
10 37 10 33 10 29 10 25 10 21 10 17 10 13 10 9

EPS_DEFAULT

2.0

1.5

1.0

0.5

0.0
En

er
gy

 (H
a/

at
om

) Total energy
Core Hamiltonian energy
Repulsive potential energy
Electronic energy
DFTB3 3rd order energy
Dispersion energy


