
-0.30

-0.25

-0.20

-0.15

-0.10

-0.05

0.00

2.0 2.5 3.0 3.5 4.0

A
to

m
iz

at
io

n 
en

er
gy

 (h
ar

tre
e)

Internuclear distance (bohr)

O2, aug-cc-pVTZ

FCI
FCI+SU-PBE-OT

Exact


