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FMO Original; K. Kitaura et al., Chem. Phys Lett. 313 (1999) 701./ General Ref.; M. Gordon et al., Chem. Rev. 112 (2012) 632.
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Ref.; “The ABINIT-MP program” Y. Mochizuki et al. in “Recent Advances of the Fragment Molecular Method” (Springer, 2021).
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Refs.; T. Nakano et al., Chem. Phys. Lett. 318 (2000) 684. & T. Nakano et al., Chem. Phys. Lett. 351 (2002) 475.
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Refs.; Y. Mochizuki et al., Chem. Phys. Lett. 396 (2004) 473. & Y. Mochizuki et al., Theor. Chem. Acc. 112 (2004) 442.
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Refs.; R. Hatada et al., J. Chem. Inform. Model. 60 (2020) 3593 & Appl. Phys. Express 14 (2021) 027003.
S. Tanaka et al., J. Phys. Chem. B 125 (2021) 6501
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## TIME PROFILE

100

10 100 1000 10000 100000

# hardware threads

Elapsed time: Monomer SCF = 14546. 6 seconds R —1 5 RE D B
Elapsed time: Monomer MP2 = 32.5 seconds
Elapsed time: Monomer (Total) = 14741.5 seconds
Elapsed time: Dimer ES = 4021. 8 seconds
Elapsed time: Dimer SCF = 7215.9 seconds
Elapsed time: Dimer MP2 = 2492. 4 seconds
Elapsed time: Dimer (Total) = 18240. 6 seconds
Elapsed time: FMO (Total) = 32982. 1 seconds

##t Time profile

Number of cores (total) = 384
Number of cores (fragment) = 1
THREADS (FRAGMENT) = 48
Total time = 33120.9 seconds
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s RIZLIBARKTI0%DIE | do ainil, ixi2

do r=ixkl, ixk2
do s=ixll, ix12
ix=ixt+1
val = sint(ix)
if((abs(val) <= tv)) Cycle
fock (q, p)=fock (q, p) +dc (s, r)*val*2. d0! HY—OIF
fock (s, r)=fock (s, r) +dc (q, p) *val*2. dO
fock (r, p) =fock (r, p) ~dc (s, q) *val*0. 5d0 ! ZHLIE
fock (s, p)=fock (s, p) ~dc (r, q) *val*0. 5d0
fock (r, @) =fock (r, @) ~dc (s, p) *val*0. 5d0
fock (s, a)=fock (s, @) ~dc (r, p) *val*0. 5d0
end do
end do
end do
end do
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Al fRILHER DB EFITDER

B ERDFMOFt EfE R A pythonRY— /L THALELTRIfRk. 7—oJ0—% kL
‘GPUR/NIV D ERNIBZRHRIC. BIBEEIF DTG LENWTEDEEF A

seaborn sns
import pandas pd
import matplotlib.pyplot plt
import os
import glob
import subprocess
import datetime

folderl =input('csvic 9 5 7 4 L% ")

pathl = './'+folderl+'/*.out'
filesl = glob.glob(pathl)

print(path1)
print(files1)

i range(len(filesl)):
subprocess.call(["python", "/home/sugiura/abmptools/getifiepieda.py","-ff","1-50","51-100","-i",files1[i]])

foldername = input("Z & L EZAA")
path='./'+foldername+'/*-MP2total-ffmatrix.csv'

files = glob.glob(path)

print(files)

mkfoldername = folderl+'picture-'+str(datetime.datetime.now().strftime ("%Y%m%d%H%M"))
os.makedirs(mkfoldername,exist_ok=True)

i range(len(files)):
df_ifie_csv = pd.read_csv(files[i], header=0, index_col=0, float_precision="high")

plt.figure()

sns.heatmap(df_ifie_csv,vmax=50,vmin=-50,center=0, cmap='bwr_r',cbar=False)
plt.axis('off"')
plt.savefig(mkfoldername+'/seaborn_heatmap_list'+str(i)+'.png')
plt.close('all"')




Refs.; R. Hatada et al., Appl. Phys. Expr. 14 (2021) 027003. & S. Tanaka et al., J. Phys. Chem. B 125 (2021) 6501.
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