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Prototype FePSes

AFLOW prototype label ABC3_hR10.148_c_c_f-001
ICSD 86272

Pearson symbol hR10

Space group number 148

Space group symbol R3

AFLOW prototype command  aflow --proto=ABC3_hR10_148_c_c_£f-001

--params=a, ¢/a, T1, X2, T3, Y3, 23

Other compounds with this structure
CrGeTes, CrSiTes, MnPSes

e We use the data taken by (Wiedenmann, 1981) at 15K, while the ICSD entry used their data at 154K.
e (Klingen, 1973) placed this structure in the non-centrosymmetric [space group R3 #146.

e For quaternary compounds in this structure, see LisZrTeOgl


https://aflow.org/p/CFP9
https://aflow.org/p/ABC3_hR10_148_c_c_f-001
https://aflow.org/p/ABC3_hR10_146_2a_2a_2b-001
https://aflow.org/p/A2B6CD_hR10_146_2a_2b_a_a-001

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a; = %af{—\?aer%ci
161

as = \/gay—kgcz

a3 = —iax—gay—i—%cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = r1a; +x1a +x1as = CIL‘12 (2(?) Fe I
B, = —r1a; —T1ay — T as = —cx1 Z (2¢) Fel
B; = To Ay + T ag + T as = CToZ (20) PI
B4 = —X2aA] —X2Ay — T2 AaAj = —CI9 Z (2C) PI
B5 = rza; +ysaz + zz3ag = %a (mg 72’3) X — %ga (’J)g 72y3+23) y+ (Gf) Se I
%C(xs + Y3 + 23) 2
Bs = zza; + x3az +ysas = —3a(ys—z) X+ %a(%g —y3—23) ¥+ (6f) Se I
sc(z3+ys+ 23) 2
B7 = Y3 ay + 23 a2 + r3as = 7%& (1‘3 7y3) )E*%a (1'3 +y3 *22’3) 5’+ (Gf) Sel
%0(553 +y3 + 23) 2
Bs = —Zza; —Yysag — 23 as = —ja(ws—z3) R+ %a(ﬂfs —2ys+23) ¥ — (6f) Se I
sc(zs+ys+23) 2
By = —23a; —T3as — Y3 as = la(ys—z) %-— ?a (2e3 —ys —23) ¥ — (61) Se
%0(373 +ys + 23) 2
Bio = —Ysa; — zgag — r3ag = ja(zs—y3) X+ ?a (r3 +ys —223) § — (6f) Se I
sc(z3+ys+23) 2
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