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Timing in second V1R22 V2 R4 V2 R8
Monomer SCF 864.9 617.8 387.4
Monomer MP2 21.6 20.1 18.3
Monomer (Total) 890.9 642.2 410.0
Dimer ES 198.0 204.5 178.6
Dimer SCF 421.8 344.0 260.8
Dimer MP2 354.1 344.2 344.4
Dimer (Total) 1205.6 1091.7 909.8
FMO (Total) 2096.5 1733.9 1319.8
Total time 2101.4 1737.2 1323.2
Acceleration 1.0 1.2 1.6
Before

134: allocate (xxxx_work(ngklmax,6,ncsp))

137: klrs=0

138: +------ > do kl=1,ncsp

139: |V----- > do nrs=1,ngkl(kl)

140: || xxxx_work(nrs,1,kl) = xxxx(klrs+nrs,1,1,1,1)

141: || xxxx_work(nrs,2,kl) = xxxx(klrs+nrs,1,1,2,1)

142: || xxxx_work(nrs,3,kl) = xxxx(klrs+nrs,1,1,3,1)

143: || xxxx_work(nrs,4,kl) = xxxx(klrs+nrs,1,1,4,1)

144: || xxxx_work(nrs,5,kl) = xxxx(klrs+nrs,1,1,5,1)

145: || xxxx_work(nrs,6,kl) = xxxx(klrs+nrs,1,1,6,1)

146: |V----- end do

147: | klrs=klrs+ngkl(kl)

148: +------ end do
After

139: allocate (xxxx_work(ncsp,ngklmax,6))

153: +------ > do nrs=1,ngklmax

154: |[V----- > dokl=1,ncsp

155: || if(nrs .le. ngkl(kl)) then

156: || klrs = klrs_work (k1)

157: 1] G xxxx_work(kl,nrs,1) = xxxx(klrs+nrs,1,1,1,1)

158: || G xxxx_work(kl,nrs,2) = xxxx(klrs+nrs,1,1,2,1)

159: || G xxxx_work(kl,nrs,3) = xxxx(klrs+nrs,1,1,3,1)

160: || G xxxx_work(kl,nrs,4) = xxxx(klrs+nrs,1,1,4,1)

161: || G xxxx_work(kl,nrs,5) = xxxx(klrs+nrs,1,1,5,1)

162: || G xxxx_work(kl,nrs,6) = xxxx(klrs+nrs,1,1,6,1)

163: || endif

164: |V----- end do

MEfR qpee== end do
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® 2 2EFHEIDIA THIT.

Type Unique quartet Extra
[s4] (ss|ss)
[s3p1] (ssIsp)
[s3d1] (ss|sd)

[s2p2] (ss|pp), (spisp)
[s2pldl]  (ss|pd), (spisd) (ss|dp)
[s2d2] (ss|dd), (sd|sd)

[s1p3] (splpp)

[slp2dl]  (splpd), (sdipp) (spldp)
[s1pld2]  (spldd), (sdipd) (sd|dp)
[s1d3] (sd|dd)

[p4] (PpIPP)

[p3d1] (pplpd) (pp|dp)
[p2d2] (ppldd), (pdipd)  (pdidp)
[p1d3] (ppd|dd)

[d4] (dd|dd)

Count 21 5

do scc-grand-iteration
do monomer-loop
do scf-iteration
do one-int-loop
do eri-loop with GPU (from (ss|ss) to (dd|pp))
do eri-loop (dd|dp) & (dd|dd)
enddo
enddo
enddo (scc)
<mp2 processing> for each monomer

do dimer-loop
do scf-iteration
do one-int-loop
do eri-loop with GPU (from (ss|ss) to (dd|pp))
do eri-loop (dd|dp) & (dd|dd)
enddo
<mp2 processing> for each dimer
enddo
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CPU (s) GPU+(s) Acc.
Monomer
"1 48.3 27.6 1.8
"2 55.4 28.5 1.9
"3 49.3 26.5 1.9
Dimer
"21" 260996.7  34153.3 7.6
"31" 237695.3  34397.3 6.9
"32" 156257.2  21129.0 7.4
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