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Electric detection of individual DNA molecules with a nanopore





Hairpin loops - Vlásenky



TAR.TAR* kissing komplex







Struktura proteinů
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Cadherin: The Stiff Spring



Ankyrin: The Soft Spring
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The Titin/Telethonin Complex













Fibronectin and integrin





Fibronectin



Linus Pauling 1901-1994

1954 za chemii

1962 za mír  

Guggenheim Fellowship
German physicist Arnold Sommerfeld in Munich, 
Danish physicist Niels Bohr in Copenhagen, 
Austrian physicist Erwin Schrödinger in Zürich. 
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Homologní modelování





HIV proteáza
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MD - numerické řešení 
Newtonových pohybových rovnic

s použitím empirických silových polí

Leap-frog algoritmus
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Ab initio výpočty – parametrizace silových polí pro MD
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TRUNCATION: the interactions are simply set to zero 
for interatomic distances greater than the cutoff 
distance. This method can lead to large fluctuations in 
the energy. This method is not often used.

The SHIFT cutoff method: this method modifies the 
entire potential energy surface such that at the cutoff 
distance the interaction potential is zero. The 
drawback of this method is that equilibrium distances 
are slightly decreased.

The SWITCH cutoff method: This method tapers the 
interaction potential over a predefined range of 
distances. The potential takes its usual value up to 
the first cutoff and is then switched to zero between 
the first and last cutoff. This model suffers from strong 
forces in the switching region which can slightly 
perturb the equilibrium structure. The SWITCH 
function is not recommended when using short cutoff 
regions.
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