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Analysis of Behavior of Organic Fluorine Compounds by Molecular Dynamics Simulation
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Table. 1 MA-Rfn single molecule Table. 2 MA-Rfn 300 molecule
simulation conditions simulation conditions
MA-Rm molecular 1 MA-Rin molecular 300
Water molecular 2,000 Water molecular 20,000
Ensemble NVT Ensemble NVT
Step[fs] 1 Step[fs] 1
Simulation Time[ns] | 5 Simulation Time[ns] 10
Temperature[K] 300 Temperature[K] 300
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MA-Rf3 position on z-axis[A]

molecule on z-axis
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Fig. 6 Snapshots of MA-Rfn 300 molecule on water
((@)MA-Rf3, (b) MA-Rf5, (c) MA-Rf7, (d) MA-R9 )
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