AgEuTiO4 Structure:
ABC4D oP28 57 d d 2c2d d-001
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Prototype AgFuO4Ti

AFLOW prototype label ABC4D_oP28_57_d_d_2c¢2d_d-001
ICSD 78720

CCDC 1638993

Pearson symbol oP28

Space group number 57

Space group symbol Pbem

AFLOW prototype command aflow --proto=ABC4D_oP28_57_d_d_2c2d_d-001

--params=a, b/a,c/a,x1, T2, T3,Y3, T4, Y4, T5, Y5, T6, Y6, L7, Y7

Other compounds with this structure
KDyTiOy4, KEuTiO4, KSmTiO4, NaEuTiO4, NaGdTiOy4, NaYTiOy4, (La, Sr)2TiO4

e The ICSD lists (La,Sr)2TiO4 as the prototype, but we prefer to use an ordered structure.

Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = ria; + i a = ari X+ iby (4¢) Ol
B, = f:cla1+%a2+%a3 = faxl)‘ch%ber%cZ (4c) Ol
B; = —zia; + % a = —ar1 X+ %by (4c) Ol
B, = r1a; + §as+ 5 ag = ar1 X+ 1by + tc2 (4c) 01
B = Toar + §as = ara X+ 1by (4c) Ol
Bg = fx2a1+%a2+%a3 = faxgich%ber%cZ (4c) O1II
B, = —x9a; + % as = —axg X + %by (4c) OII
Bs = T2a1 + §as + 5 ag = ary X+ 1by + ici (4c) oIl
By = o:3a1+y3a2—|—%a3 = ax3§<+by3y—|—ici (4d) Agl
B = —x3a; —ysas + %ag = —ax3X —bysy + %02 (4d) Agl
B = —z3a; + (y3+3) a2 + 1 as = —az3X+b(ys+3) ¥+ jcz (4d) Agl
B2 = zza; — (y3 — 3) az + 5 ag = arsk —b(ys —3) §+ 3c2 (4d) Agl
Bis = zia; +ysas + S as = arsX+bys ¥ + tez (4d) Eul
Bis = —x4a; —Yygas + %ag = —axsX —bysy + %02 (4d) Eul
Bis = —zga;+ (ya+3) as + 5 ag = —ars X +b(ys+3) ¥+ ¢ (4d) Eul
Big = x4a1—(y4—%) a2—|—%a3 = ax4>2—b(y4—%) y—&-%ci (4d) Eul
By, = Tsay + ysas + %33 = axsX +bys ¥ + %cﬁ (4d) O III
Bis = —x5a; — Y5 as + %ag = —axsX —bys ¥ + %CZ (4d) O III
Big = —z5a; + (y5 + %) a; + %83 = —arsX+0b (y5 + %) v+ %ci (4d) O III
By = zsay — (ys — 3) ax + 3 ag = arsX—b(ys — 3) ¥+ 3c2 (4d) O 1I
By, = Tgal + ygas + iag = axgX +bys ¥ + %cﬁ (4d) (ONAY
By, = —xga; — Ygas + % as = —axgX —bys ¥ + %ci (4d) o1V
By = —xgaq + (yﬁ—l—%) ag—i—%ag = —amﬁfc—i—b(yG—&—%) 5/—&—%02 (4d) o1V
Boy = x6a1—(y6—%) a2—|—%a3 = angc—b(y@—%)y—t—%ci (4d) o1V
Bos = T7a +yras + % as = ax7 X +by; ¥ + %02 (4d) Til
Bog = —xra; —yras + %ag = —ax7X —byr ¥ + %ci (4d) Til
Byr =  —arai+ (yr+3)axt+ia; = —azrX+b(yr +3) §+ ¢z (4d) Ti I
Bos = zra; — (yr — 3) as + 3 a3 = ar7x—b(yr —3) ¥+ 3c2 (4d) Til

References

[1] K. Toda, S. Kurita, and M. Sato, Synthesis and ionic conductivity of novel layered perovskite compounds, AgLaTiO4 and
AgFEuTiOy, Solid State Ton. 81, 267-271 (1995), doii10.1016,/0167-2738(95)00184-8.


https://doi.org/10.1016/0167-2738(95)00184-8

Found in

[1] P. Villars and K. Cenzual, Structure Types. Part 11: Space Groups (135) P4a/mbe - (123) P4/mmm, Crystal Structures of
Inorganic Compounds (Springer-Verlag, Berlin Heidelberg) (2012), doi;10.1007/978-3-642-22847-6_204.

First cited in

N. Anderson, M. J. Mehl, H. Eckert, S. Divilov, X. Campilongo, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 5. Submitted to Computational Materials Science (2026).


https://doi.org/10.1007/978-3-642-22847-6_204

