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HD E
KB
2
1
r
d2£ r̈V£©

dr2 +34
£¨KB£©2 dV

d£¨ £©r
2

HSO E-KB
dV
dr

k
r+

1£¨ £©r

kE
l jEl-12

-l-1 jEl+
<

╰

╰
1
2

p↑£ r̈£©EΣiα
2
iP2£ n̈i|r£©

p↓£ r̈£©EΣiβ
2
iP2£ n̈i|r£©

i¶ÔËùÓÐÕ¼¾Ý¹ìµÀÇóºÍ

KE14α
2

K ºÍB ÖÐµÄαÎª¾«Ï¸½á¹¹³£Êý

BE 1+14α
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Calculationofthefirstionizationpotentialof
atoLsincouplingpresentation

XIEHai-feng1£¬HELi-ming2

£ 1̈.PetrochemicalInstitute£¬Physicsdepartment£¬EastChinaUniversityofScienceandTechnology£¬Sshanghai201512£»2.
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Abstract£ºwediscussanewcalculationmodel¡ªSpinPolarizedmodelincouplingPresentation
£ S̈PCP£©£¬whichisbasedonspinpolarizedXαmethod£¬involvingtherelativisticeffectandthe
electronspinatthesametime.Itcanmergetheelectronsinspin-mixedstateintospin-polarized
model.WecalculatethefirstionizationpotentialofatomsfromⅢA-ⅧAgroupinsecond£¬

third£¬fourth£¬fifthandsixthperiodwithSPCP£¬SpinPolarizedmodelinNoncouplingPresen-
tationandNonspinPolarizedmodel.Thenewmodelismorereasonablethantheothertwo
modelsforlargeatomicnumbersystem.

Keywords£ºXαmethod£»couplingpresentation£»relativity£»transition-state£»ionizationpotention
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