BasYbgNi Oy Structure:
ADB4C21D8 tI76_87_ah_h _bh21 2h-001
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Prototype BasNiyOs1 Ybg

AFLOW prototype label A5B4C21D8_t176_87_ah_h_bh2i_2h-001
ICSD 80614

Pearson symbol t176

Space group number 87

Space group symbol I4/m

AFLOW prototype command aflow —-proto=A5B4C21D8_tI76_87_ah_h_bh2i_2h-001
--params=a, ¢/a, T3, Y3, T4, Y4, T5, Y5, T6 Y6, T7, Y7, T8, Y8 28, L9, Y9, 29

Other compounds with this structure
Ba5Dy8Zn4021, Ba5Eu8Zn4021, Ba5Gd8Mn4021, Ba5Gd8Zn4021, Ba5H03Mn4021, Ba5H08Zn4021, Ba5Lu8Ni4021, Ba5Nd8Mn4021,

Ba5 SmgMn4021 , Ba5Tm8Ni4021

Body-centered Tetragonal primitive vectors


https://aflow.org/p/M4UL
https://aflow.org/p/A5B4C21D8_tI76_87_ah_h_bh2i_2h-001

a; = —1aX+3ay+icz
az = faX—iay+icz
azg = %a)“c—i— %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = sa1+ 3 a = 302 (2b) Ol
B; = ysa1 +xzag + (r3 +y3) as = arsX + aysy (8h) Ba II
B, = —ysa; —r3as — (x3 +ys3) as = —arsX —aysy (8h) Ba II
Bs = zzar —ysaz + (r3 —y3) as = —aysX + axsy (8h) Ba II
B¢ = —m3a;t+ysax—(z3—ys3)as = aysX —axr3y (8h) Ba II
B, = yaar +x4as + (z4 +ya) as = arys X+ aysy (8h) Nil
Bs = —ysa; — r4a9 — (x4 +y4) a3 = —aryX —aysy (8h) Nil
By = Tqar —ysaz + (v4 — ya) a3 = —ays X+ axs y (8h) Nil
Bio —zqar +ysas — (T4 —ys) a3 = aysX —axs y (8h) Nil
By, = ysa1 + x5 as + (5 +ys) as = ars X+ ays § (8h) O1II
Biz2 = —ysai—azsay— (v5+ys)az = —ars X —ays y (8h) O
Biz = z5a1 —ysaz + (¥5 — ys) as = —ays X + axs § (8h) on
Bis —wsa1 +ysaz — (5 —ys) a3 = aysX — ars y (8h) ol
Bis = ys a1 + xgas + (e + ys) as = argX + ayey (8h) Yb 1
Bie —Yeair —Teaz — (T +ys) a3 = —az¢X — aye ¥y (8h) Yb I
Bz = Te a1 — Yo a2 + (T — Ys) a3 = —aye X +axe y (8h) Yb I
Bis —wgar +ysaz — (T¢ —ys) @z = ayeX — arey (8h) YbI
Bis = yra; +xras + (v7 +y7) as = ar7 X+ ayry (8h) Yb II
B2 = —yrai—azray—(v7+yr)az = —az7X —ayry (8h) Yb II
By = x7a; —yras + (z7 —y7) as = —ay; X+ axr7y (8h Yb II
Boo —x7a; +yras — (x7 —yr) as = ay; X — ax7y (8h) Yb II
Bos = (ys + 23) a1 + (s + 25) as + = argX + aysy + czg Z (161) O III
(zs +ys) a3
Bay = —(ys—z2s)a;—(rs—23) aa— = —argX —aysy + czz Z (161) O III
(zs +ys) a3
Bas = (s + 23) a1 — (ys — 2s) as + = —ays X +argy + czg (161) O III
(zs —ys) a3
Bag = —(zs—2zs)ar+(ys+zz) a— = ays X — argy + cz Z (16i) O III

(968 - ys) ag



By = —(ys+z2s)a;—(rg+23)an— = —argX —aysy — czz Z (161) O II1

(zs +ys) a3

Bas =  (ys—28) ai+ (w5 —28) ag+ = argX +ays § — czg % (16i) O II
(zs +ys) a3

Bag = —(wg+2)ar+(ys—23) a2~ = aysX —axrgy — czgZ (161) O III
(zs —ys) a3

Bso = (18 — 2z8) a1 — (ys + 28) az + = —aysX +argy —czs2 (161) O I
(zs — ys) a3

Ba:1 = (yo+20) a1+ (z9+20) ag+ = arg X + ayy § + czo Z (161) o1V
(z9 +vo) a3

Bss = —(yo—29)a; —(z9—29) @z — = —argX —ayoy + czg Z (161) o1V
(z9 +yo) a3

Bss = (xg + 29) a1 — (Yo — 29) ag + = —ayoX + axrgy + cz9 Z (16i) o1V
(z9 — yo) a3

Bss = —(z9—29)ai+(yo+2)a— = ayo X — axgy + cz9 Z (161) OV
(9 —yo) a3

Bss = —(yo+29)ar—(v9g+29)a— = —argX —aygy — cz9 2 (161) o1V
(z9 + o) a3

Bss = (yo — 2z9) a1 + (w9 — 29) as + = argX + aygy — cz9 Z (161) o1V
(z9 +y9) a3

Bsr = —(z9+29)ai+(yo—20) a2~ = aygX —argy — cz9Z (161) o
(z9 — y9) a3

Bss = (79— 2) a1 —(yo+29) ag+ = —ayy X + axgy — czy 2 (161) OV

(xg —yo) a3
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