2 2.2 2.4 2.6 2.8 3 3.2 3.4 3.6 3.8 4 -6

-4

-2

0

2

4

6

1st 2nd hcp Zr

r [A]

Energy [eV]

Radial Functions

Φ_{ZrC}(r) -h_{ZrC}(r) Φ_{ZrZr}(r) -h_{ZrZr}(r)