a-T1sTeO3 Structure:
A3BC2_0P48_50_3m_m_2m-001

This structure originally had the label A3BC2_0P48_50_3m_m_2m. Calls to that address will be redirected here.
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Prototype 0O3TeTly

AFLOW prototype label A3BC2_0P48_50_3m_m_2m-001
ICSD 240675

Pearson symbol oP48

Space group number 50

Space group symbol Pban

AFLOW prototype command aflow --proto=A3BC2_oP48_50_3m_m_2m-001
—~params=a, b/a7 C/a7 T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

e This is the high-temperature structure of TloTeO3. Below 440°C it transforms into the monoclinic |[3Tl;TeO3 structure,
but remains metastable at 25°C, where this data was taken. (Rieger, 2007).
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a; = aX
as = by
ag = cCzZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + Yy as + 21 ag = ary X+ by y +cz1 Z (8m) Ol
B, = —(xl—%)al—(yl—%)ag—i— = —a(ml—%)i{—b(yl—%)y—kczli (8m) Ol
21 a3
By = —(xl—%)a1+y132—2133 —a(fvl—%)fc—&-byljf—czli (8m) 01
B, = xlal—(yl—%)ag—zlag = azlfc—b(yl—%)y—czli (8m) Ol
By = —x1a; — Yy as — 21 a3 = —ar1X—by1y—cxn 2 (8m) Ol
Bg = (ml—l—%) a1+(y1+%) as—z1ag = a(ml—&—%)f{—l—b(yl—i—%)y—czli (8m) OI1
B, = (x1+3) a1 —y1as + 21 a3 = a1 +3) X—byny+enz (8m) 01
Bg = —zia; + (y1 +%) as + 71 a3 = fax1i+b(y1+%) V+cz 2 (8m) Ol
By = Toay + yo as + 29 as = axo X +bys ¥ + cz0 Z (8m) O1II
Bio = —(z2—3)ai—(y2—3)a+ = —a(wa—3)%x—b(y2—3) §+c22 (8m) on
Z2as
B = - (1‘2 — %) a; +yoas — 22 a3 = —a (xg - %) X+bys § — cz0 2 (8m) O1II
B, = Toa; — (y2 - %) as — zp as = angc—b(yg — %) V—cxni (8m) O1II
Bz = —Tpa; — Yz as — 29 a3 = —axaX —bys ¥ —c2 Z (8m) O1II
B4y = (x2—|—%) al—l—(yg—l—%) as—z29ag3 = a(xg—&—%)fc—l—b(yg—i—%)y—czgi (8m) O1II
Bis = (3:2+%) a; —ysas + 22 a3 = a(ngr%) X—bys§ + cz0 (8m) O1I1
Big = —zoar + (y2+3) a2 + 20 a3 = —azoX+b(y2+3) §+ 22 (8m) oIl
By = r3ay + yzas + 23 a3 = arz3X +bysy +cz32 (8m) O III
Bis = —(z3—3)ai—(y3—3)a+ = —a(ws3— %)X —b(ys—3) §+cz32 (8m) O III
Z3as
By = — (1’3 — %) a; +ysas — z3as —a (xg — %) X+bysy —cz3z (8m) O III
Bog T3a; — (y3 — %) as — z3as = arsX —b (yg — %) Y —cz3% (8m) O III
By = —rza; — Yz as — z3as = —arz3X —bysy —cz3%2 (8m) O III
Bas = (z3+3)ai+(ys+3) ax—z3a3 = a(zs+3)X+b(ys+3)9—ces2 (8m) O III
By = (z3+3) a1 —ysas + 23 a3 = a(zs+3) X—bysy +czsi (8m) O III
Bay —r3a; + (yg + %) ap + z3 as = —ar3X+0b (y3 + %) V+czz (8m) O III
Bos = Tqa1 + ygas + 24 a3 = axs X +bysy + cz4 (8m) Te I
Bog = 7(z47%) alf(y4f%) a+ = fa(x4f%))‘(fb(y4f%)y+0242 (8m) Te I
24 a3
Byr = — (334 — %) a; +ysas — z4a3 = —a (:104 — %) X+bysy —c2uz (8m) Te I
Bos = x4al—(y —%) as — 24 a3 = ami—b(y —%)Sf—czqi (8m) Te I



Bag —Z4a] —Ygaz — 24 a3 —axy X —bys ¥ —cz4 2 Te I
B3 (m—l—%) a1+(y4+%) as —z4 ag a(x4+%))‘c+b(y4+%)y—0242 Te I
B3s: (m—i—%) a; —ysas + 2z4a3 a(m4+%)&—by4y+0z4i Te I
Bs2 —zqa1+ (ya+3) a2 + 2483 —azsX+b(ya+3) §+czz Te I
Bss rsai + ysas + z5 as arsX +bysy +cz52 TII
Bss —(xg,—%)al—(yg,—%)ag—i— —a(mg,—%))‘(—b(y —%)5/—&—0252 TII
z5 as
Bss — (w5 — 3) a1 +ys a2 — z5 a3 —a (w5 —5) X+bys § — cz5 2 T11
Bsg $531*(y5*%) as — z5as az55<fb(y5f%)y70252 TII
Bsr —Ts5a; — Ysas — 25 as —arsX —bysy — cz5Z TII
Bss (l‘s-i-%) a1+(y5+%) as — 25 as a(ﬂc5+%)&+b(y5+%)y—025i TI1
Bsg (a:s—i—%) a; —yYsas + 25 as a(a:5+%))2—by5y+cz52 TI1
Bu4o —x5a; + (y5+%) as + z5 as faa:5>”<+b(y5+%) V+czs2 TII
B4 Teai + yYg az + 2 as axgX +bys ¥ +cz¢ 2 T1 11
Bys —(mg—%)al—(y(g—%) as + —a(xg—%)f(—b(yg—%)y—&—czgi T1 11
Z6 as
Bas 7(:1767%) a; + ygas — zg as —a(zﬁf%)i+by6y—cz62 TI1I
Bua xGal—(yG—%) as — zg as a:vgfc—b(yg—%)y—czﬁi T1 11
Bus —Xg a1 — Yg A2 — 26 Ag —axgX —bye ¥ —cz6 2 T11I
Bus (a:6—|—%) a1—|—(y6+%) as — 2z ag a(x6+%)5<—|—b(y6+%)y—cz62 TIII
Bur (xGJr%) a; — Yg as + zg as a(fz:ng%)f(fbyquchﬁZ T1II
Bus —xga + (yG + %) as + zg as —angc—&—b(%—i— %) Y +cziz T1 11
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