FesPO; Structure:
A3B7C_hR11.160_b_a2b_a-001

This structure previously used the label(s) A3B7C_hR11_160_b_a2b_a. Calls to these addresses will be redirected here.
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Prototype FesO7P

AFLOW prototype label A3B7C_hR11_160_b_a2b_a-001
ICSD 36207

CCDC 1607977

Pearson symbol hR11
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Space group number 160

Space group symbol

AFLOW prototype command

R3m

aflow —--proto=A3B7C_hR11_160_b_a2b_a-001

—~params=a, c/a, T1,T2,X3,23, T4, 24, L5, 5

e Space group R3m #160 allows an arbitary definition of the zero of the z-axis. Here we select z; = 0, putting the
phosphorous atom at the origin.

Rhombohedral primitive vectors

aly
a3 Y 3
a; = %ai—?ay—i—%ci i
a; = %ay + 3c2
ag = —%a&—?ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = ria; +xrias + 1 as 61‘12 (la) OI
B, = Toay + Toas + Toas Ccxo 7 (1la) PI
Bz = T3a; + r3as + z3a3 la(ws —23) X+ %a (xs—23) y + (3b) Fe I
%c (223 + 23) 2
B, = zza] +x3a + r3zas —%a (l‘3 —2’3) X+ ?a (333 —23) v+ (3b) Fel
tc(2w3 + 23) 2
By = Trzay + zzag + T3 as —%a ($3 —2’3) v+ %c(2x3+23) Z (3b) Fel
B6 = Tr4a1 + T4 a9 +Z4ag %a (334 —24) }A(—F ?CL (.134 —Z4) y+ (3b) OII
%c (224 + 24) 2
By = zaa) +rg4a0 + x4a3 —ta(zg—24) X+ %a (x4 —24) § + (3b) oIl
2c(2zy +24) 2
Bs = Tyay1 + 2409 + 2423 —%a (xg —24) § + %c(2x4 +24) % (3b) oIl
By = Tsay + T5ag + 25 as %a (x5 — 25) X+ %a (x5 —25) § + (3b) O III
%0(2955 +25) 2
By = zZsal] + x5a + rsas —%a (l‘5 —2’5) X+ ?a (335 —25) v+ (3b) O III
tc(2m5 + 25) 2
B = Tsay + zsag + Tsas —%a ($5 —2’5) v+ %c(2x5+z5) Z (3b) O III
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