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Generalized vs standard LE

Lennard-Jones

T=1.50
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(Kubo, van Kampen, Fox)
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Função de correlação: 
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Teoria vs simulação

Teoria

Simulação
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Possible reasons for failure

 Isotropic aproximation?

 Generalized exponent?

 Truncation of the cumulant expansion?
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The Kubo number
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Third, fourth cumulants?

 Study one degree of freedom problem!

 Formally similar to the isotropic N-body

 Much simpler, even exact in some cases 
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One-dimensional Kubo oscillator
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Generalized LE and finite-time LEs
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Numerical method
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Random damping
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Colored noise + fourth cumulant
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Poisson process
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Importance sampling!

“Resampling Monte Carlo”
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Poisson revisited
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Next steps (Conclusions)

 Adapt resampling MC to deterministic LJ 
dynamics
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Next steps

 If resampling MC does not eliminate 
disagreement, then go back to cumulant 
expansion: Ornstein-Uhlenbeck, Poisson
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Fine


