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Density functional theory is used to investigate the
temporary anion states of polyatomic molecules. The
stabilized Koopmans’ theorem using long-range
corrected functional is adopted for the energies of
temporary anion states. Stabilization is accomplished
by varying the scaling factor such as exponents of
appropriate diffuse functions. The energies of
temporary anion states are identified by
investigating the relationship between the resultant
eigenvalues and scale parameter.
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Abstract: Density functional theory is used
to investigate the temporary anion states of
stabilized

polyatomic  molecules. The

Koopmans®  theorem using long-range
corrected functional is adopted for the
energies of temporary anion  states.
Stabilization is accomplished by varying the
scaling factor such as exponents of
appropriate diffuse functions. The energies of
temporary anion states are identified by
investigating the relationship between the
resultant eigenvalues and scale parameter.
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