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Accurate Binding Free Energy Calculation of Protein-Ligand Complexes

AREEEE: 0FX &=
ELEKARHE N4 IT BXREAR ITHEHEEER

http://segroup.fujitsu.com/life/products/research/

AEMEULE) ITKRRENDIE=ZOYE(ULR) X, FROFER-FHROBRIAGCERGIFRDOEREEH D
REBOER. REROYMERRLGEDFRAREERALEBBICERL. 22/ VE—LEYROKES
BHEIRILF—ZEREICHETIILICE T, RERBEAMRRETEMRERICEESMA D LA A
THAIIEN Do, BHIRILF—DRELTEMACEHINIVIAE—HIEREIERL,

The third branch of physics (chemistry) becomes an excellent tool to predict the physical
phenomena and the material properties in several environments. The calculation of the free energy
of binding for protein-ligand system has been performed. It is found that the acceptance ratio
method with molecular dynamics simulation has a capability of estimating the free energy of
binding within chemical accuracy (~ 1 kcal/mol). The entropy term deduced from the temperature
dependence of the hydration free energy of a small molecule is also good agreement with

experimental result.
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