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This is a well-written and thorough manuscript which I 

am happy to recommend for publication.  In comparing 

the different DFT/B3P86 and MP2MC methods, the 

authors point out the similarities of their results as 

compared with each other and with experiments.  They 

might want to suggest a preferred method depending 

upon the type of property being calculated, or are the 

result sufficiently similar that this does not make sense? 
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