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Table 1 Total energy and atomic
GTO PW exchange-correlation energies of H,O in hartree.
PW 1 Evo
ETOT X
(PBC) 10 bohr 0 H
Plane Wave -17.194 -3.246 -0.275
6-31G -75.818 -7.893 -0.286
(LDA) (DFT) 6-31G** -75.855 -7.883 -0.286
PW H  Troullier-Martin 6-311++G**  -75.897 -7.860 -0.278
O  Vanderbilt
PW Table 2 Net charges and differences of total and atomic
exchange-correlation energies in kcal/mol.
25R k
y qA AE ch AE
r GTO 6-31G 0 H 0 H o
aexE A ox Plane Wave  -0.22 0.11 -138.800 -28.951 -262.494
6-31G™* 6-311++G Tablel g6 025 013 -153.686 21870 -239.535
(0] H ETOT 6-31G** -0.23 0.11 -146.592 -26.860 -260.352
A H 6-311++G** -0.22 0.11 -141.374 -29.903 -263.790
EXC EXC
GTO PW Ei  Eqor
PW GTO
Table 2
A
AE,, PW
6-311++G** 3 kcal/mol 1 kcal/mol
PW 6-311++G**
GTO PW EDA
GTO PW
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