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do K = 1,nshell
do L = 1,nshell
index = calcId(I,],K,L)
select (index) dop=1,I ex I/J/K/L_ex: 1or3or6 ILIZik?F
case (000): dog=1,] ex
call sub_ssss dor=1,K ex
_ case (001): dos=1,L ex
call get_tei_pq sl sulsar call sub_sssp if (Hyht2)
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enddo
enddo
case (624) enddo
call sub_xxxx enddo
end select
Snodo 5,p,,f,GHED 1 & HE T5=625
BYZFEDS T, ==L RIIZBE%EL
enddo TREINTWSDILs,p,dEEDHE

enddo HEHED3=81EY, SENDAAT

FEBEINBHDHs,p,dEEDH,
enddo 6




Obara® 7R 7 L&

AEN—T%—E L, hy b 7HERABROEEIL-TRD
HIRSERE (JL—F ~:sub_ssss, AJIT — X:6-31G*)

350,000 - o dop =1, ex : -
200000 ) EEMAL—TREIZEAE—HT (RRIES) | doqo 1] ex LLAKLex lor3or6 N-f
250,000 TR b vbldEE L v, mKI%1296, dor=1K ex

e dos=1,L ex

m@a 200,000 if (hyb472)

e 150,000 BEait&/NEE{EX(VRR)

100,000 enddo
50,000 enddo
0 I || I| ||I||||| ....,|..|I.|..|.I|... et | enddo
OCMNMONOMONMONMOINOIW O W O LW O 1 O enddo
It NANOODN T T IND N O O NN o0 00 OO O O

Ay bF7%0OIL—TE (0-100F THIkH. B K6%=1296)




Obara-

D707 7 LIEBE

do NF = 1,nf 1557 A MIL—T

=77 EH
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do J = 1,nshell

call get_tei_pq

enddo
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call sub_ssss_vec doq=1,]_ex
case (001): do kilrs = KL*rs
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enddo
enddo
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<<< Loop-information Start >>>

<<< [OPTIMIZATION]

<<< PREFETCH(HARD) Expected by compiler :
<<< etam, dkcdm, gm, c, d, Xxxx

<<<  PREFETCH(SOFT) : 2570 _ .
<<< SEQUENTIAL : 2570 dop =1, ex I/J_ex: 1or3or6 IIZtk#E

Xpas =F
<<< XXxx: 2570 doq=1,J_ex KL*rs: 1502/
<<< SPILLS : do kirs = KL*rs

<<< GENERAL  : SPILL 1118 FILL 2406 IFg2lrar ) .
e SIMD&FP  : SPILL 14392 FILL 28443 » WA TN RAERX(VRR)
<< SCALABLE : SPILL © FILL eﬁ:j‘do°
e PREDICATE : SPILL @ FILL ©
. ; enddo
<<< Loop-information End >>>
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dop=1,I_ex
dog=1,] ex
dor =1 ex
dos=1,L ex
if (71vbA2)
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enddo
enddo
enddo
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if (AAybA7) then
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p_array(ix) = p
g_array(ix) = q
r_array(ix) =r
s_array(ix) = s
end if
enddo
enddo
enddo
enddo
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enddo
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Cycle Accounting execution time(s)

Cycle Accounting execution time(s)

O Other instruction commit
6.0E-01

6.0E-01

@4 instruction commit
W 3 instruction commit

B 2 instruction commit
5.0E-01

5.0E-01 B 1 instruction commit

B Barrier synchronization wait
O Instruction fetch wait

B Store port busy wait

I Other wait

W Branch instruction wait

O Floating-point operation wait
3.0E-01

3.0E-01

B Integer operation wait

OFloating-point load L1D cache access wait (*)

O Floating-point load L2 cache access wait
2.0E-01 1

— O H - 2.0E-01

. [ | | . B H
1.0E-01 ﬂl\» — —.— — —-—-—.— — 1.0E-01 -
0.0E+00 -

OlInteger load L1D cache access wait
EInteger load L2 cache access wait

B Floating-point load memory access wait

B Integer load memory access wait
O Prefetch port busy wait by software prefetch

O Prefetch port busy wait by hardware prefetch

0.0E+00 - B Floating-point busy rate execution time
o — o~ ™M < n (o] ~ [ee) [e)} o ~— o — o ™ < n \e) ~ [ee] D o —
s v | svs|wv | v|v| vl |||~ | v  v| v | wv| w| v vl v | v | = | 7| DOlnteger busy rate execution time
© 18] 157 © © [15] [15] 18] © (13 he] o © © © © © © © © © [15] © ©
o o g g g g g g g g s o o o ¢ o ¢ ¢ ¢ ¢ o ¢ I s - :
c|l |l el |l | | | | | < g g c|l e €| | | | | €| | c o Q || OL1 busy rate execution time
= = = = = = = = = s = = = = = = = = = = FlE|E
OL2 busy rate execution time
Process Process ) "
B Memory busy rate execution time
0 0

(*)Include wait time for integer L1D cache access
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5.0E-01

6.0E-01

Cycle Accounting execution time(s)

O Other instruction commit

3.0E-01

2.0E-01

1.0E-01 ﬂl;
0.0E+00 -

Thread 0

Thread 1

Thread 2
Thread 3
Thread 4
Thread 5
Thread 6
Thread 7
Thread 8
Thread 9
Thread 10
Thread 11

5.0E-01

@4 instruction commit

| 3 instructig

B 2 instructio

3.0E-01

2.0E-01

1.0E-01 -

0.0E+00 -

v
[e]
o 0
[0}
0
n

Thread 0

Thread 1

B 1 instructio

B

W Barrier syn

ENIC12ERES

OInstruction fetch wait

B Store port busy wait

o ™ < n \e) ~ [ee]
© © © © © © ©
© © © © © © ©
(0] (0] (0] (0] (0] (0] (0]
— — — — — — —
ey ey ey ey o ey c
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Process

Thread 9

Thread 10

Thread 11

O Other wait

W Branch instrud
O Floating-point
W Integer opera

OFloating-point

-
R
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INA T Z A D
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B LTV

er load L2 cache access wait
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B Floating-point b

OInteger busy raf

ATy I XDRE
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T, BEEESLD

OL1 busy rate execution time

OL2 busy rate execution time

B Memory busy rate execution time

(*)Include wait time for integer L1D cache access
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