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Prototype 0O3TeTl,

AFLOW prototype label A3BC2.mP24_14_3e_e_2e-001
Pearson symbol mP24

Space group number 14

Space group symbol P2, /c

AFLOW prototype command  aflow --proto=A3BC2_mP24_14_3e_e_2e-001
—~params=a, b/a7 C/a7 67 Z1,Y1,%21,%2,Y2,22,23,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

e This is the low-temperature structure of TlyTeO3. Above 440°C it transforms into the orthorhombic aTlyTeO3. The
data was taken at 25°. (Rieger, 2007).

e (Rieger, 2007) mislabel the Wyckoff positions for 5-T1;TeO3. All of the atoms are on the general position (4e) sites.
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Simple Monoclinic primitive vectors
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Lattice
coordinates
ria; +yiaz + 2z1as
—xia; + (yl + %) az —
(21— 3) as
—Zi1a; —Yiaz —z1a3

T 31—(y1 - %) az+(21 + %) as

Toa + Y2 a2 + 22 a3

—x2a; + (yz + %) az —
(2 1) o

—T2a; —Yzaz —z24ag

raan (2~ 3) aact (24 3) g

Tza; +ysaz + z3as
—zza; + (y3+ 3) az —
z3— 3) ag

—Tza; —Yszaz — z3as

17331—(313 - %) 32+(23 + %) as

T4a) +Ygaz + 2423
—zsa; + (y4+%) az —
z4— 3) ag

—X4a1 —Ysay —2z4a3

ran (- ) ot (s 4 1) g

Tsar + ysaz + 25 ag

—zsa; + (y5 + 3) a2 —
(5 3) o

—Ts5a1 —Ysaz — 2Z5a3

x5a17(y5 - %) a2+(z5+ %) ag

Te a1 + Ye a2 + 26 A3

Cartesian
coordinates

(axq +czicosB) X+by1 §+cz1sinfz
—(az1 4+ ¢ (21 — 3) cos B) X+
b(ler%) yfc(zlf%)sinﬁi

—(az1 +cz1c080) X —by1§ —cz1sin Bz
(az1 + ¢ (21 + 3) cos B) % —
b(yl—%) y—l—c(zl—l—%)sinﬁi

(axe + czaco8 B) X+ bya § + czo8in S 2
—(axg—l—c(zQ—%)cosﬂ) X+
b(yg—i—%) y—c(zg—%)sinﬁi

—(azg 4+ czocosB) X —bys § — czosin Bz
(ax2+c(22 + %) COS,B) X —
b(y2—3) ¥ +c(z+3)sinfz

(axs + czzcos B) X+ bys § + cz3sin S 2
—(awg—l—c(z;;—%)cosﬁ) X+
b(ys+3) ¥ —c(zs—3)sinB2

—(axs + czzcos B) X —bysy — cz3sin Bz
(axs +c (23 + 3) cos B) X —
b(ys —3) ¥ +c(zs+1)sinpz

(axg + czgcosB) X+ bys§ + cz4sin Sz
—(am—l—c(z;;—%)cosﬁ) X+
b(ya+3) 9 —c(za—3)sinBz

—(axg 4+ cz4co8B) X —bys § — czy4sin Bz
(a:z:4+c(24+%) cosﬁ) X —
b(y4f%) y+c(24+%)sinﬂ2

(axs + cz5co8 B) X+ bys § + cz5s8in S 2
—(a%—l—c(%—%)cosﬁ) X+
b(y5+%) &—c(z;,—%)sin,@i

—(axs 4+ cz5cosB) X —bys § — cz5sin Bz
(ax5+c(z5+%) cosﬁ) X —
b(ys — %) §+c(z5+3)sinB2

(axg + czgcos B) X+ bys ¥ + czgsin 5
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Bsy = —zear + (yo + 3) a2 — = — (azg 4+ c (26 — 3) cos B) %X+ (4e) TI1 1T

(267%) as b(yGJr%)y*C(Zﬁ*%)Sinﬂﬁ
Bos = —Zgal — Ygas — 26 as = —(azxg+czgcosf) X —bysy — czsin Bz (4e) T111
Boy = 24 al—(y — %) ag—l—(zg + %) az = (amg—i—c(zg—i— %) cosﬁ) X — (4e) TI 11

b(ye—%) §f—|—c(z6+%)sinﬁi
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