Atomization energy (hartree)

F,, aug-cc-pVDZ

-0.020 T T T T T
-0.025
_0030 ................................................................................................
C0.035 e A A
_0040 ...................................................................................................
20.045 F= N CE I A 44444444
-0.050 N A X
FCI+PBE-UEG O

-0.055 FCI+PBE-OT
L0.060 |- Syga e e ............ FCI+SU-PBE-OT A

H : : Exact .
-0.065 1 1 1 1

26 2.8 3.0 32 3.4

Internuclear distance (bohr)



