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PHARMACOLOGICAL TARGETSPHARMACOLOGICAL TARGETS

5 – 100 ATOMS

3 - 4 *103  ATOMS



TRANSMEMBRANE PROTEINSTRANSMEMBRANE PROTEINS
5 * 10 4 ATOMS5 * 10 4 ATOMS

5*10 5 ATOMS

LARGE NUMBER OF ATOMS  



DYNAMIC FORMS OF PROTEINSDYNAMIC FORMS OF PROTEINS



DYNAMIC FORMS OF PROTEINSDYNAMIC FORMS OF PROTEINS
TRANSMEMBRANE PROTEIN RHODOPSINTRANSMEMBRANE PROTEIN – RHODOPSIN

MIN TIME PERIOD – 2 nsMIN TIME PERIOD – 2 ns
TIME STEP – 1 fs

GROMAX       FORCE FIELD

PROTEIN 320 RESIDUESPROTEIN                  320  RESIDUES 
3 530  ATOMS    

MWP SYSTEM 35 381 ATOMSMWP SYSTEM            35 381 ATOMS



DYNAMIC FORMS OF PROTEINDYNAMIC FORMS OF PROTEIN

SIMULATIONSSIMULATIONS 
1. VACUUM 
2. MWP - Membrane – Water – Protein
3 FOD F Oil D ” M d l3. FOD – „Fuzzy Oil Drop” Model 



FUZZY OIL DROP MODELFUZZY OIL DROP MODEL

THEORETICAL DISTRIBUTION
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FUZZY OIL DROP MODELFUZZY OIL DROP MODEL

IRREGULARITY



VACUUM SIMULATIONVACUUM SIMULATION



MWP SIMULATIONMWP SIMULATION



„FOD”  DYNAMICS



COMPARISONCOMPARISON
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CALCULATION TIMECALCULATION TIME
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