0.00

. -0.02
3
£ -0.04
£ .0.06
>
5 -0.08
S -0.10
g 012
S 014
E -0.16
< 018
-0.20

FCI

FCI+SU-PBE-OT B
Exact 7]
| | | |
2.0 25 3.0 3.5

¢) O». aug-cc-pVTZ Internuclear distance (bohr)

4.0



