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Cell Formula: Ti2 O4 Atom Fractional Cartesian
Space Group: 136 P4 2 x=1.00000 x=4.59400
Til y=1.00000 y=4.59400
Lattice Parameters 7=1.00000 7=2.95900
a=4.5940 A
b =4.5940 A
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Cell Formula: Ti2 04 Atom Fractional Cartesian
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Til ¥=1.00000 y=4.65540
Lattice Parameters 7=1.00000 7=2.96185
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INCAR L58KB Input parameters

KPOINTS 5B The KPOINTS file is used to specify the Bloch vecters (k-points) that will b
POTCAR 0.42MB The POTCAR file contains the pseudopotential for each atomic species used
POSCAR 0.33KB Input structure,

log.out 7.64KB VASP out log file.

OSZICAR 427KB Information on each electronic and ionic SCF step

QUTCAR 0.18MB Main output file

CONTCAR 1.03KB Is the updated POSCAR file after each calculation, whether ionic movement
o HPC node eror file.
52.47KB Main output file in xml format

WAVECAR oB Binary file containing information such as wave function coefficients, eigenv
CHG 0B Contains charge density, lattice vectors and atomic coordinates. Should be us
CHGCAR 0B

Same as CHG but it ct

ins also one-center occupancies. Should be used to,
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