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v'Enhanced sampling of energy landscape (many inherent states)
v'Hierarchical optimization (bond length, angles, torsions, non bonded)

Conclusions (S-QN):
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v'New hybrid model for particle/field mixtures

v'Reuse DPD parameters for CG lipids

v'Possibility of implicit solvent (analytic)

v'New S-QN method to speed up formation kinetics
v'Validate membrane material parameters in hybrid model
v'Concise derivation of implicit solvent

Conclusions
v'Large scale simulations
v'Vesicle fusion

To do
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Minimal model of a protein (3D): sampling efficiency

T S Tcollapse

Standard LLD (SLD)
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Principles of SQN
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Minimal model of a protein (3D): mode analysis T << T/"

LB:B(NL),NBLB;LB Native state: left, turn and right sub-domains
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Equilibration order: bonds, angles, torsions, L.J (even for reduced spring constants)
-> ‘soft” RATTLE/SHAKE/LINCS
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