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Prototype BgBasO1sY
AFLOW prototype label A9B3C18D_hP62_176_hi_af 2h2i_b-001
ICSD 170217
CCDC 1685819
Pearson symbol hP62
Space group number 176
Space group symbol P63/m
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AFLOW prototype command aflow --proto=A9B3C18D_hP62_176_hi_af_2h2i_b-001
—~params=a, C/a7 23, L4,Y4,T5,Y5,T6,Y6, L7, Y7, 27, L8, Y8, 28, L9, Y9, 29

Other compounds with this structure
DyBangOlg, ]‘__‘)I‘BB{),BQ0187 EuBa3B9018, GdBangolg, HOBangolg, NdBangOlg, PI‘B&;},BQOlg7 SCBangolg, SmBa3B901g7
’I‘bBang()lg7 TmBa3B9018, YbBangOlg

Hexagonal primitive vectors

a; = %afc — @ay
a; = gaX-+ @w
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag = 1ci (2a) Bal
B, = %ag = %ci (2a) Bal
Bs = 0 - 0 (2b) Y1
B, = 1aj = ica (2b) YI
B; = %al—l—%ag—l—zga;; = %ai—&—%aA—i—cz;;i (4f) Ba II
B = 2ai+iar+ (23+3) a = lax—Yag+c(sn+i)2 (4f) Ba II
B, = 2a;+1ay — 2323 = jak— Yday —cz2 (4f) Ba II
Bgs = %a1+%a2—(23—%) as = %ai—i— %a&—c(z:;—%) Z (4f) Ba II
By = T4 +ysas + ag = ta(zg+ys) X — Ba(zy —ys) §+ c2 (6h) BI
By = —ygay + (4 —yq4) az + iag = %a (g —2yq4) X+ 73(1:5437 + ici (6h) B1I
Bi1 = — (x4 —ya) a3 fx4a2+%a3 = f%a(2x4fy4) X — 73ay4 % +ici (6h) BI
B, = —x4a; —Ygas + %ag = —%a(x4+y4) X+ @a (xa—ya) §+ %ci (6h) BI
Bis = yaar — (x4 — ya) a2 + 3 ag = ta(—z4+2ys) X — ?amy +3cz (6h) B1I
By = (24— ya) a1 + a0 + 2 a = la(2es —ya) X+ Layay + 3c2 (6h) BI
Bis = x5a1+y5a2+%a3 = %a(z5+y5)ﬁ—§a(x5—y5) y+%ci (6h) (OB
Big = —ysay + (x5 —ys) az + %ag = %a (x5 — 2y5) X + @a% v+ ici (6h) OlI
Bz = — (x5 —ys) a1 —wsax + T ag = —3a(2z5 —y5) X — ?aysi’—&-%ci (6h) OI
Bis = —r5a; — ysas + %ag = —%a(xg, +ys) X+ @a (x5 —ys) ¥+ %ci (6h) Ol1I
Bis = ys a1 — (z5 — ys) a2 + 3 a3 = la(—x5+2ys) X — @a%jﬂr%ci (6h) 01
By = (25 —ys) a1 + 582 + 5 a3 = 30 (225 —ys) X + §Gy5 Y+ ez (6h) Ol
Bz = Tgal + ysaz + 1 as = sa(zg+ye) X — ?a (z6 —ys) § + 1c2 (6h) O1II
By, = —ysas + (6 — ys) az + iag = %a (6 — 2yg) X + @aarﬁ v+ ici (6h) oIl
B2s = — (z6 — ys) a1 — zgar + 1 ag = —3a(2z6 — yg) X — @ay(;y + jcz (6h) oI
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