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The performance of several density functionals including B3LYP, BLYP, 
B3PW91, BPW91, B3P86, BP86, and MPW1K has been investigated for a series 
of first- and second-row molecules. The basis sets used in the calculations 
include the correlation consistent basis sets (cc-pVxZ, where x=D(2), T(3), Q(4), 
5), augmented correlation consistent basis sets (aug-cc-pVxZ), and the new ?pc? 
sets [Jensen, Journal of Chemical Physics, 201, 9113, (2001)]. Atomization 
energies and molecular structure are reported. A statistical error analysis 
including mean error, standard deviation, mean absolute deviation, and 
maximum error has been performed. 
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