ThB, (D1,) Structure:
A4B tP20.127 _ehj_g-001

This structure previously used the label(s) A4B_tP20_127_ehj_g. Calls to these addresses will be redirected here.
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Prototype B4Th

AFLOW prototype label A4B_tP20.127_ehj_g-001
Strukturbericht designation D1,

ICSD 615570

CCDC 1746522

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/G/, 21, L2,X3,T4,Y4
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Other compounds with this structure

C€B4, DyB4, EI‘B47 GdB4, HOB4, LaB4, 1\IdB47 PI‘B47 PuB4, SmB4, TbB4, TmB4, [JB47 YB4, YbB4

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (4e) B1
B, %al—i—%ag—zlag = %afc—i—%ay—czli (4e) B1
B; = —z1 ag = —cz1 2 (de) BI
B, = %a1+%a2+zla3 = %a&Jr%aerczli (4e) B1
By = Toa; + (xg—i—%) a = angc—i—a(xg—l—%) N (4g) Th I
Bs —zoa; — (z2 — 1) ap = —azoXk—a(r2— 1)y (4g) Th I
B = - (3:2 — %) a; + xo as = —a (332 - l) X+aryy (4g) Th I
Bsg = (:cg + %) a; — T as = (:cg + ) —axyy (4g) ThI
By = .’Egal—‘r(.%'g—l-%) ag—&—%ag = axgx—i—a(;v;;—i—f)y—i—fci (4h) B II
By = —z3a; — (z3 — 3) az + 3 ag = —azsX —a(z3—3) §+ 3c2 (4h) BII
Bi1 = — (23— 1) a1 + 2382+ L a3 = —a(z3—3) X+ azsy + 3c2 (4h) BII
B2 = (z3+3) a1 —23ax + S a3 = a(zs+3) X—azsy + icz (4h) BII
Bis = T4ay +ygag + %ag = arsX +aysy + %ci (8j) B III
By = —Tga; —ysay + 5 ag = —azs X —ays ¥ + ez (8) B III
Bis = —ysa; + x4as + %ag = —ays X +aryy + %ci (8j) B III
Bis = yaay —xgaz + 3 a = aysX — ars § + cz (8j) B III
Bir = —(z4a—3) a11+ (ja+3) az+ = —a(zg— %) X+a(ys+3)§+3c2 (8j) B IIT
283
Bis = (za+3)ai—(pu—3)atiaz = a(za+3)k—a(ys—3) g+ icz (8j) B III
Bio = (ya+3)ai+(za+3)ar+ias = ays+3) x+a(za+i)y+ica (8i) B III
Bo = —-(mu—-3)ai—(zu—3)at+ = —a(y—3)X—a(vs—3) 9+ 3c2 (8)) B III
3 a3
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