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Model space quantum Monte Carlo method II Hybrid parallel
implementation and some applications

(Kobe Univ.) Yuhki Ohtsuka and Seiichiro Ten-no
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Do I= 1, Macro step
Do IP= 1, NP (P-space determinants) (Distribute using MPI)
Do J= 1, Micro step
P-space spawning h
Q-space spawning
Death/Cloning step (Q-space only) >~ OpenMP

Annihilation step

Sigma step for IP  (Construct effective Hamiltonian)

Enddo
Enddo
Reduce effective Hamiltonian (MPI)
Diagonalization of effective Hamiltonian
Broadcast Energy (MPI)
Enddo
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Basis set: 6-31G* (1s core frozen)
-75.60
Full-CI dimension: 5.24 X 10’
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