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Tobbatomos molekulak

*Koordinatak (3N-6)
*Descartes, belsd

*Ko6tési energia, atomizacios energia
*Minimalis bazis

*C: 1s,2s,2px,2py,2pz
*PES, lokalis minimumok, konformacié




CH,

.Td
*Minimalis bazis
C: 1s,25,2px,2py,2pZ
H: 1y, 1S4, 18435 1844

*Szimmetria fuggvények:
A a s, =1sy+1s,, + 185 + 1s,,,18,28
Fo: fo18y= 154+ 1S, - 1815 - 15,44,2P,
1 1sy= 1syt sy, - IS5 - 18,,2p,
for18y= 18y, + 18- 185 - 154,2p,
*A Fock matrix 9 x 9-es

*A szimmetria bazisban szétbomlik
egy 3x3-as és egy 6 x6-os blokkra

CH, kanonikus palyak




T,
*Minimalis bazis

N: 1s,2s,2p,,2p,,2p,

H: 1sy,, 1S4,, 1S3
*Szimmetria fuggvények:
A a sy =1sy+1s,, + 18,5 ,18,28,2p,
E,: e 1s4= 1s-1/2(1s,, + 18,45 ).2p,

e1p18,= (18, - 18,45 ),2p,

*A Fock matrix 8 x 8-as
*A szimmetria bazisban szétbomlik
két 4x4-es blokkra

NH; kanonikus palyak




NH, lokalizalt palyak
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Alifas és aromas aminosavak
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Masodlagos szerkezet

The Ramachandran Plot.
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Brandsen & Tooze, Introduction to protein structure
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Harmadlagos szerkezet

Negyedleges szerkezet




Szervezodési szintek

Primary protein structure
i5 sequence of a chain of amin acids

Pleated shest Alpha helix

Secondary protein structure

‘ ‘occurs when the sequance of aming acids

are linkad by rydrogan bonds

~_ Pleated sheel

Tertiary protein structure

‘ozcurs when cartain atractons are prassnt
betwssn alpha helices and plested shaste

= Alpha helix

Quaternary protein structure
i= & protain consisting of more than one
amino acid chain

Membranban kotott receptorok

Vi

=Retinal

Extraceliular

Two views of rhodopsin. (Left) The seven a helices of the GPCR rhodopsin weave back and forth through the membrane
lipid bilayer (vellow lings) from the extracellular environment (bottom) to the eytoplasm {top). {Righty The chromophore,
retinal, is nestled among the transmembrane helices (loops not shown, enlargement viewad from the cytoplasm). Retinal is
showm in its 11-cés dark form (yellow) and its all-frans light form (magenta, where the two differ). Roman numerals indicate
numbered helices; the red circle indicates the position about which isomerization of retinal (from cis to frans) occurs.

http://www.biochem.wisc.edu/biochem630/pdfs/8bourne.pdf




A DNS épitdkdvei
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Térszerkezet

James Watson
Cavendish Laboratory
University of Cambridge

Francis Crick
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Forrasok

DNS:

en.wikipedia.org/wiki/DNA
www.blc.arizona.edu/Molecular_Graphics/DNA_Structure/DNA_Tutorial. HTML#Purine

Fehérjék:

en.wikipedia.org/wiki/Protein_structure
webhost.bridgew.edu/fgorga/proteins/default.htm
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