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Loop over ij-batch ! size depending on available memory
Loop over s ! to be parallelized
Loop over r
Preparing (pq,rs) ! for canonical pg-pair
Forming (ig,rs) ! DGEMM, fixed rs, running over p
Forming (ia,rs) ! DGEMM, fixed rs, running over q

Forming (ia,js) ! DGEMM, fixed s, direct-product for fixed r

End of loop over r
Forming (ia,jb) ! DGEMM, direct-product for fixed s
End of loop over s ! all-reduce operation as barrier
Calculate partial MP2 energy with respect to ij-batch
End of loop over ij-batch

(ig, rs) = C,i(pa, rs)
(ia, s) =icqa(iq, rs)
(ia, js) =iC”~(ia, rs)
(ia, jb) = iCsb(ia, Is)
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