total energy EO (eV/atom)
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pressure p (GPa)

V= 22.86487309 Ang®/atom

B,= 35.99169617 GPa

B,=4.24684112

0= -1.50621639 eV/atom

a0e= 3.18953134135222
(a01-a0e)/a0e= 0.00015494

o™M¥ = 0,017 (0.017) GPa
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