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LIPID MONOLAYERS

Phys. Chem. Chem. Phys., 2019, 21(11) 6133-6141.DOI: 10.1039/C9CP00203K
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import numpy as np

import periodictable as pt

from refnx.analysis import possibly_create_parameter, Parameters
from refnx.reflect import Component

class VolMono(Component):
def __init__ (self, b_heads, thick_heads, b_tails, tanford_length, molvols,
reverse_monolayer=True, name="'"'):
super(VolMono, self).__init_ ()
self.head_mol_vol = possibly_create_parameter(
molvols[0], '{} - head_molecular_volume'.format(name))
self.tail_mol_vol = possibly_create_parameter(
molvols[1], '{} - tail_molecular_volume'.format(name))
if isinstance(b_heads, complex):
self.b_heads_real = possibly_create_parameter(
b_heads.real, name='{} - b_heads_real'.format(name))
self.b_heads_imag = possibly_create_parameter(

b_heads.imag, namcgedd e b beads dmag: format(nome))
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BAYESIAN PARAMETER ESTIMATION
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CONCLUSIONS

» A chemically-consistent reflectometry model was used to investigate the
structure of a lipid monolayer at a non-aqueous interface

» Model optimisation was achieved with co-refinement of multiple datasets
and differential evolution algorithm

» Markov chain Monte Carlo was used for Bayesian parameter estimation with
limited success due to underestimation of experimental uncertainties

» Bayesian parameter estimation did allow for a better understanding of
parametric correlations

Paper: Phys. Chem. Chem. Phys., 2019,21(11) 6133-6141.
DOI: 10.1039/C9CP00203K

GitHub: github.com/armé1/lipids_at_airdes
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OTHER BAYESIAN APPLICATIONS
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LIPID MONOLAYER MODELS
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J. Phys. Comm., 2019, Accepted. DOI: 10.1088/2399-6528/ab12a9
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