YbBaCo,0O7 Structure:
AB4C7D_hP26_159_b_ac_a2¢_b-001
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Prototype BaCos0O7Yb
AFLOW prototype label AB4C7D_hP26-159_b_ac_a2c¢_b-001
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ICSD

CCDC

Pearson symbol
Space group number
Space group symbol

AFLOW prototype command

172414
1687551
hP26
159
P3lc

aflow --proto=AB4C7D_hP26_159_b_ac_a2c_b-001
—~params=a, C/av 21,22, 23,24, T5,Y5,25, L6, Y6, 26, L7, Y7, 27

e We use the YbBaCo40g 95 data from (Hug, 2006) at 225K.

e Space group P3lc #159 allows an arbitary choice of the origin of the z-axis. We chose to place one of the Co (2a) atoms
at the origin, setting z; = 0.

Trigonal (Hexagonal) primitive vectors

3
a3 = %afc - @ay
as = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, z1 a3 = cx % (2a) Col
B, (214 3) a3 = c(zn+13)2 (2a) Col
Bs Zo as = 20 7 (2a) Ol
B4 (22 + %) as = c (22 + %) Z (2a) OI1
Bs %a1+%a2—|—z3a3 = %ai—‘—%ay—l—cz'gi (2b) Bal
Bs %a1+%a2+(23+%) as = %aifgaerc(z\ng%)Z (2b) Bal
B~ %a1+%a2+z4a3 = %ai—&—?ay—i—caz (2b) Yb 1
Bs %31+%32+(Z4+%) as = la&—%ay—l—c(z&;—i—%)z (2b) Yb I
By Tsa; + ys ag + 25 az =  la(zs+ys) X-— § (v5 —ys) ¥+ c252 (6¢) Co II
Bio —ysay + (5 — ys) ag + 25 as = la(zs —2ys) X+ @a% ¥+ (6¢) CoII
Bi: — (x5 —ys5) a1 — x5 a3 + 25 a3 = —%a (2z5 —y5) X — ?ayg))?—i—czg)i (6¢) Co II
Bio ysa; +asaz + (25 + 3) ag = sa(ws 4+ ys) X+ ?a (x5 —ys) ¥+ (6¢) Co II
c (25 + %) Z
Bis (x5 —ys) a1—ysas+ (25 +2) as = Sa(zs—2ys) X — §a$5§’ +c(es+ 1) 2 (6¢) Co 11
Bi4 —z5a; — (5 — y5) ag + = —3a(2z5 —y5) X+ @CL% J4+c(zs+3)2 (6¢) Co I
z5+ 3) as
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V3

B15 = Tea] + Yg az + 2 as = %a (9:6+y6) X — 5 a (176 7y6) y+0262 (GC) O1II
Bis = —ys a1 + (6 — Ys) az + 26 a3 = la(zg —2ys) X+ @a% y+ezz (6¢) ol
Bir = — (76 — y6) a1 — w6 a2 + 26 a3 = —%a (226 — y6) X — ?aysﬁf +cz2 (6c) on
Bis = Yo a1 +zeaz + (26 + 3) ag = sa(z6 +ys) X+ ?a (6 —y6) ¥ + (6¢) oI
1\ a
(ot h)
Bio = (v6—us) a—yeazt(2+3)as = Sa(ze—2y6) %X — Lavey+c(z+3)2 (6¢) O II
By = —z6a1 — (¥6 — Ye) a2 + = —3a(r6—yo) X+ Layey+c(z+3) 2 (60) o1
o+ 1) 2
By = T7aj + yrag + 27 as = %a (x7 +y7) X — @a (x7 —y7) ¥ +czr (6¢) O I1I
By = —yray + (v7 —yr7) az + z7 a3 = la(zr —2y7) X+ @afw y+exz (6c) O III
Bos = —(z7 —y7) a1 —x7ay + 27 a3 = —1a(2z7 —y7) X — ?am& +czr 7 (6¢) O III
B2y = yrai +x7az + (27 + 3) as = sa(z7 +y7) X+ @a (7 —y7) ¥+ (6¢) O I
1\ =~
c (27 + 5) Z
Bas = (z7—yr) ai—yr 32+(Z7 + %) a3 = %a (z7 —2y7) X — §GZ7§’ tc (Z7 + %) z (6¢) O I
Bzs = —zray — (7 —yr) ag + = —3aQur—y) k+ Layrg+e(zm+) e (60 O 11
(27 + %) as
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