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Ab initio research on the ground state spins of bicarbenes and binitrenes
QIU YONGQING,ZHAO CHENGDA

Abstract In this paper, using quantum chemical ab initio UHF methods the ground state spins of plane bicarbenes and
binitrenes have been studied. Combined with the proceeding results, further research on magneticcoupling rules of
polyradicals has been carried out, which provides dependable fundation for organomagnetic molecular design.
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