YbBaCo,0O7 Structure:
AB4C7D_hP26_159_b_ac_a2¢_b-001
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e We use the YbBaCo40g g5 data from (Hug, 2006) at 225K.

e Space group P31lc #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

a; = %ai—@ay
az = SaX-+ @ay
ag = cZz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz1 7 (2a) Col
B, = (214 3) a3 = c(z14+13)2 (2a) Col
B; = Zo a3 = czo % (2a) OI
B, = (22 + %) a3 = c (22 + %) Z (2a) Ol
Bs = %a1+%a2+23a3 = %a}“{+73ay+023z (2b) Bal
Bg = %al—i—%ag—i—(z;g—&—%) as = %af{—%ay—i—c(z;g—i—Q)z (2b) Bal
B, = %al+%ag+z4a3 = %afc—&—%ay—i—czzli (2b) Yb I
Bg = %a1+%a2+(Z4+%) as = laf{—%ay—kc(,@;—i—%)i (2b) Yb I
By, = Tsa; + ysag + 25 az =  la(zs+ys) k- § (x5 —ys) § +cz5 2 (6¢) CoII
Bio = —ys a1 + (v5 — ys5) a2 + 25 ag = %a (x5 — 2y5) X + @a:ﬂg, ¥ +czsz (6¢) Co II
Bii = —(z5—-ys)ai—r5as+25a3 = —La (205 —ys) %X — Lays § + ez 2 (6¢) Co II
B, = ysai + x5as + (z5 + %) as = %a (x5 +ys) X+ @a (x5 —ys) ¥+ (6¢) CoII
c (25 + %) Z
Bis = (z5—ys)ai—ysac+(z5+3) a3 = 2a(ws—2y;) X— ?axsf’ +c(2s+ 1) 2 (6¢) Co 11
By = —zsa; — (r5 —ys) as + = —%a (2x5 —ys) X+ @ays V+e (25 + %) Z (6¢) Co II
(25 + 3) as
Bis = T a + ys ag + 26 a3 =  la(ze+ys) X— @a(:pﬁ — 1Y) ¥ + cz6 2 (6¢) oIl
Bis =  —yeai+ (z6 —ys) a2 + 2623 = sa(z6 — 2ys) X+ @a% V+czz (6¢) O1I
Bi7 —(z6 —Ys) a1 —wgaz + 2623 = —La(2w6 — ys) X — Laye § + cz6 2 (6¢) ol
Bis = Yo ar + rgaz + (2 + 3) as = La(ze+ys) X+ La(r6—yo) ¥ + (6¢) ol
c (26 + %) Z
Bio = (26 —ys) a1—ysaz+(z+ 3) a3 sa(z6 — 2ys) X — ?a%f’ +c(z+3) 2 (6¢) O1I
By = —rga; — (6 — Ys) Az + = —1la(2z6—ye) X+ @aya y+c(z+1)2 (6¢) o1l
(26 + 3) as
By = rray +yraz + 27 as = La(wr+yr) % —Laler —yr) §+ ezt (6¢) O III
Baz =  —yrar+(z7—y7) az+27a3 = Ta(zr —2yr) &+ Larr § + ez 2 (6¢) O 111
B2z = —(z7—yr)ai —a7az+27a3 = —30 (2x7 —y7) X — §Gy7§’ +cz7 2 (6¢) O III



By = yray +rras + (Z7 + %) as = %a (v7 +y7) X+ @a (v7 —y7) § + (6c) O III
1\ -
c (27 + 5) Z
Bas = (z7—y7) a1—yr a2+(27 + %) ag = %a (x7 —2y7) X — @amﬁf +c (27 + %) Z (6¢) O III
Bos = —x7a; — (7 —y7) as + = —%a (2x7 —y7) X+ @a:wy +c (27 + %) Z (6¢) O III

(27 +3) as
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