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National Super Computer  Tianhe—2 (MilkyWay—2) — TH-IVB-FEP
1 Center in Guangzhou  Cluster, Intel Xeon E5-2692 12C 2.200GHz,
China TH Express—2, Intel Xeon Phi 31S1P NUDT
DOE/SC/Oak Ridge Titan — Cray XK7 , Opteron 6274 16C
2 National Laboratory
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DOE/NNSA/LLNL Sequoia — BlueGene/Q, Power BQC 16C
United States 1.60 GHz, Custom IBM 1572864 17.17
4 RIKEN AICSJapan K computer, SPARC64 VIIifx 2.0GHz, Tofu 705,024 1050
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ISOMP parallel do schedule(dynamic,1)
dop=n,1,-1 <--OpenMPIZ&BIRY ST
dov=l,pn
pv=p*(ut+l)/2+v
Astart=mod(pv+mpi_rank,nproc)+1
do A=Astart, p ,nproc <--- MPIS> (2 K BIRY ST
doo=1, A
AO2EFIES (uvho)aTE+
Fock{T3IIZ B LA A
enddo
enddo
enddo
enddo
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call mpi_allreduce(Fock)
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HERE GAMESS New program
6-31G(d) (1032& &) 706.4 666.6
cc-pVDZ (1185 K) 2279.9 14343
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