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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/EWTS8

https://aflow.org/prototype-encyclopedia/A7B4-mC44_12_ac6i-4i-001

Nb;P4
A7B4_.mC44_12_ac6i_4i-001
41238

1611029

mC44

12

Cc2/m

aflow --proto=A7B4_mC44_12_ac6i_4i-001

——params=a,b/a,c/a,ﬁ,x3,zg,x4, 24,T5,25,L6y26,L7,27, L8, 28, L9y 29, L10,5 210y L115 211,

T12, 212

Base-centered Monoclinic primitive vectors
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Lattice
coordinates

0
1

283
rsaj] +rzaz + z3zas
—T3a] — T3z3aAg — 2343
rq4a] +x4a0 + z4a3
—X4QA] —TgaAz — Z4A3
Tsa] + Trsag + z5as
—XzaA] — TzaAz — Z5aA3
Tgal + Tgas + zgas
—TgaAl — TgaAz — Zg A3
Tr7a] +xrrag + zyas
—X7aA] —TraAz — Z7aAs
rga + rgas + zgas
—XgaA] —TgaAy — zgaAs
Tgaj + Trgag + zg as
—Xga] —TgaAy — ZgaAsg
Tioar +Tipoaz2 + 21023
—Tjipa1 —T1pd2 — 21043
Ti1ar +T1az +2n1a;3
—Z11Q1 —T11a2 — 21143
Ti2a1 + 1222 + 21223

—T12a1 —Ti12a2 — 21243

Cartesian
coordinates

0
%ccosﬁiJr %csinﬁi
(axs + czgcos B) X + czgsin f 2
— (ax3 4+ czzcos B) X — czzsin B2
(axy + cz4co8B) X+ cz48in S 2
—(azy 4+ cz4co8B) X — cz48in S 2
(axs 4 cz5cos B) X+ czssin f 2
— (axs + cz5cos B) X — czssin B2
(axg + czgcos B) X + czgsin 2
— (azg + czgcos B) X — czgsin f 2
(ax7 4 cz7cos B) X+ czrsin f 2
— (ax7 4+ czrcos B) X — czrsin B2
(axs + czgcos B) X + czgsin S 2
— (azxg + czgcos B) X — czgsin f 2
(azg + czgcos ) X + czgsin 82
— (axg + czgcos B) X — czgsin Bz
(ax1p + cz10cos B) X + cz1osin B Z
— (az19 + cz1pcos B) X — cz1psin f 2
(ax11 + cz11co8B) X+ cz118in Bz
— (ax11 + cz11co8 B) X — cz11sin f 2
(ax12 + cz12co8 B) X + cz128in B Z

— (az12 + cz12c08 B) X — cz128in f 2
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Atom
type
Nb I
Nb II
Nb III
Nb III
Nb IV
Nb IV
Nb 'V
Nb 'V
Nb VI
Nb VI
Nb VII
Nb VII
Nb VIII
Nb VIII
PI
PI
PII
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P III
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PIV
PIV
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