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Application of Molecular Dynamics Simulation Technique
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The molecular dynamics simulation technique was introduced to the structural
studies on cellulosic materials. The applicabilily of this technique to those materials
was examined. The molecular motions of both tetraose and octaose were simulated.
Their trajectories were calculated and analysed. It was found that we should reoptimize
many parameters in order to apply this technique to cellulosic materials. Thus, this
technique became clear to be principally powerful in analysing and understandeng the

charteristics of cellulose and its derivertives.
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MD simulation of Cello-tetraose at 473°K
Simulation time =

@.08 picoseconds
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MD simulation of Cello-tetracse at 473°K
Simulation time = 28.88 picoseconds
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MD simulation of Cello-tetracse at 473°K
Simulation time = 40.00 picoseconds
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MD simulation of Cello-tetracse at 473°K
Simulation time = 18.08 picoseconds
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MD simulation of Cello-tetraose at 473°K
Simutation time = 30.88 picoseconds
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MD simulation of Cello-tetraose at 473°K
Simulation time =  5@.8@ picoseconds
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MD simulation of Cello-tetraose at 473°K
Simulation time = 68.0@ picoseconds
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MD Simulation of Cello-tetraose at 473°K
Simulation time = 8.0 picoseconds
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MD simulation of Cello-tetraose at 473°K
Simulation time = 7T8.00 picoseconds
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MD simulation of Cello-tetraose at 473°K
Simulation time = 98.80 picoseconds
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MB simulation of Cello-tetracse at 473°K

Simulation time =

100.08 picoseconds
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MD simulation of Cello-octaose at 473°K
Simulation time = 0.00 picoseconds
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MD simulation of Cello—octaose at 473°K
Simulation time = 10.88 picoseconds
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MD simulation of Cello-octaose at 473°K
Simulation time = 20.80 picoseconds
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MD simulation of Cello-octacse at 473°K

Simulation time = 20.00 picoseconds
~
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MD Simulation of Cello-octaose at 473°K
Simulation time = 48.80 picoseconds tjg%:g};_~7l:jz?::
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MD Simulation of Cello-octaose at 473°K
Simulation time = 5@.80 picoseconds
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MD Simulation of Cello-octaose at 473°K
Simulation time = 608.80 picoseconds
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MD Simulation of Cello-octacse at 473°K
Simulation time = 7T0.00 picoseconds
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MD Simulation of Cello~octaose at 473°K
Simulation time = 98.80 picoseconds
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MD Simulation of Cello-octaose at 473°K
Simulation time = 88.80 picoseconds

< oA

-

K21 90€ 2D 2 vt 7 & 4 — AD5F3ER O B

MD Simulation of Cello-octaose at 473°K
Simulation time = 10@.88 picoseconds
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