P 3¢

BxXc—19

N H |

HEHREPHERX (BEHRERIE) IRARRBESE
VRt 25 4 5 H 25 HIUE

H4E®’S : 14301
MEIEE : FEMEEME

HEHAE : 2008~2012
EERXS: 20118002

MRFEER (FIX) ATPMKSEDBEREIRILT—EIT

R EERER (FEX) Free-Energy Analysis of ATP Hydrolysis
MERERSE
¥ARK @S2 (MATUBAYASI NOBUYUKI)
R#EKZE - L2HERT - EHS
MEELZS: 20281107

WHIERCR OBEE (Fn30) - MERE L EMB e S CSEME TH 5 ATP ORI Rz 1 1%
—iE, BREFUOBHRTRLX—FREICL > T, HFmiICEET 5, KBRS TiE, ATP
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RPHETT D52 LA BT Lz, £io, ATP 2B L OVF 37 B R OB R & Sl
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WIS R OB (3£32) : ATP is a key compound to bridge material science and life science.
In the present project, all-atom analysis of free energy is conducted for the hydrolysis of
ATP. It is found that the hydration free energies of ATP and its related compounds are
comparable in magnitude to the energies of covalent bonds. The interaction component
responsible for the solvation effect on ATP and protein systems is further identified, and an
analysis scheme for cosolvent effect is established.
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