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Spatial structure of the met callatostatin neuropeptide 

Summary 
In work by the method of molecular mechanics in approximation of atom-atom potential func-

tions is studied the spatial structure and conformational properties of the molecules from allatostatin 
family, got the name of Met-callatostatin. The researches were based on minimizing of the energy 
of intramolecular interactions (non-bonded, electrostatic, torsion) in the vicinity of the internal rota-
tion angles corresponding to all combinations of stable conformations of monopeptide residues 
forming a molecule. There determined ten energetically stable conformations of molecules, imple-
mented under the conditions of implicitly given aqueous environment, the relative conformational 
energy of which varies in the range of 0-10 kcal / mol. It was shown that the system of hydrogen 
bonds, despite a small contribution to the total energy of the molecule is essential for the preserva-
tion of a stable structure and restriction of Met-callatostatin .   
Key words: neuropeptides, structure, conformational analysis, peptides, by molecular mechanics 
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 7.   ( ),   
  Met- callatostatin 

 

-
 

                                                     
    PBRB1R1B3PR3222   RBRR1R1R3PR3222   PBRR1R1R3RR 2222 

Gly1 =138   =-72  = 181 =-70    =-73   =175 =137  =-72   =180 
Pro2 (Hyp2) =164                =175 =161   =179  =-86 =162      =175 
Pro3(Hyp3) =-42                 =179 =-45    =177 =-54  =180  =154 
Tyr4 =-121 =160 =183 

1=51    2=94 
=-118  =161  =182 
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