Hypothetical Tetrahedrally Bonded Carbon with 3-Member Rings
Model Structure:
A_hP6.194_h-001

This structure originally had the label A hP6_194 h. Calls to that address will be redirected here.
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Prototype C
AFLOW prototype label A_hP6_194_h-001
ICSD None
Pearson symbol hP6
Space group number 194
Space group symbol P63 /mmce

AFLOW prototype command aflow --proto=A_hP6_194_h-001
--params=a, c/a, Ty

e This structure was proposed in (Schultz, 1999) to show that it was energetically possible to form three-member rings in
amorphous sp> carbon structures.
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Hexagonal primitive vectors

a&az
a3 = %afc - ?ay "
as = %afc + @ay @
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 2z as + iag = %amli—i— @awly—i— ici (6h) CI
B, = —2z1a; — a8y + 1 a3 = —Saz %+ ?amly—l— jcz (6h) CI
B; = ri1a; — T as + %33 = —V3az1 ¥ + %ci (6h) CI
B, = —z1a; — 2z as + %ag = —%axlfc— @axly—l— %02 (6h) CI
Bs = 2¢1a; +x1as + %ag = %amli— @awly—i— %ci (6h) CI
Bsg = —ri1a; +x1a9 + % as = V3azx, § + %ci (6h) Cl
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