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Table 1. EDA to H20 and NaCl. Atomic energies are shown in hartree. Populations are also shown. 4q and A4E

(in kcal/mol) are shown in parentheses.

Atomic Population Atomic Energy
q*(Mull) q*(Grid) E4(Mull) E4(Mull/Grid)

H20

H 069 ( 031 ) 08 ( 011 ) -0.511 ( 8.8 ) -0.679 ( 114.2 )

0 861 ( -0.61 ) 822 ( -022 ) -75.361 ( 2067 ) -75.025 ( -4.0 )
NaCl

Na 1044 ( 056 ) 11.14 ( -0.14 ) -162.210 ( -174 ) -162.363 ( 178.0 )

Cl 1756 ( -056 ) 16.86 ( 0.14 ) -460.242 ( 1075 ) -460.090 ( 12.0 )
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