NbsoSe Structure:
A2B . mC24 12 41 21-004

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia /2691

https://aflow.org/prototype-encyclopedia/A2B_mC24_12_4i_2i-004

Se a
,QOO QQO
TN

@ 09 9009
00 se°

Prototype NbgSe

AFLOW prototype label A2B_mC24_12_4i_2i-004
ICSD 26183

CCDC 1601616

Pearson symbol mC24

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=A2B_mC24_12_4i_2i-004
~Tparams=a, b/a7 C/a’7 ﬂ, T1,21,%2, 22, T3,23, L4, 24, L5, 25, L6, 26

Other compounds with this structure
HfQSe

Base-centered Monoclinic primitive vectors
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a; = %a X — %b y
a; = saX+ by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 + 21 a9 + 21 a3 = (ax1 4 cz1cosB) X+ cz18inf 2 (4i) Nb 1
B, = —r1a; —T1az — 2] a3 = —(axz1 +cz1cosB) X —cz18in B2z (4i) Nb I
B; = Toay + Toag + 29 a3 = (axq + czacos f) X+ czosin Sz (41) Nb II
B, = —Toa] — To Ay — 29 A3 = —(azg 4 czocos B) X — czosin f 2 (4) Nb II
Bs = r3a) + r3as + z3as = (axs 4 czgcos B) X + czgsin f 2 (4i) Nb III
Bg = —x3a] — T3ag — 23 a3 = — (ax3 4+ czzcos B) X — czzsin B2 (4i) Nb III
B, = Tyay + 2489 + 2423 = (axy + cz4co8B) X+ cz48in S 2 (41) Nb IV
Bg = —Zga1] — Tg A9 — 24 A3 = —(axy 4+ cz4co8B) X — cz48in f 2 (4) Nb IV
By = Tsay + T5as + 25 as = (axs 4 cz5cos B) X+ czssin f 2 (4i) Sel
By, — —Zsa; — T5 Ay — 25 A3 = — (azs + czscos B) X — czssin B2 (4i) Se I
Bi1 = Tgay + Tgag + 26 as = (axg + czgcos B) X + czgsin 2 (4) Se I1
B = —Tga] — Tg Ay — 26 A3 = — (axg + czgcos B) X — czgsin f 2 (4i) Se 11
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