcos B) X+ byg ¥ + czosin 5 (8f) Te VI
Zg as
B3z = —(zo+yo) a1 —(zg—1y9) ag— = — (azg+c (29 — 3) cos B) X+ byg § — (8f) Te VI
(Z9 - %) az c (29 — %) sin 32



Bss = —(xo—yo)a;—(zg+yg) az— = —(axg+czgcosf)X—bygy — czgsinfBz (8f) Te VI

%9 ag
B3y = (rg +y9) a1 + (x9 —yo) @z + = (azg + c (29 + 3) cos B) X —bye § + (8f) Te VI
(20 +3) a3 c(z9+ %) sinBz
Bss = (xIO — le) a; + = (axlo + cz19 coS 6) X+ ble Yy + czi0 sin 3z (Sf) Te VII
(w10 +y10) a2 + 210 a3
Bss = — (210 + y10) a1 — = —(awmo+c (210~ 3)cosf) X+ by y — (8f) Te VII
(210 — y10) a2 — (210 — 3) a3 c(z10— 1) sinpBz
B3, = — (210 — y10) a1 — = —(ax19 +cz10cos B) X —by10y — (8f) Te VII
(10 + y10) a2 — 210 a3 cz10sin B z
Bss = (z10 + y10) a1 + = (az10 + ¢ (210 + 3) cos B) X — by1o ¥ + (8f) Te VII
(210 — y10) a2 + (210 + 3) a3 ¢(z10+ 1) sinpz
B3y = (z11 —y11) a1 + = (ax11 +cz11co8B) X+ by11§ +czi1sin Bz (8f) Te VIII
(r11 +y11) a2 + 211 a3
By = — (11 +y11) a1 — =  —(arn+c(z11—35)cosfB) K+ byny - (8f) Te VIII
(11 —y11) ag — (2’11 - %) ag c (zll — %) sin 8 Z
B41 = — (xll — yll) a; — = — (axn + cz11 COS 5) X — byll y - (8f) Te VIII
(z11 +y11) a2 — z11 a3 cz118in Bz
By, = (11 +y11) a1 + = (az11 +c (211 + 3) cosB) X — by § + (8f) Te VIII
(z11 —y11) a2 + (211 + 3) as c(z11+ 3)sinfz
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