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EYXAPIXTIEX

Oa MBeka va evyapotow wWwitepa tov emPAénov kabnynty pov Ap. Evdyyelo
AookaAdxn, yio v Kafodynon kot dpeon Bondeta wov mapeiye kad’ OAn v ddpkeia
dtekmepaimons g dumhopatikig épeuvag. Eniong suyoapiotd Oeppd v S100KTOPIKN
eorntplo. Avactacio Zaldpey yo v vrootpién Kot fonbeia mov £dwae, ympig v
omoia 1 gpyacio avtn dev Ba Ntav duvary). TELog BEA® Vo EVYOPIGTHOW® TNV OKOYEVELL
K0l TOLG IAOVG HoL oL fTav Tavta dimlo pov oe kdbe Pripa otnpilovtog Tic EMAOYES

LLOV LLE VTTOULOVY.



HNEPIAHYH

H mopovoa ntuylokn epyacio EMKEVIPMOVETAL GTOV VTOAOYIGHO TNG EAEVBEPNC EVEPYELOG
JdAvTomoinong £vieka OpyavIK®OV Hopiov o vepOd UE TPOGOUOIMOTN HOPLOKNG
duvapukng. Avaivetar to Bempntikd vrofabdpo yia va katavonBovv Poacikég Evvoleg
YPNOULES Yo TNV GLVEXELN TNG epyaciag kaBmg emiong kot Pacikég mAnpogopieg yio ta
opyavika pople. mov ypnolwomomOnkav. To devtepo  Koppdtt TG €pyaciog
EMKEVTIPOVETAL otV Oeéoywyn Tov mePapotoc. Ta opyovikd oyeddotnKoy G€
TPLeOLAoTOT dopun Kot pe v Ponbela tov cuvtedeot) cvleVENG A TpocopomONKe M
dwAvtomoinon tovg o vepd TIP4P/2005. Ou vmohoywopol éywoav pe Ponbeto tov
VIoAOY1oTIKOV TokéTov Gromacs. [ v eloyioTonoinomn evépyelag xpnoLomotonkoy
dvo péBooor m steepest descent method ko m L-BFGS. XpnowomomOnkav 600
OTOTIOTIKG povTéda, atafepnc Beppokpaciog kot otabepov dykov. To evepyelakd Tpopit
TOV TPOKVTTEL V1ot KAOE T A divel v eAedBepn evéPYELD GTO GVGTNUO [LE TV XPNON
Tov gmx-bar. H gykvpdtnta 1ov povtéAov eEETAGTNKE Kol TO OMOTEAEG LT GLYKPIONKAY

ue BpAoypagikd dedopéva.

Aé&Ea1g Khewdd: Moprokr| dvvapikn, EAedBepn evépyela dtohvtonoinong, cuVTEAESTNG

ovlevéng A.
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ABSTRACT

This thesis focuses on the free energy of solvation calculations of eleven organic
molecules in water using molecular dynamics simulation. The theoretical background is
analyzed to understand basic information useful for the continuation of work as well as
basic information on the organic molecules used. The second part of the thesis focuses on
conducting the experiment. The organics were designed in a three-dimensional structure
and solvation was simulated with the coupling parameter A in water TIP4P/2005. The
calculations were made using the Gromacs computational package. Steepest descent
method and L-BFGS were used to minimize energy. Two statistical models, constant
temperature and constant volume were used. The resulting energy profile for each A gives
the free energy to the system using gmx-bar. The validity of the model was checked and

the results compared with bibliographic data.
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