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 (kcal/mol)

     Eelec
� EvdW     Gnp     GPB

� T S  Gbind

�A:WAR(-)   -94.7       -44.3     -6.5       117.0     20.5  -8.0

�B:WAR(+) -111.2       -50.5     -7.1       137.3     16.9        -14.6

   Eelec  EvdW  Gnp  GPB  T S  Gbind

�B-A -16.5          -6.2     -0.6       20.3     -3.6   -6.6
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20.3kcal/mol

HSA

van der Waals vdW -

6.2kcal/mol (-16.5kcal/mol)

(-0.6kcal/mol)

CLM

CLM

CLM WAR

vdW

HSA-CLM HSA-WAR-CLM

CLM WAR

  (kcal/mol)

                 HSA-CLM HSA-WAR-CLM

  subdomain IB

           Phe149           -1.9      -0.7

           Tyr150           -2.8      -1.4

           Glu153           -2.7      -2.6

           Glu188           -0.2      -1.2

           Ala191                -0.3      -1.0

           Ser192           -2.2      -3.4

           Lys195           -4.9      -6.5

           Gln196           -5.5      -4.4

  subdomain IIA

           Leu198           -1.6      -0.7

           Lys199           -4.7      -4.5

           Trp214           -2.5      -2.6

           His242           -1.5      -0.7

           Arg257           -1.8      -1.0

           His288           -1.0      -0.5

  subdomain IIIA

           Glu450           -0.7      -0.9

           Asp451           -0.9      -1.4

                 WAR   -6.6

                          

                          

Total   -44.3            -50.5
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HSA-WAR-CLM IIA

His242, Arg257, His288

Glu188,

Ala191, Ser192, Lys195 IB

CLM

vdW

WAR vdW

-6.6kcal/mol
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IIA Lys199 Trp214

Arg257 vdW

vdW

CLM WAR

IB IIA IIIA

HSA-CLM HSA-WAR-CLM CLM

WAR

(kcal/mol)

                             HSA-CLM    HSA-WAR-CLM

            subdomain IB

                    Glu153                  -11.8    -10.4

                    Glu187                  -10.7    -11.2

                    Glu188                  -11.4    -11.9

            subdomain IIA

                    Glu292                  -16.0    -13.8

                    Glu294                  -10.1    -10.6

            subdomain IIIA

                    Glu450                  -21.4     -24.1

                    Asp451                  -26.5    -31.7

                                  .    WAR -18.5

                                        

                                        

       Total                  -94.7            -111.2
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-18.5kcal/mol
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