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Selective ion-binding by protein probed with the 3D-RISM theory 

 
(分子研) ○吉田 紀生，Saree Phongphanphanee，平田 文男 

 

 

hab
ss (r) = ac

s ccd
ss (r) db

s

c,d Site on a,b

+
s

ac
s ccd

ss (rcd ) hdb
s s (rdb )

c,d Site
        on s,s

s Solvent
       species

,   (1) 

ha
s (r) = s cc

s (rc ) ca
s hca

s s (rca )
c Site on ss Solvent 

      species

              (2)



1) Hirata, F. Molecular Theory of Solvation. Kluwer, Dordrecht, Netherlands. 2003. 

2) a) Kuroki R., Yutani, K. J.Biol.Chem. 1998, 273, 34310. b) Inaka, K.; Kuroki, R.; Kikuchi, 

M.; Matsushima, M. J.Biol.Chem. 1991, 266, 20666. c) Kuroki, R; Kawakita, S.; Nakamura, 

H.; Yutani, K. Proc. Natl. Acad. Sci. 1992, 89, 6803 d) Kuroki, R.; Taniyama, Y.; Seko, C.; 

Nakamura, H.; Kikuchi, M.; Ikehara, M. Proc. Natl. Acad. Sci. 1989, 86, 6903. 

3) Yoshida, N.; Phongphanphanee; S., Maruyama; Y., Imai; T., Hirata, F. J. Am. Chem. Soc. 

 

 

NaCl wild type Human 

Lysozyme Na+

Glu-86, Asp-91, 

Ala-92

 

 

 

NaCl A92D Human 

Lysozyme mutant

Na+ Glu-86, Asp-91, 

Asp-92

 


