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Prototype NbsTey

AFLOW prototype label A3B4_hP14_176_h_ch-002
ICSD 16606

Pearson symbol hP14

Space group number 176

Space group symbol P63/m

AFLOW prototype command aflow --proto=A3B4_hP14_176_h_ch-002
—Tparams=a, C/CL, T2,Y2,23,Y3


https://aflow.org/p/FUM3
https://aflow.org/p/A3B4_hP14_176_h_ch-002

Other compounds with this structure

Nbg S4, Nb3 Se4

Hexagonal primitive vectors

a3

L—a
a; = %afc @ay "
as = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al+%32+ia3 = %afc—k %ay+icz (2¢) Te I
B, = %a1+%ag+%a3 = %afcfgayqtﬁcz (2¢) Te I
B; = Toa; +yoas + 5 as = la(za+ys) A—@a(xg—yg ¥+ icz (6h) Nb I
B4 —yoay + (ra — y2) as + %ag = %a (o — 2y2) X+ ?ax v+ %ci (6h) Nb I
By = —(x2 —y2) a1 — xoay + ia3 = —%a (229 —y2) X @ayg v+ %CZ (6h) Nb I
Bg = —Tga; —yoag + %ag = *%(1(1’2 +y2) X+ @a (xa—y2) ¥+ %CZ (6h) Nb I
B, = y2a1 — (z2 — y2) a2 + 3 ag = ta(—z2 +2y0) X — @axg y+3cz (6h) Nb I
Bg = (xo —y2) a1 +x0 a0 + %ag = %a (229 —y2) X+ ?ayg v+ ez (6h) Nb I
By, = z3a; +ysas + < as =  la(zs+uys) x— La(rs—y3) ¥+ iez (6h) Te II
By = —ysa + (23 —y3) ax + L ay = 50 (r3 —2y3) X+ @a% y+3cz (6h) Te II
Bi1 = — (3 —y3) a1 —xzay + iag = —50 (213 —y3) X — ?aygy + 4cZ (6h) Te 11
B2 = —r3a; —ysas + 2 ag = —ja(zz+ys) X+ ?a (v3—y3) §+ Gc2 (6h) Te II
Bz = ysay — (r3 —y3) ag + %as = %a (—w3+2y3) X — §a$3 Y+ jcz (6h) Te 11
By = (r3 —y3) a; +w3az + %33 = %a (223 —y3) X+ §0y35’ + 3C2 (6h) Te II
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