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Comparative study by molecular modeling methods the efficiency of tea against Alzheimer

PA1 Abdeli imene -
PA16 | Bouchemalla khadidia Etude par DFT et TD-DFT (,le la stru: et des propriétés optiques des nouveaux
échafaudages fluorescentes
PAL7 £y TRy QSAR Modeling using artificial qel}ral networks and dru'g-h}(eness calculations for antioxidant
activity of benzofuran derivatives
PA18 Bouhadiba abdelaziz Molecular modeling investigation of the Herbicide Cycluron interaction in 3-Cyclodextrin
PA19 Boukehil ghouzala Modélisation moléculaire des complexes des métaux de transitions et du DHA
PA20 Boussebbat wahiba Structural and spectroscopic chgracter'lzatlon of the p-substituted benzaldehyde
thiosemicarbazones
PA21 Chachoua amina Etude théoriquede la réaction dyotropique
. Diversité structurale des composes organométalliques avec différents ligands (IndFeCp) ;

PAZ2 Cheldkal faiza IndFeCO3 ; IndFeBenz (Etude comparative)

L Molecular docking/dynamics studies of novel dehydroabietylamine derivatives as
PAZ3 Dahdouhismail Acetylcholinesterase and Butyrylcholinesterase inhibitors
PA24 Deddouche DEDDOUCHE
PA2S Dinar karim Theoretical and spectrosgoplcstgdy on charge trar%sfe.:r cqmplexatlon between an

antibacterialmolecule and picricacid
PA26 Dicbiha fares Host-guest interaction between Flavonoid Fisetin an'd B-cyclodextrin: Molecular modeling and
nuclear studies
PA27 Diellala imane Encapsulation of anti-tumoral drug emodin w1th1n.cucurb1t[n]ur11 (CB[n],n=6, 7 and 8):A
DFT calculations
PA28 Djouama rabie Effet des Interactions Intermoléculaires Sur les Propriétés Spectroscopiques. Aspect théorique
PA29 Guermi ikram Theoretical study of the redox properties of a series of Anderson Heteropolyanions
nourelhouda

PA30 Hazhazi halima DFT-based reactivity and QSAR modeling of 1,2,4,5-Tetrazine inhibitors
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PA31

Ibersiene fatima

A preview on quadratic hyperpolarizabilities of Lanthanide Terpyridyl complexes

Karoui samiha

Etude des propriétés structurales et €lectroniques par

a méthode (DFT et Docking

Cu (1] en methode DI

—— > ‘B ] ) —
Molecular docking studies of dimers of coumarins based on 1, 2, 3-Triazole Moiety as

L il selective Carbonic Anhydrase IX inhibitors.

Investigations on molecular structure, electronic properties, NLO properties, HOMO—
PA48 Rouane abderrahmane | LUMO analysis and comparison of Drug-Likeness of quercetine derivatives by quantum

methods and QSAR analysis
PA49 Sadi sabrina Theoretical study Of [4 + 2] Diels-Alder reaction between a Diene and Alkene
PA50 Saghiri khadija Quantitative structure—actlvrfy re.latlonshlpl (QSAR) study of 2-Phenyl-1H-indole
derivatives as antitumor agents
. Theoretical investigation: NBO and MEP analysis of the a, B, and § isomers of the
PAST Sahlirabah octomolybdate anion [M08026]4-
PA52 Soualmia fatima Theoretical studies of the ground apd excne.d electronic states Pt (1) complexes using
density functional theory
PAS3 Taib nabila The molecular structure of bastadin 6 and its synthetic analogs: Theoretical approach
PA54 Taicb brahim Contribution computatlorfnel%e daps I'étude de la rf:actwlte des médicaments : cas
d'Acétaminophene (Paracétamol)
PAS5S5 Yacef rachid Modelisation du polymere (SENSN)X (X=1,2,3,4,5)— conductivite et supraconductivite
au niveau DFT.
L A DFT study of inclusion complex of the antioxidant agent Hydroxytyrosol and Beta-
PA36 | Yahiaoui khawla Cyclodextrin: TD-DFT, NMR and QTAIM analyses .
PAS7 Yousfi ¢ The effect of internal alkynes substituents on the regioselectivity of the Ruthenium-
oustl youe Catalyzed Azide—Alkyne Cycloaddition: A Conceptual DFT study

PAS5S Zekri afef Etude Qualitative et Quantitative des Relations-Structure-Activité d’une Série de

Dérivés de Sulfonamide
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2 )
' Q PB15 Dilmi Toufik Study of the electronic and structural properties of compounds InX(X=As, Sb,P)
o = = = -
£ PBI16 Dyziri Fatima Couplage ab-initio calphad pour I e.tude des progrletes structurales, élastiques et
- thermodynamiques du systéme Ga-Sr
o
& PB17 Gueffaf Hamza First-principle study of structural, electronic, elastic and optical properties of AVO4 (A= Bi and Y)

Theoretical approach of the antioxidant activity of essential oil of mint: the case of Mentha x
piperita, in gaz and in solution.
Importance of Furan, Thiophene and Thiazole Moieties as p-linkers in Push-Pull Imino-dyes. A
Computational investigation
Theoretical investigation of the structural, electronic and magnetic properties of Chloride
perovskite RbFeCl3
Structural, electronic and optical properties of the Bi0.5K0.5Ti03 compound; first principles
investigation

PB18 Hadjadj aoul Ratiba

PB19 Kara zaitri Lamia

PB20 Khenchoul Salah

PB21 Koribaa Imen
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Souleh Kouider Ab initio calculation op

g. PB36 Touhami Hana DFT and Experimental study on the phys1€:al properties of p.sen}lconductor oxides Nil-
= xKxO for thermoelectric and sensor applications.
o PB37 Touil Zoulikha Etude des propriétés structurales, électroniques des composés ternaire en phase chalcopyrite
) CuGaX2(X=S, Se)

PB38 Zaater Sihem Etude de nouveaux complexes de palladium (II) et de platine (II) avec le sulfaméthoxazole:

Corrélation entre la théorie et I’expérience.
Zerizer Mohamed Complexe Tétra-M(I) (M = Cu, Ag et Au) li¢ un connecteur tétra-alcynyle pyréne : Etude en

B39 Amine méthode DFT
PBA40 Zerrouki Karima Synthesis, crystal structure?, H1rshfelq surface analysis apd ]?FT studies of an Hydrogen-
Bonded dinuclear Nickel 8-Hydroxyquinoline complex
. Etude théorique de complexes sandwiches binucléaires homogenes et hétérogenes de métaux
PB41 Zouchoun Fairouz

de transition [M(Fv)]2 (M =Ti, V, Cr, Mn, Fe et Fv = Fulvaléne)
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