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Tab. I The exponents of density basis function
JF-f =IN I 2 S Sasp

H 1.0016 1. 24

He 1.6563 1. 69

Li 2.6318 1.6758 2.69 0. 80
Be 3.6572 2. 1838 3.68 i. 15
B 1. 5845 3.9205 I. 4548 4. 68 1. 50
C 5.5175 5. 2422 2. 1503 5. 67 1.72
N 6. 1493 6. 5627 2. 8296 6. 67 1.95
(o) 7.3852 7. 8829 3.1527 7. 66 2.25
F 8.3171 9. 2393 1. 0905 8. 65 2.55
Ne 9. 2454 10. 6325 1. 7356 9. 64 2.88
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Study of Electronic Population Calculating

Projection in Molecule

Wang Ganquan * Chen Zhizing Yun Fengcun

Abstract Using the square functions of the hydrogenlike atomic orbitials as the density basis
functions, we get the atomic electronic populations and the net charge by fitting the molecular
electronic density function with least squares method in the paper. The exponents of density basis
functions have been optimized by fitting the base state electronic density functions from SCF cal-
culation. Because H atom has too much electronic population in molecule when its exponent is
adopted 1, the exponent of H is optimized by using fitting electronic density function of H,
molecule.
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