BasYbgNi Oy Structure:
ADB4C21D8 tI76_87_ah_h _bh21 2h-001
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Prototype BasNigzOs1Ybg

AFLOW prototype label A5B4C21D8_t176_87_ah_h_bh2i_2h-001
ICSD 80614

CCDC 1640819

Pearson symbol tI76

Space group number 87

Space group symbol I4/m

AFLOW prototype command aflow --proto=A5B4C21D8_tI76_87_ah_h_bh2i_2h-001
~Tparams=a, C/a) T3,Y3,24,Y4,T5,Y5,T6, Y6, L7, Y7, T8, Y8, 28, L9, Y9, 29
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Other compounds with this structure
Ba5Dy8Zn4021, Ba5Eu8Zn4021, Ba5Gd8Mn4O217 Ba5Gd8Zn4021, Ba5H08Mn4021, BE‘L5HOSZII4()217 Ba5Lu8Ni4021, Ba5ngMn4021,
Ba5Sm8Mn4021, Ba5Tm8Ni4021

Body-centered Tetragonal primitive vectors

a1
:
a; = —1aX+3ay+ici
az = 3aX—iay+3cz
ag = %afch%ayf%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = %al + %ag = %ci (2b) (0N
B; = ysa; +xzas + (r3 +y3) as = arsX +aysy (8h) Ba II
B, = —ysa; —r3as — (x3 +y3) as = —arsX —aysy (8h) Ba II
Bs = zzar —ysaz + (r3 — y3) as = —ay3X + axsy (8h) Ba II
Be = —m3a;tysar—(z3—ys3)as = aysX —axrsy (8h) Ba Il
By = ysa; +x4as + (rg +y4) as = ars X+ ay,y (8h) Nil
Bs = —yia;—mgay—(v4+ys) a3z = —ar4X —aysy (8h) Nil
By = Tqar —ysaz + (v4 — ya) a3 . —ays X+ axs y (8h) Nil
Bio = —zjaitysas—(va—ys)azg = aysX —ars y (8h) Nil
Bi1 = ysay + x5 az + (5 + ys5) az = arsX +aysy (8h) O 11
Bi2 = —ysai—azsay— (v5+ys)az = —arsX —ays§ (8h) O1I
Biz = T5a1 — Ysaz + (T5 — Ys) as = —ays X +axs § (8h) oIl
Bis = —zsaitysaz—(v5—-ys)az = ays X — axrs y (8h) ol
Bis = ys a1 + xgas + (re + ys) as = areX + aysy (8h) YbI
Bis = —ysar—zeas— (v6+ys) a3z = —argX —ays ¥ (8h) Yb I
Bz = T a1 — Yo az + (T6 — Ys) as = —ayeX +axe § (8h) YbI
Bis = —z¢aitysaz— (v6—ys) az = aye X — axe y (8h) Yb I
Bis = yra; +xras + (z7 +y7) as = ar7 X+ ayry (8h Yb II
By = —yra; — r7as — (x7 +y7) as = —ax7X —ayr § (8h) Yb II
B2y = z7ar —yraz + (v7 — y7) as = —ayrX +axry (8h) Yb II
B2z = —z7aityraz—(v7—yr)az = ayr X —ax7y (8h) Yb II
Boz = (ys + 28) a1 + (s + 25) as + = argX + aysy + czg Z (161) O III
(zs +ys) a3
Bay = —(ys—23)a; —(vs—28) as— = —axsX —ays ¥ + cz (161) O III
(zs +ys) a3



Bes = (s +28) a1 — (ys — 28) a2 + = —aysX +axg § + czg 2 (161) O III
(zs —ys) a3

B2 = —(zs—2s)ar+(yst+zs)az— = aysX —arsy + czs 2 (16i) O II
(zs — ys) a3

Bar = —(ys+23)a; —(vg+28) as— = —arsX —aysy — czs Z (161) O III
(zs +ys) a3

B2s = (ys — z8) a1 + (g — 28) az + = arsX + ays § — czs Z (161) O III
(zs +ys) as

Bag = —(zs+zs)ar+(ys—28)az— = aysX —arsy — czgZ (161) O I
(zs — ys) a3

Bso = (z3 — 28) a1 — (ys + 23) az + = —aysX+axsy — czz Z (161) O III
(zs — ys) a3

Bsi =  (yo+2)ar+(z9+2z)az+ = argX +ayoy + czoZ (161) o
(z9 +vo) a3

Bsz = —(yo—2) a1 —(v9—29) aa— = —argX —ayyy + cz9Z (161) O1v
(w9 + o) az

Bss = (g + 29) a1 — (yg — 29) Az + = —ayo X+ axgy + c29Z (161) o1V
(zo — yo) a3

B3y = —(m9—29) a1+ (yo+2)az— = ayoX —axgy + cz9 2 (161) O1v
(29 — o) a3

Bss = —(yo+=20)ar—(v9g+2)a— = —axgX —aygy — cz9 Z (16i) o
(zo +yo) a3

Bss = (Yo — 29) a1 + (g — 29) Az + = argX +ayyy — czgZ (161) O1v
(z9 +y9) a3

Bsr = —(xz9+29) a1+ (yo—29) ag— = ayoX —ar9y — cz9Z (161) (ONAY
(zo — yo) a3

Bss = (19— 2z) a1 —(yo+20) az+ = —ayy X + axgy — czg 2 (161) OV

(569 - yg) as
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