SrolrQ, Structure:
AB4C2_t156.142_a_df d-001
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Prototype IrO4Sr,

AFLOW prototype label AB4C2_t156_142_a_df_d-001
ICSD 78260

CCDC 1638545

Pearson symbol tI56

Space group number 142

Space group symbol 144 /acd

AFLOW prototype command aflow --proto=AB4C2_tI56_142_a_df_d-001
--params=a, c/a, 72, 23, T4

Other compounds with this structure

CagCrO47 Cazl\/IHO47 SI‘QHfO47 SI‘QRhO4

e The ICSD uses CaysMnQO, to represent this structure type.

Body-centered Tetragonal primitive vectors

a3—33

a3 = f%aiJr%a“Jr%cZ
as = %ai—%ay—&—%ci
ag = faX+iay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Saj+2ay+ fag = 109+ 3c2 (8a) Ir I


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/EHYC
https://aflow.org/prototype-encyclopedia/AB4C2_tI56_142_a_df_d-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=78260&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1638545&DatabaseToSearch=Published

B, = %a1+§a2+%a3 = %af(Jr%aer%ci (8a) Ir I
B; = Taj+lap+3a; = Say+gc2 (8a) Ir I
B, = la;+lay+1a; = lax—tay+2cz (8a) Ir 1
B; = (Zg—f—i) a1+z2a2—|—ia3 = %ay—l—cz'gi (16d) Ol
Bs = zar+ (224 1) a2+ 3 ag = jak+ a9y +c(z—7)2 (16d) Ol
By = —(n—-3)a—(2—3)a+ = lax+1ay —cn2 (16d) oI
133
Be = —(n-da-(a-Dme - Loy —c(a-1) 1wy o1
183
By = - (22 - %) a; —z2az + %33 = %af’ —c222 (16d) Ol
Bio = —za; — (22— %) ay+ a3 = saX—qay—c(n—71)2 (16d) Ol
Bii = (243 ai+(n+i)a+ia = 10y +c(z2+3)2 (16d) Ol1
Biz = (n+3)ai+(n+3)a+3a; = lax+iag+c(zn+1i)2 (16d) 01
Bis = (23 + 1) a1 + 2322 + L ag = 10§ +cz3 % (16d) Srl
By = z;;al—&—(z;),—l—i) ag—i—%ag, = %aﬁ—&—iay—&—c(z;g—i) Z (16d) Srl
Bis = —(23—1) a - (3—3) a2+ = jaX+ jay —ca32 (16d) Srl
133
B = —(a-da-(a-Dat = lay-e(s-1) 2 60 s
133
Biz = —(23—3) a1 — 2332+ S ag = S0y —cz2 (16d) Sr1
Bis = —zza; — (23— 2) as + 1 a3 = lax—tayg—c(z—1)2 (16d) Sr1
By = (Z?Hr%) a; + (Z3+%) az+ia3 = %GA +C(23+%) z (16d) Srl
B = (m+3)ai+(sm+3)a+ia; = lax+tay+ce(z+1i)a (16d) Sr1
Ba: =  (wma+d)ar+(zatg)a+ = arsX +a(za+ ) §+ gc2 (16£) O 11
(2z4 4 §) a3
B2z = - (I4 - %) a; — (934 - é) az — = —arsX —a (17 - i) v+ %Ci (16f) oIl
(2:1:4 - i) as
B2s = (3344-%) a1—(w4—§) az+%a3 = —a(m4—%)>‘<+a(:v4+i) y—%ci (161) O 11
Boy = - (ﬂc4 — %) a13+ (x4 + %) a+ = a (x4 + %) X—a (1;4 — i) y— %ci (16f) OlII
133
Bas = —(ma—-3)ar—(ma—3%)a— = —a(zs—3)%x—a(zs— 1) y+3ca (16f) oIl
(2x4 — %) as
Bag = (za+2)ar+ (za+ 1) as+ = a(zs+3) X+a(zsa+3)y+3cz (161) O1I
(23@4 + %) as
By = — (24— %) a11+ (z4+3)ar+ = argX —a(vy— ) §+ 2cz (16f) O 11
193
Bas = (ma+g)ar—(za—3)ar+tiay = —azak+a(zs+3) 4 3c2 (16f) O 1II
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