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Solving this problem is impossible

hence classically we refer to discretisation

Find UN in XN such that:
FN(UN) = 0
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Residual
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error in N

error in k
= total error

more accurate !

gain of a factor 100 !!



extension to Kohn Sham with

Eric Cances, Genevieve Dusson, Benjamin Stamm and Martin Vohralík
in a series of papers
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CC with respec
t to full C
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take home message

a priori .. no use but helps !

a posteriori.. allows to certify the results with 
actual figures ! with accuracy

and even tell what to do to improve the 
accuracy



EMC2 ERC synergy-project 
post doc and PhD Positions  

has started last september for 6 years
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