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Cholesterol Stearic Acid

Bouwstra et al. (2000) Acta. Derm. Venereol. Supp 208, 23
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= LJ: short ranged R,
Parameters empirical, qq: long-ranged

from experiment and optimised (Ewald summation)




Simulate time evolution of a
system of atoms/molecules

f,=- Nriu(rij)

I

r.(t+Dt)=2r (t)- r.(t- Dt)+fimﬂot

Periodic boundaries &
minimum image convention

NVE, NVT, NPT & NsT
Employ extended Lagrangian
e.g. L(r,p,H,s)

Limitations

Limited system size

Cpu time (100ps -> 10ns)
Accuracy of interaction potential

1. Initial configuration
2. Equilibration
3. Production (averages)
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Oleic acid easily accommodated by the DPPC lipids;
No phase separation Notman, Noro & Anwar (2007) J Phys Chem B
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Pores stable for
up to 80 ns
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Notman et al (2007) Biophys. J



7900mJ/nt 0%
K,= 3700mJinf @ 10%
190mJ/n? 60%






Pores

DF =2or g, - pregs




g =42 pJ/m

g =6 pJ/m
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