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The performance of several approximations to explicitly correlated coupled-cluster singles and 
doubles (CCSD-F12) [1] is investigated in the framework of the High accuracy Extrapolated Ab 
initio Thermochemistry (HEAT) [2] protocol. Extrapolated CCSD correlation energies are bench-
marked against their explicitly correlated counterparts, while the remaining contributions to the 
thermochemical protocol are kept constant. The resulting total atomization energies are compared 
with those obtained with the conventional HEAT scheme and reference values from the active ther
mochemical tables (ATcT) [3]. 

[1] C. Hättig, W. Klopper, A. Köhn, and D.P. Tew, Chem. Rev., 112, 4 (2012). 

[2] A . Tajti, P.O. Szalay, A. G. Csâszâr, M . Kallay, J. Gauss, E.F. Valeev, B.A. Flowers, J. Vazquez, 
and J.F. Stanton, J. Chem. Phys., 121, 11599 (2004). 

[3] M.E. Harding, J. Vazquez, B. Ruscic, A .K . Wilson, J. Gauss, and J.F. Stanton, J. Chem. Phys., 
128,114111 (2008). 


