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COVID-19(69)
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F Main protease(48)
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| Spike protein(4)

|— Nucleocapsid protein(4)

L Other SARS-CoV-2(6)
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FMO data for COVID-19 related proteins have been released on Apr 17, 2020. here.
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Search Sample

Keyword Search: COVID-19

PDB ID Search: 1ERE

FMODB ID Search: 5P4NP

UniProt ID Search: P03372

Keyword Search(Target): Estrogen receptor alpha
Keyword Search(Ligand): NHI
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Nakano et al.Chem. Phys. LetB18 (2000)684. & Nakano et alChem. Phys. Let851 (2002)475.
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Y. Mochizuki et al.Chem. Phys. Lett. 498010) 346.
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Scaled MP3 Non-Covalent Interaction Energies Agree
Closely with Accurate CCSD(T) Benchmark Data

Scaled MP3 interaction energies calculated as a sum of MP2/CBS
(complete basis set limit) interaction energies and scaled third-
order energy contributions obtained in small or medium size
basis sets agree very closely with the estimated CCSD(T)/CBS in-
teraction energies for the 22 H-bonded, dispersion-controlled and
mixed non-covalent complexes from the S22 data set. Perfor-
mance of this so-called MP2.5 (third-order scaling factor of 0.5)
method has also been tested for 33 nucleic acid base pairs and
two stacked conformers of porphine dimer. In all the test cases,
performance of the MP2.5 method was shown to be superior to

Michal Pitonak,™ Pavel Neogrédy,[b] Jiri terny,[a]

Stefan Grimme,* and Pavel Hobza*"®
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Chem.Phys.Chert0(2009) 282

the scaled spin-component MP2 based methods, e.g. SCS-MP2,
SCSN-MP2 and SCS(MI)-MP2. In particular, a very balanced treat-
ment of hydrogen-bonded compared to stacked complexes is
achieved with MP2.5. The main advantage of the approach is
that it employs only a single empirical parameter and is thus
biased by two rigorously defined, asymptotically correct ab-initio
methods, MP2 and MP3. The method is proposed as an accurate
but computationally feasible alternative to CCSD(T) for the com-
putation of the properties of various kinds of non-covalently
bound systems.

E(MP2.5) = E(MP2) + 0.5 E"(MP3)

E(MP2.5/large basisy E(MP2/large basis)
+ LE(MP2.5MP2/small basis)

i MP2

CCSD(T)

~, =
2N b

NI 6



@ om
RIKEN R‘CCS

=3 fonr)) ey
AEN VA A AN B T (. vOG
2

Fugaku
ca(ll)
3

Volume 21 ‘ Number 28 ‘ 14 October 2019 ‘ Pages 2116921666 1
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