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Features of the XC- potential in the KS equation
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Third term in the large ! expansion
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• ZPE overview
• Functional derivative of the ZPE functional
• Kinetic peaks in the xc correlation potential: the case of a 1D dimer
• Wrap up and conclusions
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Ĥ�[⇢] = T̂ + �V̂ee + V̂
�[⇢]

<latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit>



ZPE overview

vZPE(s) + vZPE(f(s)) = �!(s)

2<latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit>

p
�

✓
�1

2

@2

@u2
+

1

2
!(s)u2 + vZPE(s) + vZPE(f(s))

◆
 �(s, u) =

p
�EZPE �(s, u)

<latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit><latexit sha1_base64="(null)">(null)</latexit>
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Functional derivative of the ZPE functional
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Kinetic peaks in the xc correlation potential: the case 
of a 1D dimer
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Kinetic peaks in the xc correlation potential: the case 
of a 1D dimer



Wrap up…and Conclusions

• !" # (%) ∈ ( ⁄* + + (-???
• Competition between the decay of the density and 

the interaction
• Provides a (infinite) kinetic peak in the midbond

region
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