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Charge equilibration Q.1.1

• Di-atomic molecule
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Charge equilibration Q.1.1

• Di-atomic molecule
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Coulombic interaction Total electrostatic: EA and IP



Charge equilibration Q.1.2

• Di-atomic molecule

• Chemical potential
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Charge equilibration Q.1.2

• Di-atomic molecule

• Chemical potential
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Charge equilibration Q.1.3

• Di-atomic molecule

• Neutral total charge qα=-qβ
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Charge equilibration Q.1.3

• Di-atomic molecule

• Neutral total charge qα=-qβ
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Charge equilibration Q.1.3

• Di-atomic molecule

• Neutral total charge qα=-qβ
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Charge equilibration Q.1.4

• Di-atomic molecule NaCl
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Thermal conductivity Q.2.1

• MD simulation
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Thermal conductivity Q.2.2

• MD simulation

Dr. Nicolas Onofrio – Atoms to Materials 11



Thermal conductivity Q.2.3

• MD simulation

• Simulation transport direction (10 bins)
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Thermal conductivity Q.2.4

• MD simulation
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3 bins

5 bins

10 bins

Thermal conductivity increases

Limiting the mean free path of phonons


