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AB2C_oF64_70_e_h_ab-001
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Prototype
AFLOW prototype label

RbSesV

AB2C_oF64_70_e_h_ab-001

ICSD 415479
CCDC 1729490
Pearson symbol oF64
Space group number 70
Space group symbol Fddd

AFLOW prototype command
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aflow --proto=AB2C_oF64_70_e_h_ab-001
~Tparams=a, b/a7 C/av T3,T4,Y4,24
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e Data for this structure was taken at 153K.

e We wish to thank Petra Lipsky, FIZ Karlsruhe - Leibniz-Institut fiir Informationsinfrastruktur, who provided us with the
data referenced in (Deng, 2005). For more information about the FIZ Karlsruhe archive, see FIZ Karlsruhe.
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Face-centered Orthorhombic primitive vectors
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a; = %by + %ci
as = %le( + %Ci n‘*
ag = %a)“( + %by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B %al—l—%ag—}-%ag = %ai{—i—%by—f—%ci (8a) VI
B, Ta +Za+Lag = Tax+ by + ez (8a) VI
Bs %al—i—%ag—&—%ag = %a&—l—gby—i—%ci (8b) VII
B, Saj+2ay+ 2as = Sa%+ 20y + 32 (8b) V11
Bs —(:cg—i) a; +x3as + r3as = amgi—kéby—i—%ci (16e) Rb1
Bg T3 al—(xg — %) ag—({Eg — i) ag = —a (CC3 — i) X+ %by + %ci (16e) Rb1
B7 (.1334—%) a] —Xzag — Tr3zas = —a$3i+%b$’+ %Ci (168) Rb 1
BS —z3a1+(x3+%) a2+ = a(I3+%) )A(‘f’%by‘l’%CZ (166) RbI
(Ig + %) as
Bg (-4 +ys+24) a1 + = aryX +bysy + c24 2 (32h) Sel
(r4 —ys +24) ag +
(r4 +ys — 24) a3
BlO (1’4 —Ya + 24) a; + = —a (CC4 — %) X—5b (y4 — %) 5’ + cz4 Z (32h) Sel
(—T4 4+ ya + 24) ag —
(za+ys+2a—3) ag
Bi: (x4 +ys —24) a1 — = —a (x4 — i) X+bysy—c (24 — i) Z (32h) Sel
(za+ya+2z—3) ag+
(=4 4+ ya + 24) a3
Bis —(za+yat+za—1)a + = araX—b(ys— 1) §—c(za—1) 2 (32h) Se I
(w4 +ys — 24) a2 +
(r4 —ys + 24) a3
B13 (JJ4 — Y4 — 24) a; — = —Qaxy X — by4 5’ — CZ4 Z (32h) Se I
(T4 — ya + 24) Az —
(T4 +ya — 24) a3
Bis — (g —ya+ 24) a1 + = a(m—&-i) &+b(y4+i) y—cz4 2 (32h) Sel
(T4 —ys — 24) Az +
(l‘4+y4+24+%) ag
Bis — (24 +ys — 24) a1 + = aza+3)K—buy+c(ut+i)z (32h) Se I
(x4+y4+24+%) az +
(T4 —ys — 24) a3
Big ($4+y4+2’4—|—%) a; — = —ax45<—|—b(y4+i) y+C(Z4+i) Z (32h) Se I

(x4 4+ ya — z4) ag —
(x4 —ya + 24) a3
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