AlCCry Structure:
ABC2_hP8.194 ¢ _a {f-007

This structure previously used the label(s) ABC2_hP8_194_d_a_f. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/ NEW2
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Prototype AlCCry
AFLOW prototype label ABC2_hP8.194 _c_a_f-007
ICSD 42918
CCDC 1612531
Pearson symbol hP8
Space group number 194
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Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=ABC2_hP8_194_c_a_£f-007
--params=a, c/a, z3

Other compounds with this structure

AICCrsy, AICCrV, AICNDby, AICNDTI, AICNbV, AlCTasy, AICTaTi, AICTiy, AICTiV, AICV,, AlICuO,, AINTis, AsCVy, CGeVa,
CSnTip, CdCTiy, CrCyGa, CrCoGe, CuCNby, GaCCry, GaCMos, GaCNbsy, GaCTay, GaCTis, GaCVy, GaCYs, GaNCrsy,

GaNTiQ, GGCCI'Q, GGCTiQ, GGCVQ, }IfCQIH7 HfCQPb, I{fCQSH7 HfCQTL IHCHfQ, IIlCl\IbQ7 IIICT‘127 IHCZI‘Q, IHNTiQ, IDNZI‘Q,

PCNb,, PCVy, PbCHfy, PbCTiy, PbCZry, SCTip, SCZrs, SnCHfy, SnCNby, SnCScy, SnCTiy, SnCZry, TICHfy, TICTi,,

TICZrs, ZnCTis, ZnCVsy, ZnNTi,

e This is a MAX phase (layered M,,;1AX,, hexagonal structure).

e Note that all of the atoms sit on close-packed <0001> planes. The stacking sequence may be written

Atom Ctr| C|Cr|Al|Cr| C|Cr| Al
Position | B |A| C | B| C |A| B | C

o AFLOW shifts the origin by (0 0 ¢/2), moving the aluminum atoms from the published (2d) Wyckoft position to the (2¢)
position.

Hexagonal primitive vectors

a; = %af{ — ?ay
az = Sak-+ éay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) CI
B, = %ag = %CZ (2a) ClI
B; = laj+2a,+Lag = lax+ Y2ay + fez (2¢) AT
B, = Za,+lay+ 3ay = lax— Lay+icz (2¢) All
B; = a1+ 3ar+2ag = jag+Pay + ez ik (4f) Crl
Bs = Za;+las+ (23 +1) a = lax—Bay+c(s+l)z (4f) Crl
B, = 2a; + 3a; — 2323 = ja% —2ay —cz32 (4f) Crl
Bs = a1+ 3a;— (23— 3) ag = %a&—f—%ay—c(zg—%)i (4f) Crl
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