ThBy (D1.) Structure:
A4B_tP20_127_ehj_g-001

This structure originally had the label A4B_tP20_127_ehj_g. Calls to that address will be redirected here.
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Prototype B4Th

AFLOW prototype label A4B_tP20_.127_ehj_g-001
Strukturbericht designation D1,

ICSD 615570

Pearson symbol tP20

Space group number 127

Space group symbol P4/mbm

AFLOW prototype command  aflow --proto=A4B_tP20_127_ehj_g-001
--params=a, c/a, 21, Ta, T3, Tq, Y4

Other compounds with this structure
CeB4, DyBy, ErBy, GdBy, HoBy, LaBy, NdBy, PrBy, PuBy, SmBy4, TbBy, TmBy, UB4, YB,4, YbBy

Simple Tetragonal primitive vectors
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a; = ax
as = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = cz1 Z (4e) B1
B, = %al—i—%ag—zlag = %ai—i—%ay—czli (4e) B1
Bs —2z1 ag = —c21 2 (4e) B1I
B, = la;+1a)+ 2 a3 = lax+iay+cenz (4e) BI
By = Toa; + (xg + %) a = araX+a (:cg + %) y (4g) ThI
Bg = —T9ay — (xg — %) as = —ars X —a (azg — %) v (4g) Th I
B~ — (xg — %) a; + xoas = —a (xg — 5) X+ axrey (4g) ThI
Bg = (x2—|—%) a; — Toas = a(x2—|— %) X—axoy (4g) Th I
By = x3a1+(x3+%) a2+%a3 = axgx—i—a(xg—i—%)y—i—%ci (4h) B1I
Bio = —rsa; — (xg— %) as + %ag = —axgx—a(xg — 5) y—i-%ci (4h) B1I
By = —(z3 — ) a1 + w322 + 5 a3 = —a (w3 —3) X+ azs3y + 3c2 (4h) BII
B = (x3+%) a17x3a2+%a3 = a(:z:ng%) )2*(11‘35’4‘%02 (4h) BII
Bz = Tgay +ygas + %ag = axsX+aysy + %ci (8j) B III
B4y = —zga; —ysas + 5 ag = —azs X —ays ¥ + ez (8j) B III
Bis = —ysa; + 48y + 5 ag = —ays X +azs § + tc (8j) B III
Bis = yaay — x4a3 + 3 as = aysX — ars § + Scz (8j) B III
Bz = —(z4—3) a + (ya+3)as+ = —a(zs— %) X+a(ys+3) 9+ 3c2 (83) B III
243
Bis = (ma+3)ai—(ya—3)as+sa; = a(za+d)x—a(ys—3) 9+ 3cz (8j) B III
Bio = (u+d)ai+(za+3)atiaz = a(ys+3) x+a(za+i)y+icz (8) B III
B = —(ya—3) all— (za—3) ar+ = —a(ys— ) x—a(za—3) 9+ 3c2 (8) B III
243
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