Base-centered Orthorhombic SryRus3Oq9 Structure:
A10B3C4_0C68_64_2dfg_ad_2d-001

This structure originally had the label A10B3C4_0C68_64_2dfg_ad_2d. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/XC67

https://aflow.org/p/A10B3C4_0C68_64_2dfg_ad_2d-001
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Prototype O19Ru3Sry
AFLOW prototype label A10B3C4_0C68-64_2dfg_ad_2d-001
ICSD 96729
Pearson symbol 0C68
Space group number 64
Space group symbol Cmece

AFLOW prototype command aflow --proto=A10B3C4_oC68_64_2dfg_ad_2d-001
—~params=a, b/a7 c/a, T2, X3,T4,T5,T6,Y7,27, T8, Y], 28

e (Crawford, 2002) placed SryRu3zO1y [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.

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (4a) Rul
B, %al—f—%ag—i—%ag = %ax—f— 5C2 (4a) Rul
Bs Toay + T ag = axo X (8d) Ol1I
B4 —(332—%) al—(xg—%) as+ = —a(mg—%)x—l-%ci (8d) Ol
243
Bs —Tga; — Tgas = —are X (8d) Ol
Bs (l‘g—‘r%) al—l—(xg—i—%) 32—‘1-%33 = a(:cz—l—%)x—l—%ci (8d) (01
B~ T3a; + T3 as = axrs X (8d) O1II
Bs - (xg - %) allf (xg — %) a+ = —a (x - %) X+ %ci (8d) O1I1
243
By —x3a; — X3 A = —ax3 X (8d) O1II
Bio (x3—|—%) a1—|—(x3—|—%) az+%a3 = a(@,—!—%) >‘<—|—%c2 (8d) O1II
Bi1 T4a; + T4an = ars X (8d) Ru II
B2 — (m4 — %) all— (m4 — %) a+ = —a (334 - %) X+ %ci (8d) Ru II
243
Bis —z4a; — T4 a2 = —ars X (8d) Ru II
Bis (za+3)ar+(za+3)ar+iay = a(za+3) %+ 3c2 (8d) Ru II
Bis Tsa; + T5as = ars X (8d) Srl
Bis — (x5 — %) a11_ (x5 — %) a,+ = —a (x5 — %) X+ %ci (8d) Srl
283
Bir —Tsa] — Tsag = —axs X (8d) Sr1
Bis (zs+3) ar+(z5+3) act+iay = a(zs+3) X+ 3c2 (8d) Srl
Bio Tgay + Tgas = axre X (8d) SrII
Boo - (336 - %) all— (x6 - %) as+ = —a (a: — %) X+ %ci (8d) Sr 11
243
Bo: —TIga; — Tgas = —argX (8d) Sr 11
Boo (mﬁ—i—%) al—l—(x(;—i—%) 32—‘1-%83 = a(xg—i—%) i—i—%ci (8d) SrII
Bos —yrai + yras + 27 ag = by ¥ + czr Z (8f) O III
Bay (y7+%) a; — (y7f%) as + = %af(fby7y+c(27+%) Z (8f) O II1
(274 3) a3
Bas (=5 a+(yr+3) a- = tak+byry—c(ar—3) 2 (8f) O III
(22 —3) as
B2 Yyray — Yyras — 27 ag = —byr ¥ —czr (8f) O III
Ba7 (xs —ys) a1 + (zs +ys) az + = axsX +bysy + czs 2 (16g) O1v
Zg as
Bas (—zs+ys+3) a1 — = —a(zs—3) X—bys§+c(z+3) 2 (16g) o1V

(9U8+y8—%) 32+(Zs+%) ag



By = *($8+y8*%) a; + = *G(IS*%)ierysf’*C(%*%)i (16g) O1v
(o +un ) 2= (o= 1)

Bso = (s +ys) a1 + (x3 — ys) ag — = arsX —bys§ — czg Z (16g) o1V
zgag
Bai = —(ws—ys)ar—(vs+ys)az— = —arsX —bysy — cz3 2 (16g) o1V
zZg as
Bsz = (zs —ys+3) a1 + = a(rs+3) K+bysy —c(2s—3) 2 (16g) OV
s+ + ) 22 (5~ 1) g
B3z = (zs +ys+3) a1 + = a(rs+3) X—bysy +c(es+3) 2 (16g) o
(l‘s—ys—i—%) a2+(28+%) ag
Bzs = —(zs+ys)ar—(zs—ys)az+ = —arg X +bys ¥ + czs 2 (16g) o1V
Zg as
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