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PHARMACOLOGICAL TARGETS

5—100 ATOMS %

3-4*103 ATOMS




TRANSMEMBRANE PROTEINS
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LARGE NUMBER OF ATOMS




DYNAMIC FORMS OF PROTEINS
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DYNAMIC FORMS OF PROTEINS

TRANSMEMBRANE PROTEIN — RHODOPSIN

MIN TIME PERIOD - 2 ns
TIME STEP-1fs
GROMAX FORCE FIELD

PROTEIN 320 RESIDUES
3530 ATOMS

MWP SY STEM 35381 ATOMS
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SIMULATIONS
1. VACUUM

2. MWP - Membrane — Water — Protain
3. FOD — ,,Fuzzy Oil Drop” Model



FUZZY OIL DROP MODEL

HEORETICAL DISTRIBUTION
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FUZZY OIL DROP MODEL

IRREGULARITY
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VACUUM SIMULATION

RMSD(C alpha) vacuum simulation
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MWP SIMULATION
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,FOD" DYNAMICS
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RMS-F (nm)

RMS-F (nm)

COMPARISON

MWP-3 vs V (complete molecule)
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MWP-3 vs FOD-deltaH (complete molecule)
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BIOLOGICAL FUNCTION
RECOGNITION




CALCULATION TIME

VERSION V MWP FOD
number of 3530 35381 3530
atoms
duration 2 ns 2 ns 2 ns
performan --18 hour/ns --43 hour/ns --18 hour/ns

ce
wall time ~1d10h ~3d10h ~1d10h
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