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TABLE I. Dissociation energy (De) in kcal/mol of the C2 molecule computed using FCIQMC, CIPSI, FCIQMC+F12, CIPSI+LDAHF and
CIPSI+LDAHF-val (valence only interaction and density) in the Dunnng cc-pVXZ (VXZ) basis sets.

FCIQMC CIPSI FCIQMC+F12 CIPSI+LDAHF CIPSI+LDAHF-val CIPSI+PBEHF CIPSI+PBEHF-val
V2Z 130.0 132.0 142.3 141.9 142.9 142.7 145.6
V3Z 139.9 140.3 145.3 142.8 145.5 142.7 146.7
V4Z - 143.6 - 145.8 146.2 145.3 147.0
V5Z - 144.3 - 145.1 146.1 144.9 146.5

Estimated exact
146.9
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