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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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PIEDA Ref.; D.G. Fedorov et al., J. Comp. Chem. 28 (2007) 222. / T. Tsukamoto et al., J. Comp. Chem. Jpn. 14 (2015) 1.
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S. Tanaka and Y. Mochizuki et al., Chem. Phys. Phys. Chem. 16 (2014) 10310. / <http://www.cenav.org/abinit-mp-open_ver-1-rev-22/>.
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R. Hatada et al., J. Chem. Inform. Model. 60 (2020) 3593 & Appl. Phys. Express 14 (2021) 027003.
S. Tanaka et al., ChemRxiv (2021) <https://doi.org/10.26434/chemrxiv.13775182.v1>
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K. Akisawa et al., RSC Adv. 11 (2021) 3272.
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K. Akisawa et al., RSC Adv. 11 (2021) 3272.
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ACE2 Dist. IFIE ES EX CT DI ACE2 Dist. IFIE ES EX CT DI

Tyr44 3.2 -29 0.0 0.5 -14 -21 Tyr44 2.5 -106 -74 52 -3.1 54
Lys353 29 -34 -0.1 06 -16 -24 lys353 1.8 -239 -270 189 -74 -84
Asp355 2.7 127 149 0.7 -15 -15 Asp355 2.7 6.0 8.2 06 -1.3 -1.5
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ACE2 Dist. IFIE ES EX CT DI ACE2 Dist. IFIE ES EX CT

Asp30 1.7 -126.9 -124.5 13.7 -104 -5.7 Asp30 3.8 -73 -6.6 00 -04 -03

Lys31 51 287 288 0.0 0.0 -0.1 Lys31 6.7 1.3 1.3 0.0 0.0 0.0

His34 34 545 550 0.0 -0.2 -0.5 His34 4.3 0.5 0.7 0.0 -0.1 -0.2
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