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An Analysis of Estimated Force Field Parameters for Molecular
Dynamics

Abstract
In this paper, we estimated force field parameters for Molecular Dynamics(MD) and analyzed
those estimated parameters. For MD Simulation, we focused on protein structures, and we
used structure fitting,i.e.RMSD(root means square deviation), as a fitness function when we
estimated those parameters. Analysis of those parameters were implemented by comparison
trajectory which was resulted by MD simulation with original parameters, to that with esti-
mated parameters. After that, we observed thofferénces of trajectory and discussed the
usefulness of estimated parameters.
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PDBId | oc[A] ec[kcal/mol] | fithess | original fithess
original | 1.908000 0.086000

1AJJ | 1.304959 0.055135| 2.284790 3.680939
1PGB | 1.904152 0.082200| 2.293704 2.817471
6PTI | 1.855800 0.085171| 1.502860 1.553851
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PDBID | & | @ ~V v 7 A& Br— FRTERT DFRAE | H=R [%]
1AJ3J 37 6 16.22
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