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Bulk+1 vac

N (# of atoms) E_tot (eV)
107 -160.3747

35 -51.9276
53 -79.0347
95 -142.2887

127 -190.4968
287 -431.4990

0 50 100 150 200 250 300 350

-500.0000

-450.0000

-400.0000

-350.0000

-300.0000

-250.0000

-200.0000

-150.0000

-100.0000

-50.0000

0.0000

f(x) = − 1.50625043097475x + 0.796494886037862
R² = 0.99999999878481

vac formation energy in Mg
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