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

This structure previously used the label(s) A_hP4_194 be. Calls to these addresses 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
CCDC 1637294
Pearson symbol hP4
Space group number 194
Space group symbol P63 /mmc

AFLOW prototype command  aflow --proto=A_hP4_194_bc-001

--params=a, ¢/a
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Other compounds with this structure
LiB

e According to (Wyckoff, 1963), hexagonal graphite may be either flat, space group P63/mmc #194 (this structure) or
buckled, space group P6zmc #186. We assign the A9 Strukturbericht designation to the unbuckled structure shown here.

e Experimentally, a rhombohedral (R3m) graphite structure|is also observed.

e Carbon can also be found in nature as cubic diamond (A4), lonsdaleite (hexagonal diamond, and buckminsterfullerene
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1aj = ick (2b) ClI
B, = 3 ag = 3¢z (2b) CI
By = laj+2a,+ Lag = lag+Bay + Lea (2c) CI
By, = 2a; +1ay+ 3as = lag— Bay + 32 (2c) C1I
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