
Table 1. MP2 total energies of diatomic molecules in several methods (in 
hartrees). 

Molecule NR IODK/C IODK/IODK DC 

HCl -460.28960 -461.70376 -461.74568 -461.74582 

HBr -2573.46456  -2605.61325  -2606.06513 -2606.08638 

HI -6919.13047  -7115.33331  -7117.13986 -7117.36938 

CuH -1640.06232  -1654.32522  -1654.56796  -1654.56661  

AgH -5198.63613  -5314.46875  -5315.67407  -5315.67963  

AuH -17864.65111 -19022.86835 -19030.11319 -19029.89665 
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