Hexagonal Graphite (A9) Structure:
A hP4 194 be-001

This structure originally had the label A hP4_194 bc. Calls to that address will be redirected here.
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Prototype C
AFLOW prototype label A_hP4.194_be-001
Strukturbericht designation A9
Mineral name graphite
ICSD 76767
Pearson symbol hP4
Space group number 194
Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=A_hP4_194_bc-001
--params=a, c/a

Other compounds with this structure
LiB

e According to (Wyckoff, 1963), hexagonal graphite may be either flat, space group P63/mmc #194 or buckled, space
group P63mc #186. If it is buckled, the buckling parameter is small, less than 1/20 of the “c” parameter of the
hexagonal unit cell. We assign the A9 Strukturbericht designation to the unbuckled structure shown here.
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e Experimentally, a rhombohedral (R3m) graphite structure|is also observed.

Hexagonal primitive vectors

al
Faz a3
a; = jzak-— ?ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = % as = ici (2b) CI
B2 = % as = %Ci (Qb) CI
B = %al—l—%ag—f—%ag = %ai—i— ?ay—i—%ci (2¢) CII
By, = %al—f—%ag—i—%ag = %ai—%ay—i—%ci (2¢) CII
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