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• SPC/EL>P(®n�), 
• AMBER99SB(,S6OS), 
• GAFF (l·�n�,  Ăß*MP2/aug-cc-pVDZ�°�)
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• GROMACS 2019.5 (MDèÑ) 
• ERmod 0.3.6 (SFEèÑ)

èÑíÖ: 
,S6OSvüb,^übw:küb�MD�%(ªø4SGOS
2*100ns�á�2ns�E=1+=G��·òªø*����
Ô®Zw:1Ml·�®·³Z��SFEèÑ*�£�

MD�%(,S6OS�ªø4SGOS2

ÜÁ/CP0TèÑ*�£

Zþ»�)�ä
èÑ36?Ć

Zþ»�)Xä
èÑ36?a

A. MD�%(ÜÁ/CP0TèÑ

B. MD�/CP0TâÌ·³½ð(ER±)�%
(ÜÁ/CP0TèÑ

4SGP��ªø*��

Ô®Z

l·�®·³Z

K;DTP
(K<P�)

/;DTP
(/<P�)

F.DTP
(F.BP�)

�	�������
(�
����	��)

�Õ

®

SFE ΔΔSFE = ΔSFECosol− ΔSFEPure water��� ���
��� −879.0151.78 −582.7452.02
�� −878.2351.77 −585.8052.04 6.8950.47
����� −889.6851.78 −587.9552.01 −0.2450.44
����� −902.3351.79 −593.8452.02 −1.1150.47
���� −960.9751.83 −622.4252.03 −2.5950.68
�	������� −911.1851.78 −600.4852.03 3.3150.45PDB ID: 2AIYPDB ID: 5BTSPDB ID: 2JV1
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