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The PAW method - summary
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The PAW hamiltonian - summary
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Toward PAW in ABINIT…
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Modifications of H in ABINIT needed by PAW

Norm conserving PAW
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is constant (KB energy)0
iD jiD , is updated at each iteration

Two generalized eigenvalue algorithm have been implemented:

� Generalized conjugate gradient by Payne,  Teter, Allan… (cgwf.F90)

� Locally optimal block preconditionned conjugate gradient 
(lobpcgwf.F90) (possibility of parallelization over bands)
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Modifications of E in ABINIT needed by PAW
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Modifications of n (density) in ABINIT needed by PAW
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Norm-conserving vs ultrasoft PAW

Norm conserving PAW
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Conventions in spherical part formulation
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PAW in ABINIT – overview
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Efficiency
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Accuracy
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Initial storage of frozen atomic data (pawinit)
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Computation of data inside PAW spheres (pawsphpot)
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The non local operator (nonlop)
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Forces
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Mixing during electronic iterations
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The fine regular grid
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Conclusion
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