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subroutine sub_sssp(zetam, pm, dkabm, etam, qm, dkcdm, &
ma, mb, me, md, ngi j, ngkl, a, b, ¢, d, sint, tv) tt = (pq(1)*pq(1)+pq(2)*pq2)+pq(3)*pq(3))s*rho

|

! Nov. 05,702 if (tt <= 38.08) then I Tf = 2#m+36 (for the case of m=1)

! T. NAKANO & Y. ABE ts = 0.5 8+ttxfmt_inv_step_size

! delta = ts*fmt_step size-tt

use constant

use auxiliary integral table

use integral parameter

£(0) = ((fmt_table(3, ts)*invbxdelta &
+ fmt table(2, ts)*inv2)*delta &

|
|
implicit none ! + fmt table(l, ts))*delta &
real (8), intent(in) ::zetam(k), pm(3, %), dkabm (%), & ! + fmt table(0, ts)
etam (%), qm (3, %), dkcdm () ! f(1) = ((fmt table(4, ts)*invb*delta &
integer, intent (in) : :ma, mb, mc, md, ngi j, ngkl ! + fmt table(3, ts)*inv2)*delta &
real (8), intent(in) ::a(3),b(3),c(3),d(®), tv ! + fmt_table(2, ts))*delta &
real (8), intent(out)::sint (%) ! +  fmt_table(l, ts)
! f0 = ((fmt_table(3, ts)*invb*delta &
integer npg, nrs, ix +  fmt_table(2, ts)*inv2)*delta &
real (8) p(3),q(3), ad(3), pa(3), wq(3), £(0:max m), & +  fmt_table(l, ts))*delta &
dkab, zeta, dked, eta, ze, rz, re, rho, a0, tt +  fmt_table(0, ts)
integer ts,i,j, k 1,m f1 = ((fmt_table(4, ts)*invb*delta &
real (8) delta, t inv +  fmt_table(3, ts)*inv2)*delta &
real (8) ssss(0:1), f0, f1, qdl, qd2, qd3, wql, wq2, wq3 +  fmt table(2,ts))*delta &
+  fmt_table(l, ts)

sint(1:3) =0.0_8 else
t_ inv = inv2/tt
£(0) = sqrt (pi_over2*t_inv)

£(1) = t_invxf (0)

locl eval
locl fp_relaxed !
locl fp_contract !

locl noswp f0 = sqrt(pi_over2*t inv)
locl eval concurrent f1 = t_invxf0
tocl SIMD end if

do npg=1, ngi j

if (abs (dkabm(npg)) > tv) then ERI code generator Ver. 20020228

!
!
do nrs=I, ngkl 1 2002/02/28
if (abs (dkabm(npq) *dkcdm (nrs)) > tv) then ! T. Nakano
ze = 1.0 8/(zetam(npq)-+etam (nrs)) !
a0 = dkabm(npq) *dkcdm (nrs)*sqrt (ze) 1 (sssp)

rz = etam(nrs)*ze !

re = zetam(npq) *ze ! ssss (0:1)=f(0:1) *a0

rho = zetam(npg) *rz ssss (0) =f0*a0
ssss (1) =f1*a0

do i=1,3 ! do 1=1, 3
! qd (i) = qm(i,nrs)-d(i) ! sint (1) = sint (1) +qd (1) *ssss(0) +wg (1) *¥ssss (1)
pa (i) = qm(i,nrs)-pm (i, npq) ! end do

sint (1) = sint(1)+qdl*ssss(0)+wql*ssss(1)
sint (2) = sint(2)+qd2%ssss(0)+wq2kssss (1)
sint (3) = sint(3)+qd3*ssss(0)+wqI*ssss(1)
qdl = gqm (1, nrs)—d (1) !
end if

! wq (i) =—rekpq(i)
end do

qd2 = qm (2, nrs)—-d (2)

qd3 = qm (3, nrs)-d (3) end do
wql =—re*pq (1) end if
wq2 =-re*pq (2) end do

wq3 =-re*pq (3) end subroutine sub_sssp
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\er. 1 Rev. 22 \er. 2 Rev. 4

## TIME PROFILE ## TIME PROFILE

Elapsed time: Monomer SCF = 2028. 7 seconds Elapsed time: Monomer SCF = 1801. 6 seconds
Elapsed time: Monomer MP2 = 15.0 seconds Elapsed time: Monomer MP2 = 14. 2 seconds
Elapsed time: Monomer (Total) = 2068. 6 seconds Elapsed time: Monomer (Total) = 1839. 1 seconds
Elapsed time: Dimer ES = 353.9 seconds Elapsed time: Dimer ES = 314. 2 seconds
Elapsed time: Dimer SCF = 362. 4 seconds Elapsed time: Dimer SCF = 335.7 seconds
Elapsed time: Dimer MP2 = 302.6 seconds Elapsed time: Dimer MP2 = 294.6 seconds
Elapsed time: Dimer (Total) = 1603. 4 seconds Elapsed time: Dimer (Total) = 1188.5 seconds
Elapsed time: FMO (Total) = 3672. 1 seconds Elapsed time: FMO (Total) = 3027. 7 seconds

## Time profile ## Time profile

Number of cores (total) = 3072 Number of cores (total) = 3072

Number of cores (fragment) = 1 Number of cores (fragment) = 1

THREADS  (FRAGMENT) = 48 THREADS (FRAGMENT) = 48

Total time = 3759. 3 seconds Total time = 3090. 8 seconds
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Elapsed time:

## TIME PROFILE

14546. 6 seconds
32.5 seconds

Elapsed time: Monomer (Total) 14741.5 seconds

%:Fo){&ﬁt 70 I) v F%@ ar I‘ O _)l/b{% Elapsed time: Dimer ES i 4021. 8 seconds
Elapsed time: Dimer SCF = 7215.9 seconds

DLTWET, Elapsed time: Dimer MP2 - 2492. 4 seconds
Elapsed time: Dimer (Total) = 18240. 6 seconds

RIZ., QOBXKBEERAADIGIZDOWNT Elapsed time: FMO (Total) = 32982. 1 seconds

T, BioStation Viewer M aJfR L& R ## Time profile
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