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Analysis of the structural fluctuation of the chignolin molecule
using the 3D-RISM/MD hybrid simulation method
O Shinnosuke Gyobu, Shinichi Miura
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amino acid Gly | Tyr | Asp | Pro | Glu | Thr | Gly | Thr | Trp | Gly
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In vacuo In solution
BOND 3.71 2.37
ANGLE 14.27 13.28
DIHED 77.84 71.13
VDWAALS -42.92 -52.72
EEL -801.26 -636.90
1-4 VDW 28.75 3141
1-4 EEL 54430 542.72
ERISM --- -222.84
TOTAL -175.30 -251.56
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