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准分子CdNe的相对论赝势SCF/SDCI计算

Calculation of relativistic pseudopotential SCF/SDCI for quasi molecule CdNe
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中文摘要 

    用相对论赝势从头算自洽场/单双重电子激发电子相关方法(SCF/SDCI)对准分子CdNe的基态(X1Σ+)和几个低激发态(A3Π、B3Σ、C1Π和

D1Σ+)进行了计算,得到了这些态的电子结构、势能曲线及光谱常数,并进行了讨论

英文摘要 

    The relativistic pseudoptential ab initio SCF and the electronic interrelation of the single and double electron 

excitation calculation have been carried out for Quasi-molecule CdNe. The electronic structure, the potential energy 

curves and the spectra constants of the ground(X1Σ+) and a few lowlying excited states (A3Π,B3Σ+,C1Π and D1Σ+) have been 

obtained and discussed.
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