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Prototype AlgC3Ny

AFLOW prototype label A6B3C2_hR11.166_3c_ac-c-001
ICSD 654993

CCDC 1765795

Pearson symbol hR11

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A6B3C2_hR11_166_3c_ac_c-001
--params=a, c/a, Ta, T3, Ta, T5, Tg

e The structure presented by (Jeffrey, 1966) has problems similar to those of AlgC3Ny. See that page for a discussion of our
resolution of the problems.

e The ICSD is rather confused about this compound. The entry associated with (Jeffrey, 1996), #41260, has the original
structure. Entry #654993 gives a structure quite similar to ours, but it is attributed to (Suzuki, 1993), a paper concerning
the structure of iron nitride. It is better associated with (Daams, 1993). We consider #654993 to be the correct structure.

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

Rhombohedral primitive vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = 0 = 0 (1a) C1I
B, = Toay + Tpas + xo as = cxro Z (2¢) All
By = —Tpa] — Typay — Toas = —Cx2 Z (2¢) All
B, = T3a; + r3as + r3as3 = cx3 7 (2¢) Al Tl
Bs = —x3a] — r3as — r3as = —cx32 (2¢) Al Tl
Bg = T4a; + T4a9 + 14 a3 = cT4 7 (2¢) Al TIT
B, = —Tga] — Tqa9 — T4 a3 = —Ccx4 Z (2¢) Al 11T
Bgs = T5a; + T5as + T5as = cxs Z (2¢) CII
By = —Zsa] — Tsas — Ty as = —cx52 (2¢) CII
By = Tea + Tgas + Tgas = cxg Z (2¢) NI
B = —Tga] — Tgag — Tg A3 = —Ccxe 2 (2¢) NI
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