
EAPUr rr|lclltal \ alLlť5'

5 Conclusions
:, , . 

In the ia) part of present work we cintera cti on b etween u d"',il 
". 

. . thy;';; il:'::: :íJT j.:lÍ' 
lI jl.#.ffiJ,lil

itt8:"é'siia small number or*u.",7nJ organió solvent ňr"."i", (CH3.H,

solvents yů[T"i^f. completely different interactions between the bases and the
b"''" p.'"{ ;' "idilnn il#} il-t ÍT:!fl ,-. i: : " 

o:] 
Y" .'h:.-S,t.* tu,", ot tt,"

moleóule Iuórc 
'u'r' 

u property, and the'. .'l,'..,ťff,.'*lt'Lť':.lill:ilF.S'T!,l;situated above or belolthe 
!Á; ;;i. ;';;lě'"o ri," olašó ň"l"-.\,," ,, uniquey"J::fiffii:x::. ."n'o*ison with otr,!. .otu"nt,, uň.'r,"í'ř;;.". are the

In the ib) part_of present work based on the MD, SCC_DDFTB_D and
;"",'.Y|Tť'.#1.:."ffi i"T."lrJ'".r""u.'".XincorporateJ."-oŇTduplexwe

i) Replacing nucleic acid base by modified nucleobase X leads.*:'] ,o Structural changes of the centrď 
-uuš"-pui. 

Gtu.tarrangement of central modified base pairs). ónli with ttresma'lest modified nucleobase p 
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Á.iJ.;;*;;.í' (A-P, P-T) stay planar. In the case 
'of.B-T, Á-il.;';6 in specificorientation, one of the modified nuú"JÁ""x"*í to.""a outfrom DNA duplex.ii) Incre,

.,""olr'iT"i1iTi1fi" or modified nucleobase X increases rhe
iii) The highest s.ďectivity among- all base ana|ogue studied wasfound for modified nu"l"obus" O

In the secono pu* of present work, we used for the calculation ofreduction potentiars of derivativJs;i;"J;;;;res rinked with transition merals(Ru,*, os2*) complexes the-.DFT 
"'a cóiůďiethods and compared our resultswtth experimental values. We observed,li'áir" tr,..u,".or-ňJíili,ir"*",.r,"calculated reduction potentials 
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va l ues, whereas in tná .u." oio.) J"á.o'.-"':'i:.'ll':". 
J;]L Tl:';:n:il"lT.]observed. This can be explained uyri'" 
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coupling, which was neglected inour ca'cu'ations and playi in tt'. o.'; "ň;i;;;;",. significant role, thň in Ru2.complexes. The interpretation of .ur.urut"í reduction potentials was more



complicated, but in general, the calculated data were in the range of expcrimental
values.

The six original research papers that complement the thesis are enclosed in the
Appendices.


