Al;C3N (E9y) Structure:
ASB3C_hP18_186_2a3b_2ab_b-001

This structure originally had the label ABB3C_hP18_186_2a3b_2ab_b. Calls to that address will be redirected here.
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Prototype Al;C3N

AFLOW prototype label A5B3C_hP18.186_2a3b_2ab_b-001
Strukturbericht designation E9,

ICSD 14398

Pearson symbol hP18

Space group number 186

Space group symbol P63mc

AFLOW prototype command aflow —-proto=A5B3C_hP18_186_2a3b_2ab_b-001
—~params=a, C/G/, Z1,R2, 23,24y R5, 26, 27y 8, 29

Other compounds with this structure
UsAl3Cy

e Space group P63mc #186 allows for an arbitary placement of the origin of the z-axis. We set this by taking z3 = 0 for
the C-T atom.

Hexagonal primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/KHLK
https://aflow.org/p/A5B3C_hP18_186_2a3b_2ab_b-001

a; = jzak-— @ay
ag = %a}“{ + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz1 Z (2a) All
B, = (21 + %) as = c (z1 + %) Z (2a) All
B = Zp as = 2o Z (2a) Al Tl
B, = (22 + %) as = c (22 + %) Z (2a) Al Il
Bs = z3 a3 = cz3Z (2a) CI
Bg = (23 + %) as = c (23 + %) 2 (2a) CI
B, = Z4 A3 = CczZ (2a) cII
Bs = (za+3) as = c(za+3) 2 (2a) C1I
By = %a1+%a2+z5a3 = %ai—&—?ay—i—c%z (2b) Al 111
B = %al—l—%ag—i—(%—&—%) as = %ai—%ay—i—c(%—i—%) Z (2b) Al III
B = %314—%&24—2’6&3 = %ai#—%ay—i—czﬁz (2b) AlTV
B, = %a1+%a2+(zﬁ+%) as = %aif%ay+c(26+%) Z (2b) Al IV
Bz = %a1+%a2+27a3 = %ai—k?ay—i—cmz (2b) AlV
B4y = %al—l—%ag—i—(,zw—&—%) as = %ai—%ay—l—c(m—i—%) Z (2b) AlV
By = %314—%&24—2833 = %ai#—%ay—i—czsi (2b) CIII
Bis = fai+3ar+ (ss+3) as = sax—Lag+c(s+3)2 (2b) C1III
By = %a1+%a2+2933 = %ai—&—?ay—i—czyz (2b) NI
Bis = %al—l—%ag—i—(zg—&—%) as = %a&—%ay—l—c(zg—i—%)i (2b) NI
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