Al-C3sN3 Structure:
A7TB3C3_hP26_186_3a4b_2ab_a2b-001
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Prototype Al;C3N;

AFLOW prototype label A7B3C3_hP26_186_3a4b_2ab_a2b-001
ICSD 14400

Pearson symbol hP26

Space group number 186

Space group symbol P63mc

AFLOW prototype command aflow --proto=A7B3C3_hP26_186_3a4b_2ab_a2b-001
-—params=a, ¢/a, 21, 22, 23, 24, Z5, 26, 27, 28, 29, 2105 211, 212, #13

Other compounds with this structure

(Aly_ySi,)(0yC.Ng_y_.)

o (Jeffrey, 1963) place the structure in space group P63mc #186, but give the structure in a pseudo-hexagonal cell in space
group Cmc2, #36. With the help of FINDSYM we converted this to the hexagonal structure.

o (Jeffrey, 1966) uses the P63mc space group exclusively, and we list the ICSD entry associated with that paper.

Hexagonal primitive vectors

a; = %afc—‘/?gay I
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ag = zaX+ ‘/Tgay

ag = cz

Basis vectors
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Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 cz1 % (2a) All
B, = (zl + %) as c (zl + %) Z (2a) All
B; = Zo a3 cz2 Z (2a) Alll
B, = (22 + %) as c (22 + %) Z (2a) Al Il
Bs = z3 a3 cz3 % (2a) Al III
Bg = (23 +3) a3 c(zs+3) 2 (2a) Al TII
B, = z4 A3 c24 Z (2a) ClI
Bsg = (,24 + %) as c (24 + %) Z (2a) CI
By = Z5 as cz5 % (2a) CII
By = (z5 + %) as c (25 + %) Z (2a) CII
B = 26 a3 cz6 % (2a) Nil
B, = (zG + %) as c (z(; + %) Z (2a) Nil
Bz = %al + %a2+z7a3 %afc—&—%ay—i—cmi (2b) Al TV
By = %a1+%a2—|—(27+%) as %af{—%ay—kc(gﬁ—f—%) Z (2b) Al TV
By = %a1+%a2+28a3 %a§<+%ay+czsz (2b) AlV
Big = %al—i—%ag—f—(z'g—&—%) as %ai—?ay—i—c(qg—i—%) Z (2b) AlV
By = za;+ 2as+ 29 a3 %ai—&—%ay—i—c,@i (2b) Al VI
Bis = %a1+%a2+(zg+%) as %ai—%ay—kc(zg—l—a Z (2b) Al VI
Big — la;+2a,+ z0a lag+ ey + ez (2b) Al VII
By = %al—&—%ag—&— (210—1—%) as %ai—%ay—i—c(zlo—i—%) Z (2b) Al VII
By = ta;+ 2ay+ 211 a3 sax+ %ay—&—czuz (2b) C 111
Boy = 2ai+iax+ (211 +3) a3 %ai—%ay+c(z11+%) 7 (2b) CIII
Bas — la;+2a, + 2100 lag+LBay + cz102 (2b) Ni II
By, = Zaij+tar+ (z12+3) a3 %ai—%a&—i—c(zlg—ké) Z (2b) Ni II
By = la; + 2ay 4 2343 lagk+Bay 4 232 (2b) Ni TIT
Bas = Zai+tast (23t 1) ag lag—Bagtc(nz+1)2 (2b) Ni III
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