CMo Structure:
AB hP12 194 af bf-001

This structure originally had the label AB hP12_194_af bf. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype CMo

AFLOW prototype label AB_hP12_194_af bf-001
ICSD 44987

Pearson symbol hP12

Space group number 194

Space group symbol P63 /mmc

AFLOW prototype command aflow —-proto=AB_hP12_194_af_bf-001
--params=a, ¢/a, 23, 24

Other compounds with this structure
CRe, BaGaGe, CaGaGe, CaGaSn, CeNiP, DyNiP, GaGeSr, GdNiP, HoNiP, LiNiP, LuNiP, LuNiP, NdNiP, NiPPr, NiPTb,
NiPTm, NiPY, C,GeTiz, CoSiTiz, CoAlTi3

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

Atom Mo-IT | C-II | C-I | C-IT | Mo-IT | Mo-I | Mo-II | C-IT | C-I | C-II | Mo-II | Mo-I
Position B C A B C A C B A C B A

e Thus the Mo-II atoms and all of the C atoms are always in an fcc-like local environment, while the Mo-I atoms are in an
hep-like local environment. Like |AIN3Ti,, this is a MAX phase. For more information, see (Radovic, 2013).
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Hexagonal primitive vectors

a3 = %afc - ?ay
ag = %afc + @ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) CI
B, = %33 %ci (2a) CI
B; = 1a; icz (2b) Mo I
B, = 3 aj 3ca (2b) Mo I
Bs = a1+ 2as+ 2343 %aﬁ+%aA+c’z3i (4f) cI
B = Za;+dap+ (23 +1) a lax—Bay+c(zs+i) (4f) ClI
By = Za;+3a, — 2323 %a&7§anyZ32 (4f) ch
Bs = %314—%32—(23—%) as %a}‘(—i— 736@’—0(23—%) (4f) ClI
By = ta;+2as+ 203 tax+ Lay + cz 2 (4f) Mo II
Bio = 2ai+iar+ (2a+ 1) a lag—Bag +c(za+ 1) (4f) Mo II
B, = %a1+%a2724a3 lax — %ayfczzli (4f) Mo 1T
Bz = sar+Zay— (24— 3) ag 0%+ %ay —c(z— ) (4f) Mo II
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