Tas; Tey3 Structure:

A21B13 hP136_183 abc3d6e2f 2ab3dbe-001
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AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command
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Taz1Teis
A21B13_.hP136_183_abc3d6e2f_2ab3d5e-001
91811

1651334

hP136

183

P6mm

aflow --proto=A21B13_hP136_183_abc3d6e2f_2ab3d5e-001

--params=a, ¢/a, 21, %2, 23, Z4, 25, 26, L7, 27, L8, 28, L9, 29, L10, 210, L11, 211, L12, 212, L13,
213, T14, 214, X155 215, L165 2165 L17, 217, L18, Z18, £19, £19, L20, 220, T21, 221, T22, 222, T23, 223, T24,
Y24, 224, T25, Y25, 225

e This is a hexagonal approzimate of the quasicrystal dodecagonal tantalum telluride (dd-Taq ¢Te) structure. It may be
useful as a starting point for first-principles calculations.

e Space group P6mm #183 does not specify the origin of the z-axis. We use the values of (Conrad, 2000). (Villars, 2006)

sets zo = 0 for the Te-I site.

Hexagonal primitive vectors

a3 = %a X — éa vy
ag = %a X+ @a vy
ag = cZ
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c Z (1a) Ta I
B, = Zo as = 20 7 (1la) Te I
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1 V3

By = —T12a1 + 212 a3 = —5ar12X + 52ar12§ + cz12 2 (6d) Te VI
By = —z12a + 71283 = —tazp X — @axlg V+cznz (6d) Te VI
Bss = Ti2a1 + TioAs + 212 a3 = ar1a X+ cz10% (6d) Te VI
By, = T13a1 — T13 A2 + 21343 = —V3az13§ + czi3 % (6e) Ta VII
Bis = T13a; + 2x13 a2 + 213 a3 = %axlg X+ @amlg Y +czi3Z (6e) Ta VII
By = —2r13a; — r13a2 + 21383 = —3azi3 %+ ?axlg ¥+ czi3Z (6e) Ta VII
Bso = —x13a; + T13 a2 + 213 a3 = V3az13§ + cz132 (6e) Ta VII
Bs: = —x13a1 — 2x13 a2 + 213 a3 = —%CL.’1313 X — @amlg ¥ +czi3Z (6e) Ta VII
Bs, = 2x13a; + 213 a2 + 213 a3 = %axlg X — §GI13 y+czi3Z (6e) Ta VII
Bz = T14Q] — T14 80 + 214 A3 = —V3az14§ + cz14 2 (6e) Ta VIII
Bss = T14a1 + 2714 A2 + 214 A3 = gax14 X+ ‘fax14 v+ cz14 7 (6e) Ta VIII
Bss = —2T148] — T14 Qg + 214 A3 = gaxM X+ ‘{aajm V+cziaz (6e) Ta VIII
Bsg = —21481 + T14 Q2 + 214 A3 = V3ax14§ + czia 2 (6e) Ta VIII
Bsr = —x148; — 2T14 29 + 214 A3 = —%cwa X — ?axM ¥+ czaz (6e) Ta VIII
Bss = 2T14 a1 + T4 80 + 214 A3 = Sawiy X — ?axm ¥V +cz14 % (6e) Ta VIII
Bsg = 15 a1 — T15a2 + 215 A3 = —V3ax15§ + czi5 2 (6e) Ta IX
Bgo = T15 a1 + 2215 ag + 215 a3 = %a$15 X+ @aww ¥+ ez (6e) Ta IX
Bg1 = —2r15a; — T15 a2 + 215 a3 = —3azs %+ ?axm v+ cz15 2 (6e) Ta IX
Bgz = —Z15a; + T15 a2 + 215 a3 = V3axs ¥ + cz15 % (6e) Ta IX
Bes = —x15a1 — 2715 a2 + 215 A3 = —3azi5% — @al’ls ¥ +czi52 (6e) Ta IX
Bgs = 2r15a1 + 15 a3 + 215 Az = %QZL’15 X — @aww ¥ +cnsz (6e) Ta IX
Bes = ZT16a] — T1g A2 + 216 A3 = —V3az1s§ + czi6 2 (6e) Ta X
Bes = T1ga1 + 2T16 Az + 216 a3 = SamieX + @axw ¥ + cz16 Z (6e) Ta X
Ber = —2r16a1 — T1g a2 + 216 a3 = 73&1‘16 X+ fazm ¥+ czi6Z (6e) Ta X
Bes = —T16 a1 + T16 a2 + 216 A3 = V3az16§ + cz16 2 (Ge) Ta X
Bgo = —T16a; — 2716 a2 + 216 a3 = —3awi6% — ?amm V + cz16 Z (6e) Ta X
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Bi2s = (%24 —Y24) @1 — Yogag + 29483 = %a (z24 — 2yoq) X — ?amm Y+ croaZ (12f) Ta XIII

Bi24 = —@osa; — (224 —Y24) @z + 20423 = —2a(2ms — y2u) X+ fay24 ¥+ ez (12f) Ta XIII

Bi2s = Tos a1 + Y25 A2 + 225 A3 = %a (w25 + ya5) X — @a (T25 —y25) ¥ + (12f) Ta XIV
o5 2

Bi26 = —yosay+ (x25 —y25) a2 + 22543 = % (w25 — 2y25) X + fal"% ¥ +czas2 (12f) Ta XIV

Bi27 = — (225 —y25) a1 — 582+ 20543 = —3a (2w25 — y25) X — %ay% ¥+ caas5 2 (12f) Ta XIV

Bi2s = —Tg5 a1 — Y25 A2 + 225 A3 =  —Za(zos+ys) X+ @a (25 —y25) ¥ + (12f) Ta XIV
o5 Z

Bi2o = yosar — (w25 —¥y25) a2 + 22583 = La(—xo5 + 2y25) X — ﬁﬂw% Y + czo5 2 (12f) Ta XIV

Biso = (%25 — y25) a1 + 295 as + 205 a3 1a(2wo5 — y25) X+ fay% § + czo5 2 (12f) Ta XIV

Bis: = —Y25 @1 — To5 A2 + 225 A3 =  —Za(zos+yos) XK — %a (25 — y25) ¥ + (12f) Ta XIV
o5 Z

Bizz = — (%25 —y25) a1 +ypsaz +225a3 = %a (=225 + 2y25) X + fa$25 Y + czo5 2 (12f) Ta XIV

Bizs = aos5a; + (795 — yo5) ag + 20523 = 1a (2225 — y25) X — %ay% § 4 czo5 2 (12f) Ta XIV

Bi3s = Y25 a1 + Ta5 a2 + 225 a3 = Ta(wos +y2s) X+ ga (w25 — yo5) ¥ + (12f) Ta XIV
o5 2

Biss = (%25 —y25) a1 — Yosas + 29583 = %a (z25 — 2yo5) X — ﬁax% ¥V + czos5Z (12f) Ta XIV

Bise = —ao5a1 — (Za5 —yo5) as+ 20583 =  —ia(2a05 —yo5) X+ %ay% § + c2o5 2 (12f) Ta XIV
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