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2D-SlFt -  A Matr ix Describing Detai l .ed lnteract ions Between Ligand and Receptor

Stefan Mordalsk i l ,  lgor  Podolak2,  Andrzej  J .  Bojarsk i l
l lnsti tute of Pharmacotogy Potish Academy of Sciences, Potand
2Jagie l ton ian Univers i ty ,  Potand

StructuraI  In teract ion Fingerpr in is  [SlFts] ,  as def ined in [1] ,  is  a wel l -estabt ished method of  formal ized descr ipt ion of

motecular  contacts between a t igand and the res idues of  the prote in,  in  form of  a b i t  s t r ing depict ing presence {1}  or  absence

[0J of  in teract ion of  g iven type.  The main d isadvantage of  SlFt  format ism is  ignor ing the chemicaI  features of  the t igand and

focusing on the in teract ions sote ly  f rom a prote in point  of  v iew.
Here we present  a s tep fur iher  in  the development  of  in teract ion f ingerpr ints  -  encapsulat ing in teract ions between the features

of  L igand and receptor  in  form of  6x9xN matr lx  [6  s tandard pharmacophore features,9 types of  in teract ions wi th amino acid

t2 l ,  N -  number of  res idues in  descr ibed receptor) .  Matr ix  f ie tds can take vaLues greater  than 1,  there can be more than one

separate pharmacophore feature of  one type wi th in a L igand interact ing wi th one res idue l for  instance three phenyl  groups

surrounding a phenyLal .aninel .  Such approach provides more deta i ted,  yet  easy to hand[e and use,  v iew of  contacts wi th the

b ind ing  s i t e .
Analogousl .y to the previously  demonstrated methodoLogy,  such matr ices can be averaged to create prof i tes showing the

most  important  in teract ions,  thus being a hybr id between st ructure-based pharmacophore model  and a c lass icaI  in teract ion

f i  ng e rpr i  n t .
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