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iP2£ ï|r£©

£ 1̈3£©

ñîºÏ±íÏóÏÂµÄ½»»»×÷ÓÃ£º×ÔÐý»ìºÏÌ¬µÄµç×ÓÓÐα2¼¸ÂÊ×ÔÐýÏòÉÏ£¬β2¼¸ÂÊ×ÔÐýÏòÏÂ£¬̧Ãµç
×ÓºÍÆäÓà×ÔÐýÏòÉÏµç×ÓÖ®¼äÓÐ½»»»×÷ÓÃEx↑£¬ºÍÆäÓà×ÔÐýÏòÏÂµç×ÓÓÐ½»»»×÷ÓÃEx↓£¬×ÜµÄ½»
»»×÷ÓÃExEEx↑+Ex↓¡£

×ÔÐý¼«»¯Ä£ÐÍÖÐ£¬Èç¹ûµç×Ó×ÔÐýÏòÉÏ£¬ÔòËüÊÜµ½µÄ½»»»ÊÆVx↑ Îª£Û3£Ý£º

Vx↑ E-6α
3

16π2r2p↑
£ r̈£Û £Ý£©

1£3̄

£ 1̈4£©

p↑ ÊÇ×ÔÐýÏòÉÏµÄµçºÉÃÜ¶È£¬αÊÇ½»»»²ÎÊý¡£

Vx↓ E-6α
3

16π2r2p↓
£ r̈£Û £Ý£©

1£3̄

£ 1̈5£©

Õû¸öµç×ÓÊÜµ½µÄ½»»»ÊÆVx Îª£º

VxEα2Vx↑+β2Vx↓ £ 1̈5£©
Í¬Ñù£¬×ÔÐý»ìºÏÌ¬µç×ÓÊÜµ½µÄÏà¹ØÊÆÎª

117µÚ17¾íµÚ4ÆÚ Ð»º£·ÒµÈ£ºñîºÏ±íÏóÏÂµÄÔ×ÓµÚÒ»µçÀëÄÜµÄ¼ÆËã



VcorrEα2Vcorr↑+β2Vcorr↓ £ 1̈6£©

Vcorr↑£¬↓ E-
1
3

1
4πr£¨ £©2

1
3
p
1
3↓↑ C↑↓

σ↓↑
σ£¨ £©
↑↓

2
3
+3C£¨ £©↓↑

C↑↓ E0.076921+
3.7723
N£¨ £©
↑↓

-23
£ 1̈7£©

ÔòÔÚñîºÏ±íÏóÏÂµÄ×ÔÐý¼«»¯·½³ÌÎª

d2Pi
dr2 E -E+

li£ l̈i+1£©
r2 +£¨ £©VPi

V EVc+Vx+Vr

Vc↑↓ E-
2Z
r +

2
rʃ

r

0
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atoLsincouplingpresentation
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Abstract£ºwediscussanewcalculationmodel¡ªSpinPolarizedmodelincouplingPresentation
£ S̈PCP£©£¬whichisbasedonspinpolarizedXαmethod£¬involvingtherelativisticeffectandthe
electronspinatthesametime.Itcanmergetheelectronsinspin-mixedstateintospin-polarized
model.WecalculatethefirstionizationpotentialofatomsfromⅢA-ⅧAgroupinsecond£¬

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