Sc-V (High-Pressure) Structure:
A hP6.178 a-001

This structure originally had the label A hP6_178_a. Calls to that address will be redirected here.
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Prototype Sc

AFLOW prototype label A_hP6_178_a-001
ICSD 153837
Pearson symbol hP6

Space group number 178

Space group symbol P6,22

AFLOW prototype command aflow --proto=A_hP6_178_a-001
--params=a, c/a, T1

e This high pressure phase of scandium becomes stable at 240 GPa. We use the experimental data at 242 GPa and 297K.
This chiral structure could also have been presented in the enantiomorphic space group P6522 #179.
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a3 = %afc — ?a&
as = %af(—i— ?ay 1‘;‘:"“3)
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T a1 = %awl X — @axl vy (6a) Scl
B, = r1as + & ag = faw X + ?axl y+3c2 (6a) Sc 1
B; = —z1a; — T as + % as = —ar1 X+ %ci (6a) Scl
B, = —zia; + 1ag = —laz %+ @axler ica (6a) Sc 1
B; = —x1ay + % as = —%awl X — ?axl v+ %ci (6a) Sc1
B = r1a; +x1ax + §ag = a1 X+ ez (6a) Sc1
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