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numbers of molecules in the unit cell are SPCE water 250 and NaCl 4. The mean square
displacement and the rotational correlation function are analyzed to obtain the relaxation time.
The pair correlation function and the running coordination number are also calculated in the

intermediate state in the solving process.
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The Dissolving Process of Sodium Chloride in Water
by Molecular Dynamics Simulation
Frim A2
Keiichiro Tokunaga, Yosuke Kataoka
The solving process of NaCl into liquid water is simulated by molecular dynamics. The
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Table 2 10ps-Span-DC’s AVE,SD

and Rate SD to AVE

Na [A% ps”'|CI [A? ps™"
Average 0.116 0.157
Standard Deviation 0.0396 0.0713
Rate of SD to AVE 34.1% 45.4%
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Table 1 100ps-Span-DC’s AVE,SD and Rate SD to AVE

Na [A% ps'] |CI [A% ps™']
Average 0.113 0.131
Standard Deviation 0.0473 0.0396
Rate of SD to AVE 41.9% 30.2%
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Fig.8 10ps-Span-DC’s transition
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Fig.9 AveragelOps-Span-DC’s transition
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Fig.10 Rate of 10ps-Span-DC’s SD to AVE
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Fig.11 Relaxation time of Thermodynamics Quantities

Table 3 Thermodynamics Quantities
Rate of SD to AVE

Relaxation Time[ps] Standard Deviation|Rate of SD to A\
Potential Energ] 00198 8.56E-04 4.32%
Internal Energy 00198 8 47E-04 4.29%
pressure 00150 1.75E-03 11.66%
enthalpy 0.0170 1.16E-03 6.86%
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Fig.12 Relaxation time of PE, IE and RCF

Table 4 PE, IE and RCF Rate of SD to AVE

Relaxation Time[ps]Rate of SD to AVE
Potential Energy 0.0198 4.32%
Internal Energy 0.0198 4.29%
Rotational Correlation Funct 0.0224 0.98%
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