Base-centered Orthorhombic SryRus3Oq9 Structure:
A10B3C4_0C68_64_2dfg_ad_2d-001

This structure previously used the label(s) A10B3C4_0C68_64_2dfg_ad_2d. Calls to these addresses will be redirected here.
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Prototype O19RusSry
AFLOW prototype label A10B3C4_0C68_64_2dfg_ad_2d-001
ICSD 96729
CCDC 1656068
Pearson symbol 0C68
Space group number 64
Space group symbol Cmce

AFLOW prototype command  aflow --proto=A10B3C4_oC68_64_2dfg_ad_2d-001
—Tparams=a, b/a7 C/a7 XT2,T3,T4,T5,T6,Y7,27, T8, Y8, 28

e (Crawford, 2002) placed SryRuszOq [in space group Pbam #55, oP68| but found that it was very close to the current
structure. Indeed, we derived this structure from the original structure by allowing a small amount of uncertainty in the
atomic positions. In both cases the structure consists of triple-layer ruthenate separated by 2.37A. In the original
structure there are two of these layers in the primitive cell which are not equivalent. In the current structure there is only
one triple-layer in the primitive base-centered cell, and so the layers in the conventional cell are equivalent.

e The lattice constants in the CIF for ICSD 96729 do not agree with the lattice constants in (Crawford, 2002), although
the atomic positions are the same. We use the published lattice constants.
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Base-centered Orthorhombic primitive vectors

a; = %afcf %by sa
az = %afc + %by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Rul
B, = %al—l—%ag—&—%ag %ai—i—%cz (4a) Rul
B; = To Ay + To as argo X (8d) Ol
B4 = —(1‘2—%) al—(ﬂjg—%) as + —a(zg—%)x—kéci (8d) Ol
383
By = —T9a; — Ty ay —ars X (8d) Ol
Bg = (l‘g—l—%) a1+(x2+%) ag+%a3 a(xg—l—%)x—i—%ci (Sd) O1
By = r3a] + r3as ars X (8d) oIl
Bsg = f(ng%) alf(ng%) as + fa(x f%)fc+%ci (8d) O1II
383
Bg = —X3aA] —T3ay —ar3 X (Sd) oIl
B10 = (.I‘g—F%) a1—|—(x3—|—%) a2+%a3 a(x3—|—%) X+%CZ (8d) OlII
Bi1 = T4a; + T4an ars X (8d) Ru II
B, = - (m4 — %) a; — (x4 — %) as + —a (334 - %) X+ %ci (8d) Ru II
383
B13 = —Tgq4aA] — T4 A2 —QaTyg X (8d) Ru II
By = (z4+1 1 1 1 les
14 = (wma+3)a+(za+3) atsas a(zg+ 1) X+ 3c2 (8d) Ru II
B = Tsa; + T5as ars X (8d) Srl
Big = — (l‘5 — %) a; — (375 — %) as + —a (3’55 - %) X+ %Ci (8d) Srl
By = —Zsa; — Tsag —ars X (8d) Srl
Bis = (az5+%) a1+(x5+%) a2+%a3 a(ﬂc5+%) x+%ci (8d) Srl
Big = Tg a1 + Tg as argX (Sd) Sr 11
B20 = — (l‘@ — %) a; — (.586 — %) as + —a (.I - %) X + %CZ (8d) Sr 11
283
B21 = —TeaAl — Te A —QaXg X (8(31) Sr 11
Bso (xﬁ—i-%) a1+(x6+%) ag—‘r%a?, a(l‘g—i-%) 5{+%ci (Sd) Sr 11
B2s = —yra1 +yraz +zras byr § + czr 2 (8f) O III
Boy = (y7+%) a; — (y7f%) as + %af(fby7y+c(27+%) Z (8f) O III
1
(27 +3) a3
Bas = —(yr—3)ai+ (yr+35) az— lak+byry—c(er—14) 2 (8f) O I
(27— 3) as
B26 = Yray —Yraz — zZras —by7 5’ — Cz7 Z (Sf) O III
Bar = (w3 —ys) ar + (s +ys) az + argX +bys ¥ + czs 2 (16g) o1V

Zg as



Bos = (—zs+ys+3) a1 — = —a(rs—5) K—bysy +c(es+3) 2 (16g) O1v
(9€8+y8*%) a2+(28+%) as

Bag = —(zs+ys—3) a1 + = —a(rs—5) R+bysy —c (28— 3) 2 (16g) OV
(ot 4) 2 s 3)
Bso = (zs+ys)ar+(vs—ys) aa— = argX —bysy — czs Z (16g) O1v
zZg as
Bs: = —(zs—ys)ar—(zs+ys)az— = —azgX —bysy —czs 2 (16g) O1v
Zgag
Bsx = (l‘s—ys-i-%) a; + = a(xg—&-%)f(—l—bygy—c(zS—%)i (16g) o1
(l‘s-HJs—i—%) az — (28—%) as
B3z = (zs +ys+3) a1 + = a(rs+3) X—bysy+c(zs+3) 2 (16g) O1v
(zs —ys+3) a2 + (28 + 3) a3
B3y = —(zs+ys)ar—(zs—ys)az+ = —argX +bys ¥ + czg 2 (16g) O1v
zZg as
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