CMo Structure:
AB hP12 194 af bf-001

This structure previously used the label(s) AB_hP12_194_af bf. Calls to these addresses will be redirected here.
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Prototype CMo

AFLOW prototype label AB_hP12_194 _af bf-001
ICSD 44987

CCDC 1614303

Pearson symbol hP12

Space group number 194

Space group symbol P63 /mmc
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AFLOW prototype command aflow --proto=AB_hP12_194_af_bf-001
--params=a, c/a, z3, 24

Other compounds with this structure
CRe, BaGaGe, CaGaGe, CaGaSn, CeNiP, DyNiP, GaGeSr, GdNiP, HoNiP, LiNiP, LuNiP, LuNiP, NdNiP, NiPPr, NiPTb,
NlPTm, NlPY, CQG8T13, CQSIT13, CQAlTlg

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

Atom Mo-II | C-II | C-I | C-IT | Mo-II | Mo-I | Mo-II | C-II | C-I | C-II | Mo-II | Mo-I
Position B (@ 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 |AIN5Tiy, this is a MAX phase. For more information, see (Radovic, 2013).

Hexagonal primitive vectors

a; = jzaX-— ?ay
ag = %afc + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) CI
B, = 3 ag = icz (2a) CI
B; = 1aj = ick (2b) Mo
B, = 3 ag = 3¢z (2b) Mo I
By = %al—i—%ag—i—zgag = %afc—&—%cf—i—cz;;i (4f) CII
Bs = Zai+layt (z+1)as = lag —Bagte(z+1)a (4f) C1I
B, = %a1+%32*23ag = %aifgayfcz;gi (4f) CII
Bsg = %al—l—%ag—(zg—%) as = %ai—i—%ay—c(z;g—%)i (4f) CII
By, = za;+ 2as+ 24 a3 = sax+ Lay + cz 2 (4f) Mo II
By = Zaj+tay+ (zu+1)as = lax—Bag+c(a+l)z (4f) Mo II
Bi1 = %314*%32*2433 = %aif 73(13770242 (4f) Mo II
Bix = %a1+%a2—(z4—%) as = %afc—i— gay—c(zz;—%) Z (4f) Mo II
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