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[Step 1] [Step 3]
Loop u (MPI parallelization) Loop batch of virtual orbital A (MPI parallelization)
Evaluation of three-center AO ERIs (uv|)) Read Bi(q€ A)
(OpenMP parallelization) "
1/3 and 2/3 index transformation of (uv| D Loop bere
by threaded DGEMM in BLAS (OpenMP parallelization) Send B to Myrank- berc node
(ialt) = > C > Cpa(wev) Receive B/ from Myrank+ berc node
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End Loop u Loop g€ A (MPI parallelization)

Loop p & Myrank + by, (MPI parallelization)
[Step 2]
Evaluation of two-center AO ERIs (I| m)
(OpenMP parallelization)

Evaluation of four-center MO ERIs by threaded
DGEMM in BLAS (OpenMP parallelization)
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Cholesky decomposition and inversion of (I| m) (ial| jb) = E BB,
by threaded LAPACK (OpenMP parallelization) L . )
Loop virtual orbital batches A (MPI parallelization) Evaluation of MP? cmrrelatlon energy

3/3 index transformation of (ia| ) (OpenMP parallelization)

by threaded DGEMM in BLAS (OpenMP parallelization) End Loop b
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