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strain - resulting compression/stretching

6 comp. 21 comp.



DFT calculations of elastic properties
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IBRION = 6

ISIF >= 3

POTIM = 0.015 +/-

NFREE = Integer (usually 2 / 4 )
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VASP code & elastic constants

POTIM = 0.001÷0.015
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Al. LDA results

Al. GGA results
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B(T) for Li

VASP+PHONOPY
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Some useful relations
Newton-Laplace equation: Soft and fragile materials:

Correlations with melting point: Poisson's ratio:

Young's modulus:

percentage of elastic anisotropy:



Thank you for attention


