ThoZnq7 Structure:
A2B17_hR19.166_c_cdth-001
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Prototype ThoZnq 7
AFLOW prototype label A2B17-hR19.166_c_cdfh-001
ICSD 20238
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CCDC 1598060
Pearson symbol hR19
Space group number 166
Space group symbol R3m

AFLOW prototype command aflow --proto=A2B17_hR19_166_c_cdfh-001

--params=a, c/a, 1, Ta, Ta, L5, 25

Other compounds with this structure

BagMgm, 0620017, CGQFGN, CeQZnn, Dy2C017, Dy2F617, DyQZn17, Ergznn, Gd20017, Gd2F617, Gdgznn, HfQBel7, H02C0177
HOQZD17, Laann, LUQZH17, NbgBe”, NdQCOl?, Nd2F617, NdQZI’l17, PI‘QCO]_77 PI‘2F6177 PI‘QZH17, P112Z11177 Sm2C017, SmgFe177
SmQZH17, TagBen, T‘b200177 TbQFeN, TbQZI’l17, Th2C017, TtheN, TthnN, Ti2B617, TmQZn”, UQZH17, Y20017, Y2F617,
YQZH17, YbQZn177 ZI‘2B617, AIQCeQCols, CGQMH7A110

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

ap = %ai—éay—kéci

az = %a v+ %c Z

ag = —%ai—%ay—i—%ci

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type

B, = Tia; +x1as +xqas = cxr1 Z (2¢) ThI
B, = —r1a; —r1ay — T as = —cx1 Z (2¢) ThI
B = Toa + Toas + Toas = cxo Z (2¢) Zn 1
By, = —Zoa] — Ty ag — To A3 = —cxo 2 (2¢) Zn 1
Bs = %al = %afc— T@ay—l— %cz (3d) Zm 11
Bs = la, = oyt lez (3d) Zn 11
Br = lay = ~lagx — Y3ay + lez (3d) Zn 11
Bgs = T4a1 — T4 a0 = %am X — @am v (6f) Zn I1I
By = T4ag — Ty4as = %am X+ @am y (61) Zn 111
By = —xz4a; + T4a3 = —ary X (6f) Zm 111
By = —zga; + 14 a0 = —tazy Rk + @auy (6f) Zn 111
By = —x4as + x4a3 = —%am X — @am y (6f) Zm III
Bz = T4a; — Ty4as = ars X (6f) Zmn 111
B4 = Tsay + Tsag + 25 a3 = %a (x5 — 25) X+ %a (x5 —25) § + (6h) Zn IV

$c(2m5 + 25) 2
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B15 = zZsal +x5a + Trsas = 7%& (1‘5 725) X+ ?a (.T5 725) 5’+ (6h) Zn IV
$c(2w5 + 25) 2

Big = Tsa] + z5as + Tsas = —%a (x5 —25) § + %c(2x5—|—z5) Z (6h) Zn IV
B17 = —Z5aA] — T5aA2 — T5aAs = %a (IZ?5 725) 5{7 %a (IE5 72’5) }A’* (Gh) ZIl IV
$c(2m5 + 25) 2
Bis = —Z5a] — T Ay — 25 A3 = —%a (x5 — z15 X — %a (x5 —25) § — (6h) 7n IV
3¢ (205 + 25) 2
Big = —Tsa; — z5as — Ty Az = %a (x5 —25) §y — %c (225 + 25) 2 (6h) Zn IV
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