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Motivation for the approach
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The same as in the talks:

o Ran Si “GRASP: Recent Code Developments and Applications”

o Shaofan Shi “GRASP: Basis Selection by Machine Learning”

o Sijie Wu "A partitioned correlation function interaction approach 

in GRASP"

o Per Jönsson “On the use of Natural Orbitals in GRASP 

Calculations”

How to achieve higher data accuracy with GRASP, with

fewer computing resources.

o Gediminas Gaigalas „Second-Order Rayleigh-Schrödinger 

Perturbation Theory for the GRASP2018 Package “
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0.00047%

0.00024%

0.00044%
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