a-T1sTeO3 Structure:
A3BC2_0P48_50_3m_m_2m-001

This structure previously used the label(s) A3BC2_0P48_50_3m-m_2m. Calls to these addresses will be redirected here.
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Tl

Prototype O3TeTl,

AFLOW prototype label A3BC2_0P48_50_3m_m_2m-001
ICSD 240675

CCDC 1711331

Pearson symbol oP48

Space group number 50

Space group symbol Pban
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AFLOW prototype command aflow --proto=A3BC2_oP48_50_3m_m_2m-001

——para.ms=a,b/a,c/a,x1, Y1,21,%2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

e This is the high-temperature structure of Tl;TeO3. Below 440°C it transforms into the monoclinic fTl;TeO3 structure,

but remains metastable at 25°C, where this data was taken. (Rieger, 2007).

Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = Tray +yraz + 21 a3 ar1X+by1 §+cz1 2 (8m) 01
B, = —(m1i-Ya—(y1—3%)a+ —a(ry—3)X—b(p1— %) 9y +ca 2 (8m) 01l
21 a3
By = — (21— 1) a1 +y1a2— 21 a3 —a(zy— %) X+by1 § — ez 2 (8m) (O
By, = $131—<y1—%)ag—2133 aa:lfc—b(yl—%)y—czli (8m) Ol1I
B = —ria; —yas — 21 a3 —ar X —bypy—czz (8m) Ol
Bg = (SB1+%) a1+(y1+%) as — 21 ag a(x1+%))‘<+b(y1+%)y70212 (8m) Ol1
B = (xl—i—%) a; —yjas + 2 as a(acl—i—%)f(—byly—i—czli (8m) Ol
Bs = —r1a; + (yl +%) as + 21 a3 —amlfc—&-b(yl + %) V+cnz (8m) OI1I
By = Toay + Yo as + 29 ag axs X+ by ¥ + c20 Z (8m) O1II
Bio = f(ng%) alf(ygf%) as + fa(ng%)icfb(ygf%)y+czzi (8m) O1II
29 a3
Bi1 = — (332 — %) a; + ypas — 29 a3 —a (xg — %) X+bys ¥ —c20z (8m) O1I1
B = za; — (y2 — 3) az — 22 a3 araX—b(y2—3) ¥ —c202 (8m) oIl
Bz = —Toa) — Yo ag — 2o a3 —axoX —bys ¥ —c202 (8m) OII
B4 = ($2+%) a1+(y2+%) as — 29 as a(mg—&-%)i—kb(ygﬁ-%)y—czzi (8m) oIl
Bis = ($2+%) a; —yoas + 29 a3 a(xg—l—%) X—bys ¥ +c20z (8m) OII
Big = —zoar + (y2+3) a2 + 20 a3 —azaX+b(ya+3) §+ 2 (8m) 011
By = T3a) + ysas + 23 as ax3X +bysy + cz3 z (8m) O III
Bis = —(z3—3)ai—(y3—2%)ar+ —a(zs—3)%X—b(ys— %) 9y +czs2 (8m) O III
23 a3
By = — (1‘3 — %) a; +ysas — zz ag —a (133 — %) X+bysy — cz3Z 8m) O III
By = T3a; — (y3 — %) as — zzas arsX —b (y3 - %) y—cz3Z (8m) O III
By = —r3a; —yszas — 23 a3 —ar3X —bysy —c23% (8m) O III
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Ba, = (z3+3)ai+(ys+3) ag—z3a3 = a(zs3+3)X+b(ys+3) 9 —ces2 (8m) O 111
Bss = (z3+3) a1 —ysas + z3 a3 = a(zs+3) X—bysy +czsi (8m) O III
Boy = —r3a; + (y3 + %) as + 23 a3 = —ax3X+0b (y3 + %) Vv +c23Z (8m) O III
By = Tgay + ygas + 24 a3 = ary X +bysy + cz4 2 (8m) Te I
Bog = 7(z4f%)a17(y f%) a+ = fa(x4f%)§(fb(y f%)5f+0242 (8m) Te I
Z4 a3
Byr = — (x4 — %) a; +ysas — z4a3 = —a (:104 — %) X+bysy —c2uz (8m) Te I
Bos = Tqa; — (y4 — %) as — 24 a3 = ax4i—b(y4— %) Y —cz4Z (8m) Te I
Boy = —rga; —ygap — 2483 = —aryX — by, y —cz4 2 (8m) Te I
Bso = (za+3)ai+(ya+3)as—za3 = a(za+3) K+b(ya+3)y—cuz (8m) Te I
B3, = (m—i—%) a; —ysas +z24a3 = a(m—i—%) X—bysy +c2ui (8m) Te I
B3, = —x4aq + (y4 + %) as + 24 a3 = —axsX+0b (y4 + %) Y+ cz42 (8m) Te I
B3 = Tsa) + ys as + 25 as = axs X+ bys ¥ + cz5 (8m) T11
Bas = —(zs—-Ha—(ys—3L)at+ = —a(zs—3)%x—b(ys—3) §+cz52 (8m) TI1
25 as
Bss = — (w5 — 3) a1 +ysaz — z5 a3 = —a (w5 —5) X+bys § — cz5 2 (8m) T11
B3 = Tsa, — (y5 - %) as — 25 ag = az5)“<fb(y5 — %) y—cziZ (8m) T11
Bs; = —Z5a; — Y5 ag — 25 as = —ax5X —bysy —cz52 (8m) T11
B3z = (atg,—i—%) a1+(y5+%) as—zsag = a(x5+%)&+b(y5+%)y—cz5i (8m) Tl 1
B3y = (1;5—1—%) a; —ysas + z5as = a(a:5—|—%) X —bysy +cz52 (8m) T11
By = —xsa; + (y5 + %) as + 25 ag = —axrsX+0b (ys + %) ¥ +cz52 (8m) T11
Bs = Tea + Y a2 + 26 as = are X +bys ¥ + c26 2 (8m) TI1I
By = —(zs—3)ar—(yo—3) az+ = —a(wg— %) %—b(ys—3) §+cz2 (8m) T11I
26 A3
Bis = - (:176 — %) a; + yg as — 2¢ as = —a (zﬁ — %) X+ bygy — cz6 (8m) Tl 11
By = Tea; — (yG — %) as — zg as = argX —b (y6 — %) V—cziZ (8m) TIII
By = —Iga; — Ygas — 2 as = —argX —bygy — c26 (8m) T1 11
By = (a:6—|—%) a1—|—(y6+%) as—zgaz = a(x6+%) k+b(y6+%) y—czi (8m) T11I
By = (z6+3) a1 —ysas + 26 a3 = a(ze+3) X—bysy +cz 2 (8m) T11I
Bus = —zgar + (Yo + 3) a2 + 26 a3 = —azeX+b(ys + 3) § + cz6 2 (8m) TI1 11
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