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Prototype FsFe

AFLOW prototype label A3B_hR8_167_e_b-001
Strukturbericht designation D042

ICSD 16671

Pearson symbol hR8

Space group number 167

Space group symbol R3c

AFLOW prototype command aflow --proto=A3B_hR8_167_e_b-001
--params=a, ¢/a, T

Other compounds with this structure
Oé—AlF?,, A1H3, CNig, COFQ,7 CI‘F?,, GaF3, II‘Fg, MOF3, Png, Rth, Rqu, SCF?,, T603, VF3, ZI"O3

Rhombohedral primitive vectors
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a; = %ai{fgafur%ci
as = %ay + %ci
ag = —%ai—%ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2b) Fe I
B, = laj+jar+1ag = fcz (2b) Fe I
B; = zoa; — (z2— 1) ax + L ay = %a(4x271)27§a(4m271)ericZ (6e) F1I
By, = t1ar+zay — (22— 3) a3 =  fa(day—1) %+ ga(élxg—l)y—i—%ci (6e) FI
Bs = — (w2 — ) a1+ jaz + x2 a3 = —a(zy—3) X+ ¢z (6e) FI
Bg = —ma+(m2+i)axtda; = —la(ea+3)%+La(12z0+1) 9+3c2  (e) FI
B, = %al — X9 ag + (1'2 + %) as = —éa (dzg — 1) i—ga (129 + 5) y—i—%ci (6e) FI
Bg = (gcg—i—%) al—l—%ag—xzag = a(mg—i—i)ﬁ—k%ay—k%ci (6e) FI
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