FePSes Structure:
ABC3_hR10.146_2a_2a_2b-001

This structure previously used the label(s) ABC3_hR10_146_2a_2a 2b. Calls to these addresses will be redirected here.
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Prototype FePSes

AFLOW prototype label ABC3_hR10-146_2a_2a_2b-001
ICSD 16246

CCDC 1596847

Pearson symbol hR10
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Space group number 146
Space group symbol R3

AFLOW prototype command aflow --proto=ABC3_hR10_146_2a_2a_2b-001
--params=a, ¢/a, T1, T2, T3, T4, T5, Y5, 25, T6, Y6 26

e (Klingen, 1973) also considered the possibility that this structure could be in the centrosymmetric space group R3 #148.
That structure was refined by (Wiedenmann, 1981).

Rhombohedral primitive vectors

<%
a; = %a&—%ay—i—%ci ® 3
as = %ay + %Ci
ag = —%af{—?aff—l—éci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = r1a) +xra +x1as = CIL‘lz (la) Fe I
B, = Toa; + Toag + x5 as = cxro Z (1la) Fe 11
B; = r3ay + rzag + r3as = cr3Z (1a) PI
B4 = rga] +xg4a9 + 24 as = CTy Z (la) P1II
B5 = Trsa; +Yysaz + z5as = %a(x5fz5) X — %ga(% 72y5+25) y+ (Sb) Se I
%C(% +Ys + 25) 2
Bs = zZs a1 + x5 az + ys as = —3a(ys — ) X+ %a(%s—ys—zs) y+ (3b) Se I
sc(s +ys + 25) 2
By = Ys a1 + 25 a2 + T ag = *%a(%*%) ﬁ—%a(x5+y5—225) v+ (3b) Sel
%0(555 +ys + 25) 2
Bs = Zea1 + Ys a2 + 26 a3 =  ga(vs—2) X — \/Tga(f% —2ys +2) ¥+ (3b) Se II
3¢ (26 + y6 + 26) 2
By = 26 a1 + Tgas + yg as = —%a(yg —26) X+ ?a (226 —ys — 26) ¥ + (3b) Se II
%0(1176 + Y6 + 26) 2
Bio = Yo &1 + 26 a2 + T a3 = —sa(zg—ye) X— %a (z6 + Y6 — 226) §+ (3b) Se I
tc (w6 + yo + 26) 2
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