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Gbind = "Egas + ""Gsolv ! T"Ssolute  

"Egas = Egas,complex ï ( Egas,HA1 + Egas,sialoside ) 

""Gsolv = "Gsolv,complex ï ( "Gsolv,HA1 + "Gsolv,sialoside ) 

"Gsolv = "Gpol + "Ges + "Gcav + "Gdisp + "Grep  

"Ssolute = Ssolute,complex ! (Ssolute,HA1 + Ssolute,sialoside)@ð Ssolute = Strans + Srot + Svib 

 

¨¨"@"Gpol ; Õ^-PCM�3´Ê¼½fgñ@ "Ges ; Õ^-PCM�3ò®¼½fgñ@ 

"Gcav ; óô��+8*9:ñ@ "Gdisp ; Õ^-PCM�3´õ¼½fgñ@ "Grep ; Õ^-PCM

�3ö�÷øñ@"_YrStrans@ Srot@ Svib S@ùú@ûü@âã+(z0æ:"_Yr 

 



4ý-¥þ

z{ H3 HA1S@!2-3U£%jÿ ! Gbind�"¦&rz{ H3ïz{!2-312Å5¢S@´µ

�#e45-´µ�´õ¼½fgUhij$¾Ì%&r�3´@Å5¢��U%&'ÕÛM()

**+:�B,�i&rz{H3 Gln226Leu HA1-!2-63GbindS@z{H3ï�z!2-6Å5¢3Gbind

h��ÿ "_�@-U Ssolute3."y/01i&r�z H3 HA1ï!2-6Å5¢3 GbindS-4.3 

kcal/mol -$Ò2§j@345-3.7~ -3.6 kcal/mol [6]U67%&r�3 GbindS@z{ H3 

Gln226Leu HA1ï!2-6Å5¢3 Gbindh��ÿ 1i&r 

89 HA1ï./0»1Å5¢¯°*U�Âj@o:3;-@;3<®=�>U?@%&;�A

B%&4ý@EgasS®=3CD���EØ&r%�%@�3CD�¼FXYh&U'ÕÛM()**

+:yfg%&r 

 

4G-HI

FMO/PCM!- MMJ�*3�áâãÁä3KL5MNS@H33./0»1U£XY45

sMt3BËwx�¾t¿UOP%&rQ�!S@z{H3 Gln226Leuy�z!2-612U45",

Y-Â&344ý�OP%&rFMO/PCM!S@H3ï./0»1Å5¢3´µ�¼½fg$¾Ì

-@Å5¢��U%&'ÕÛM()**+:�RS�i&rTàU� Gbind3BËwx�RS�Y&

VU@WW©ªS@´µãÈÉ#$UhY HAï./01q^Å5¢3XYÌ�åijÂYrZÍ@

~([{(²%&Å5¢ÆÇ�\]^ FMO!p EFP!UhY#´µ3_`ÂUhijÆÇab

ÌXYr�%j@FMO/PCM!"+8*9:ÁäXYr 

 

cd 

[1] Y. Kawaoka Ed., Influenza virology current topics, Caister Academic Press, Wymondham, 

2006. 

[2] D. G. Fedorov, K. Kitaura, Eds., The fragment molecular orbital method: practical 

applications to large molecular systems, CRC press, Boca Raton, 2009. 

[3] T. Sawada et al. Glycoconj. J. 2008, 25, 805. 

[4] T. Sawada et al. J. Mol. Genet. Med. 2009. 3, 133. 

[5] L. T. Chong et al. Proc. Natl. Acad. Sci. U. S. A. 1999, 96, 14330., M. G. Ford et al. Proteins

Struct. Func, Genet. 2003, 53, 229. 

[6] N. K. Sauter et al. Biochemistry 1989, 28, 833. 

 


