4%
B
EECRAMMEH OB R - Ik




4.1. CoulombiR A H NN E(L
SCFEI N O XL

SCF7ORREZDRHERT —1) V%




Fast Multipolei&
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Fast Multipolei&
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[White, Johnson, Gill and Head-Gordon, CPL, 230, 8, 1994 ]
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KWIK’ZA
[Dombroski, Taylor and Gill, JPC, 100, 6272, 1996;
Gill, CPL, 270, 193, 1997.]
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EETHANONBRIRRE

XL MELEE [Milliam and Scuseria, JCP, 106, 5569, 1997;
X. Li, W. Nunes, and D. Vanderbilt, PRB, 37, 785, 1988.]
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F B AR EEENewton-Raphsoni&

H12 O (CG) & \
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enddo
¥ENewton-Raphson(EMDDIISZ{E D3k [X. Li et al., JCP, 119, 7651, 2003.]
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REORE

MIBFED ) v FOEXR [A. D. Becke, JCP, 88, 2547, 1988;

R. E. Stratmann, G. E. Scuseria and M. J. Frisch, CPL, 257, 213, 1996.]
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