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Multicenter Integral in Numerical Computation of Quantum Chemistry

ZHANG Hong', QIU Cui-huan®, SHEN Han', CHEN Ming'
(1. Department of Physics, Sun Yat-sen University, Guangzhou 510275, China;
2. Department of Physics, Guangdong College of Pharmacy, Guangzhou 510224, China)

Abstract: A numerical method for triple and sextuple multicenter integral is presented, and its result show that accurate
hydrogenlike atomic orbitals with nodes other than STO and GTO can be used for quantum chemistry calculation. So it

avoids the distortion of electric cloud distribution in basis sets and can obtain a more precise computational result of the

electric dipole moment of a given system.
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