—-17.254

—-17.256

—17.258

—-17.260

Energy(a u.)

-17.262 Basis

- DZ, sr-LDA
-17.264 = DZ, sr—PBE
- TZ, sr-PBE

0 0.2 05 0.75 1 1.75 25 38 85 ®
u (bohr Y



