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Birth Date:  18/ 9 /1950

Birth Place   : Bandırma 

EDUCATION

Ankara Fen Lisesi, 1964-1967, High School Diploma

Middle East Technical University, 1967-1971, BS in Chemistry

Middle East Technical University, 1971-1973, MS in Theoretical Chemistry

Virginia Commonwealth University, 1973-1976, PhD in Chemistry

ACADEMIC POSITIONS

Virginia Commonwealth University, USA, June 1973-June 1976, Teaching Assistant

University of Bielefeld, Germany, Dec 1976-Sep 1980, Researcher

Jagellonian University, Poland, Dec 1981, Visiting Professor

Middle East Technical University, Turkey, Oct 1980-Nov 1981, Assistant Professor

Middle East Technical University, Turkey, Nov 1981-Dec 1988, Associate Professor

Darmstadt Technical University, Germany, Mar 1987-Mar 1989,Visıting Professor

Middle East Techncal University, Turkey, Dec 1988-Sep 1995, Professor

Koç University, Turkey, Oct 1995- Professor

ADMINISTRATIVE POSITIONS

Middle East Technical University,Chemistry Dep. AssociateChairman,Oct 1984-Nov 1986

TÜBİTAK(Scientific and Technological Research Council of Turkey),AssociateVise President in charge of Scolarships and Fellowships,July 1991-Nov 1992

Middle East Technical University,School of Education, Dean,Jan 1993-Sep 1995

TÜBA (Turkish Academy of Sciences), Member of the Executive Council, Nov 1997 – Nov 2001 

TÜBA, Search Committee for Members, Chair, Oct.2005 –Jan 2008, March 2010-
Koç Uni. College of Arts and Sciences, Dean June 2001 –Sep 2008
Koç Uni. College of Sciences, Dean Sep 2008 –Aug 2010

Bilim Akademisi Executive Committee: Nov.2011 –
AWARDS

TÜBİTAK Science Recognition Award 1983

Sedat Simavi Science Award 1995

Associate Member of the Turkish Academy of Sciences  1994

Member of the Turkish Academy of Sciences  1997

Founding member of Bilim Akademisi
EDITORIAL POSITIONS

Member of the Editorial Board of:

Turkish Journal of Chemistry

Journal of Mathematical Chemistry

ARI
THESIS WRITTEN

"Choice of the best unperturbed non‑relativistic Hamiltonian in atomic systems using second quantization formalism"

M.S. January 1973

"Uses of natural orbitals and transform functions in quantum chemistry"

Ph.D. June 1976

"Multiconfigurational‑self‑consistent‑field method and its application to dissociation and rotation around the double bond in ethylene"

Habilititation November1981

THESIS SUPERVISED
M.S.

1) "Numerical vibrational potentials of diatomic molecules"

July1985 ,Mine Pehlivan

2) "Monte Carlo simulation of model many‑component liquid systems",

July 1986, Hasan Karaaslan

3) "Wronskian approach to one‑dimensional eigenvalue equations",

February 1989, Yenal Ergun 

4) "Structural analysis of microclusters"

September 1990, Nuran Elmacı

5) "Lattice simulation studies of self interacting polymers"

February 1991, Saliha İşsever

6) "Classical trajectory analysis of a unimolecular dissociation"

May 1993, Hülya Günay

7) “Correspondence between the classical and quantum dynamics of simple systems”

June 1994, Pasl Abdel Jalil

8) “Simulation studies of polymers:Development of a Monte Carlo program to study conformational properties of polymers”

August 1994, Orhan Allı

9) “Polymerization mechanism of polypyrroles”

August 1994, Pınar S.Sargın

10) “Monte Carlo studies of binary mixtures”

August 1994, Cengiz S.Aşkun

11) “A theoretical investigation of the interaction between conducting and insulating polymers”

May 1995, Süleyman Bahçeci

12) “Semiempirical calculations on the polymerization mechanism of thiophene and some derivatives”

December 1995, Gülşen Bağcı-Kılıç

13) “Monte Carlo simulation studies of liquid crystalline behavior of cyanobiphenyl compounds”

September 1996, Ömür Balkır

14) “Structural study of polypyyrole: A modified kinetic growth model study with Monte Carlo technique to the branch formation”

June 1998, Okan Esentürk

15) "Fragmentation of small Lennard-Jones clusters upon surface impact”

June 1998, Armağan Kınal

Ph.D.

16) “Photodissociation of peroxides and disulfides”, Meisam P.Tabriz, June 2015
PhD.

1) “Monte Carlo simulation studies of binary mixtures”

June 1994, Hasan Karaaslan

2) “Fragmentation dynamics of carbon clusters and chaotic behavior in three-atomic clusters”

July 1996, Nuran Elmacı

3) "Dynamics of small clusters",

Sep.2003, Haydar Arslan, Zonguldak Karaelmas Uni. 

RESEARCH INTERESTS

Investigation of molecular structure with classical, quantum mechanical and statistical mechanical methods with the emphasis on:

1) Thermodynamical stability analysis with quantum chemical methods
2) Structures and dynamics of small clusters
3) Structures and morphology of macromolecules
4) Molecular simulations in mixing and growth problems
5) Weak interactions among molecules
PROJECTS FUNDED
1) The investigation of statical and dynamical properties of molecular systems with interactive graphics, 1989‑1992,     83,000 DM, Volkswagen Foundation, Germany

2)
“Energy transfer within quantal-classical dynamics”, 1990‑1992, 6,000 US $, NATO

3)
“Structural analysis of polypyrroles “, 1991‑1993, 160,000,000 TL, TÜBİTAK (with Levent Toppare)

4)
“Energy transfer within quantal-classical dynamics”, Extension, 3,300 US $, NATO

5)
“Energy transfer along a chain”, September 1993-April 1995, 167,000,000 TL, TÜBİTAK

6)
“Frontiers of Chemical Dynamics”, December 1993-December 1994, 2,600,000 BF, (70,000 US$)


NATO ASI

6) “Computer simulation of the structures of liquid crystals”, July 1994-July1996, 71600 DM, Volkswagen Foundation, Germany

7) “Structures of neutral and ionic noble gas clusters and the simulation of their fragmentation dynamics’, February 1999-February 2001, TÜBİTAK-CNR(İtaly)

8) “ Structure, dynamics and thermodynamics of binary clusters”. June 2003-Dec.2004, TÜBİTAK-CNRS(France) 

9) “Peroksit ve aromatik disülfür moleküllerinin fotokimyasal bozunmalarının zamana bağlı optik spektroskopik ve kuantum mekanik yöntemlerle incelenmesi.”, TÜBİTAK, 2013
10) “Hidrojen ortamında polisiklik aromatik hidrokarbonların yapılarının mekanik ve istatistik termodinamik yöntemlerle incelenmesi”, COST, 2015

11) Proton eklenmiş hidrojen kümelerinin kuantum dinamiğinin modellenmesi”, CNRS-TÜBİTAK, 2015
SCIENTIFIC ORGANIZATIONS

 1) II. National Chemistry Symposium, Sep. 1985  Ankara

 2) I.  Chemical Physics Symposium,  April 1986  İstanbul 

 3) II. National Symposium on Simulations, February 1990  Ankara

 4) II.  Chemical Physics Symposium,  May 1993, Ankara 

 5) Frontiers of Chemical Dynamics, NATO ASI, September 1994, Antalya

 6) Dynamical Systems I, December 1994, Bursa

 7) 35th IUPAC Congress, August 1995, İstanbul

 8) Dynamical Systems II, November 1995, Bursa

 9) Dynamical Systems III, December 1996, Bolu

10) III.  Chemical Physics Symposium,  October 1998,  İstanbul 

11) IV. Chemical Physics Symposium, Sep.2000, Eskişehir
12) MOLEC XIV, Sep.2002, İstanbul
13) V.  Chemical Physics Symposium,  October 2002,  İstanbul 

14) VI. Chemical Physics Symposium, Sep.2004, İstanbul

15) VII.Chemical Physics Symposium, April 2006, Eğirdir
16) VIII.Chemical Physics Symposium, 2008, İstanbul

17) IX.Chemical Physics Symposium,2010, İzmir

18) X.Chemical Physics Symposium, Oct.2012, Ankara

PUBLICATIONS

1) E.YURTSEVER and D.SHILLADY, " Careful neglect of small two‑ electron integrals applied to borazane and diazirine ", Chem.Phys.Lett.,25,604 (1974)

2) E.YURTSEVER ,J.MORESHEAD and D.SHILLADY, " Semi‑empirical natural orbital analysis of the bonding and rotational energy barrier in cyclopropylmethyl cation ", Chem.Phys.Lett.,36,365 (1975)

3) E.YURTSEVER and D.SHILLADY " A Slater‑transform‑Preuss (STP) wavefunction for the ground state of Be ", Chem.Phys.Lett.,40,447 (1976)

4) E.YURTSEVER and D.SHILLADY, " Slater‑transform‑Preuss basis sets for He to Ne and energies for H2,LiH and NF ", Chem.Phys.Lett.,43,20 (1976)

5) E.YURTSEVER, " On the applications of Slater‑transform‑Preuss (STP) functions ", Chem.Phys.,28,243 (1978)

6) E.YURTSEVER and J.HINZE, " Cusp conditions with Gauss type basis functions ", J.Chem.Phys.,69,3431 (1978)

7) W.W.SCHOELLER and E.YURTSEVER, " On the synchronous 1,4‑ addition of methylene to cis‑butadiene", J.Am.Chem.Soc.,100,7548 (1978)

8) E.YURTSEVER , " An integral package for one‑center integrals over Slater‑transform‑Preuss functions ", Comp.Phys.Comm.,16,65 (1978)

9) A.GOLEBIEWSKI , J.HINZE and E.YURTSEVER, " The orthogonal gradient method. A simple method to solve the closed‑shell, open‑ shell, and multiconfiguration SCF equations ", J.Chem.Phys.,70,1101 (1979)

10) J.HINZE and E.YURTSEVER , "An algorithm to solve open and closed‑shell and restricted MC‑SCF equations ", J.Chem.Phys.,70,3188 (1979)

11) E.YURTSEVER ," Minimum basis sets of Slater‑transform‑Preuss functions for the first row atoms ", Chem.Phys.Lett.,63,318 (1979)

12) E.YURTSEVER and J.HINZE, " The Hellmann‑Feynman theorem for open‑shell and multiconfiguration SCF wave functions " , J.Chem.Phys.,71,1511 (1979)

13) E.YURTSEVER and F.H.M.FAISAL ," On ab‑initio calculations of singly excited states of atoms with augmented Fues‑type basis functions ", Chem.Phys.Lett.,66,104 (1979)

14) W.W.SCHOELLER,  E.YURTSEVER and D.SHILLADY, " Planar singlet trimethylenemethane.I.Aza substitution ", Nouv.J.Chim.,3,603 (1979)

15) E.YURTSEVER , O.YILMAZ and D.SHILLADY, " Sturmian basis matrix solution of vibrational potentials", Chem.Phys.Lett.,85,111 (1982)

16) E.YURTSEVER ," Franck‑Condon integrals over a Sturmian basis. An application to photoelectron spectra of H2 and N2 ", Chem.Phys.Lett.,91,21 (1982)

17) E.YURTSEVER and D.SHILLADY , " Improved convergence modification of the orthogonal gradient multiconfiguration SCF method ", Chem.Phys.Lett.,94,316 (1983)

18) A.BILGIN, E.YURTSEVER and S.SÜZER ," A CNDO/S study of core hole satellites in the photoelectron spectra of para‑,meta‑ and ortho‑nitroanilines ", Chem.Phys.Lett.,115,154 (1985)

19) E.YURTSEVER and M.PEHLIVAN ," One‑dimensional vibrational eigenvalue problem with numerical potentials " , Comp.Phys.Comm.,39,431 (1986)

20) E.YURTSEVER and H.KARAASLAN, " Monte Carlo simulation of model three‑component liquid systems",Ber.Bunsenges.Phys.Chem.,91,600 (1987)

21) E.YURTSEVER,"The least square stabilization method for the resonance eigenvalues", Chem.Phys.Lett.137,569 (1987)

22) O.F.GÜNER, D.SHILLADY, R.M.OTTENBRITE, B.K.RAO and E.YURTSEVER, " Pair‑excitation MCSCF treatment of small molecules in an optimized Slater‑transform‑Preuss (STP) basis set ", Int.J.Quant.Chem.32,551 (1987)

23) E.YURTSEVER," On the algebraic approaches to the eigenvalue equations.The Wronskian method",Chem.Phys.Lett.141,386 (1987)

24) H.YILMAZ, L.TOPPARE and E.YURTSEVER, " Correlations of anodic peak potentials with quantum mechanical properties of various vinyl monomers ", J.Electroanalytical Chem.237,187 (1987)

25)  E.YURTSEVER and J.BRICKMANN, " Computationally induced "irregularity " in the spectra of integrable quantum systems", Phys.Rev.A 38,1027 (1988)

26) E.YURTSEVER," A comparative study of variational techniques for Schrödinger equations. Pointwise quality criteria", Z.Naturforschung A. 43a,745 (1988)

27) E.YURTSEVER, ‘A new equilibration algorithm for Monte Carlo simulations’, Mol.Sim. 2, 189 (1989)

28) H.YILMAZ, L.TOPPARE and E.YURTSEVER, " Correlation of anodic peak potentials with the semiempirical orbital and HOMO energies of various vinyl compounds ", J.Electroanalytical Chem. 261,105 (1989)

29) E.YURTSEVER and J.BRICKMANN, " Measure of regularity in nonlinearly coupled quantum oscillators far from the semiclassical limit ", Phys.Rev. A41, 6688 (1990)

30) Y.ERGUN, H.Ö.PAMUK and E.YURTSEVER, " Multipoint Wronskian method applied on model potentials and numerical potential of triplet H2", Zeitschrift für Naturforschung A45, 889 (1990)

31) E.YURTSEVER and J.BRICKMANN, " Does quantum mechanics select out regularity and local mode behaviour in nonlinearly coupled vibrational systems? " Ber.Bunsenges.Phys.Chem.94, 804 (1990)

32) E.YURTSEVER and N.ELMACI, " On the stability of microclusters with three‑body forces ", Ber.Bunsenges.Phys.Chem., 95, 467 (1991)

33) H.KARAASLAN and E.YURTSEVER, " Monte Carlo studies of binary mixtures: a fast algorithm for equilibration", Chem.Phys.Lett., 187, 8 (1991)

34) E.YURTSEVER and S. İŞSEVER, " Lattice polymers:behaviour far from theta conditions", Polymer, 33, 2725 (1992)
35) E.YURTSEVER and J.BRICKMANN, " Quantum‑Classical mixed mode analysis of nonlinearly coupled oscillators: A time‑dependent self‑consistent‑field approach", Ber.Bunsenges.Phys.Chem., 96, 142 (1992)

36) E.YURTSEVER and T.UZER, " The dynamics of a quantal reservoir coupled to classical modes:A mixed‑mode approach to dissociating molecules", Ber.Bunsenges.Phys.Chem.,96, 906 (1992)

37) E.YURTSEVER and B.ERMAN, " Configurational properties of polypyrrole chains", Polymer, 34, 3887 (1993)

38) E.YURTSEVER, L.TOPPARE and M.L.HALLENSLEBEN, " Structural studies of polypyrroles:oligomerization mechanism of n‑methacryloyl pyrrole", J.Mol.Str.THEOCHEM ,280, 1 (1993)

39) E.YURTSEVER  H.GÜNAY, and T.UZER, "Unimolecular dissociation in the regular regime", J.Chem.Phys., 99, 1135 (1993)

40) H.KARAASLAN and E.YURTSEVER, "Monte Carlo simulation studies of binary mixtures:A measure of the mixing", Ber.Bunsenges.Phys.Chem., 98, 47 (1994)

41) E.YURTSEVER and J.BRICKMANN, "Hamilton-Jacobi dynamics for the solution of time dependent quantum problems.I.Formalism and wave packet propagation in one dimension", Ber.Bunsenges.Phys.Chem., 98, 554 (1994)

42) E.YURTSEVER,  “Quantal-classical mixed-mode analysis and chaotic behaviour”, Phys.Rev.E 50,3422 (1994)

43) S.BAHÇECİ, L.TOPPARE and E.YURTSEVER, “Hydrogen Bonding in polyanilines”, Synthetic Metals, 68, 57 (1994)
44) T.GUNKEL, H-J.BAER, J.BRICKMANN, M.ENGEL and E.YURTSEVER, “ Hamilton-Jacobi dynamics for the solution of time-dependent quantum problems II. Wave packet propagation in two dimensional mnonlinearly coupled oscillators - Exact and time-dependent SCF solutions-”, Ber.Bunsenges.Phys.Chem.,98, 1552 (1994)

45) P.S.SARGIN, L.TOPPARE and E.YURTSEVER, “Growth mechanisms of polypyrroles”, Polymer, 37, 1151 (1996)

46)  G.BAĞCI-KILIÇ, L.TOPPARE and E.YURTSEVER, “Structural studies of polythiophenes”, Synthetic Metals, 78, 19 (1996)

47) S.BAHÇECİ, L.TOPPARE and E.YURTSEVER, “On the possibility of grafting conducting polymers onto insulating ones”, Synthetic Metals, 81, 5 (1996)

48) E.YURTSEVER, “Lyapunov exponents for classical-quantum mixed-mode dynamics”, Phys.Rev.E 54, 4701 (1996)

49) O.ESENTÜRK, H.Ö.PAMUK and E.YURTSEVER,”A two-dimensional Monte Carlo polymerization of 5-membered rings”, Tr.J.Chem. 21,327 (1997)

50) E.YURTSEVER and N.ELMACI, “Dissociation dynamics of small carbon clusters”, Tr.J.Chem.21, 35 (1997)

51) E.YURTSEVER and N.ELMACI, “Chaotic behavior of triatomic clusters”, Phys.Rev.A 55, 538 (1997)

52) E.YURTSEVER, “Chaos in rotating triatomic clusters”, Europhysics Lett. 37, 91 (1997)
53) H.KILIÇ, M.BALCI and E.YURTSEVER, “ A new antiaromatic compound: 1,4-biphenylenequinone synthesis and trapping reactions”, J.Org.Chem. 62, 3434 (1997)

54)  F.M.ATAY and E.YURTSEVER, " Phase-space reconstruction in Hamiltonian systems through multiple time series", Chem.Phys.Lett. 276, 282 (1997)

55) M.L.McKEE, M.BALCI, H.KILIÇ and E.YURTSEVER, “ Computational studies of cyclobutadiene and benzocyclobutene fused to p- and o-quinone”, J.Phys.Chem. A102, 2351 (1998)

56) M.YURTSEVER and E.YURTSEVER ,“Dimerization of pyrrole”, Tr.J.Chem. 22, 87 (1998)

57) E.YURTSEVER, " Angular-momentum-driven chaos in small clusters", Phys.Rev.A 58, 377 (1998)
58) M.YURTSEVER and E.YURTSEVER, “ Structural studies of polypyrroles:I.An ab-initio evaluation of bonding through ( and ( carbons”, Synthetic Metals, 98, 221 (1999)

59) E.YURTSEVER, O.ESENTÜRK, H.Ö.PAMUK and M.YURTSEVER, “ Structural studies of polypyrroles:II: A Monte Carlo growth approach to the branch formation”, Synthetic Metals, 98, 229 (1999)

60) E.YURTSEVER and M.YURTSEVER, “ A theoretical study of structural defects in conjugated polymers”, Synthetic Metals, 101, 335 (1999)

61) E.YURTSEVER, “ Multiple bipolaron formation in polythiophenes”, Synthetic Metals, 105, 179 (1999)

62) E.YURTSEVER and S.GÜLGÖZ, “ The increase in the rate of publications originating from Turkey”, Scientometrics, 46, 321 (1999)

63) M.YURTSEVER and E.YURTSEVER, "Structural defects in polythiophenes: Monte Carlo simulations with quantum mechanical growth probabilities", J.Phys.Chem.A 104, 362 (2000)
64) E.YILGÖR, E.BURGAZ, E.YURTSEVER and İ.YILGÖR, “Comparison of hydrogen bonding in polydimethylsiloxane and polyether based urethane and urea copolymers”, Polymer, 41, 849 (2000)

65)  F.CALVO and E.YURTSEVER, "Lyapunov instability in rotating systems from ergodic molecular dynamics simulations", Phys.Lett.A, 266, 387 (2000)

66) E.YURTSEVER and F.CALVO," Many-body effects on the melting and dynamics of small clusters", Phys.Rev.B 62, 9977 (2000)

67) E.YURTSEVER, " Rotationally induced transitions in small clusters", Phys.Rev.E 63, 16202 (2001)

68) E.YURTSEVER, “A quantum mechanical study of the electrochemical polymerization of pyrrole", Syn.Met. 119, 227 (2001)

69) M.YURTSEVER and E.YURTSEVER, "Electronic excitations in stacked oligothiophenes", Syn.Met. 119, 247 (2001) 
70) V.AQUILANTI, A.LOMBARDİ and E.YURTSEVER, “Global view of classical clusters: the hyperspherical approach to structure and dynamics”, Phys.Chem. Chem.Phys. 4, 5040 (2002) 

71) S.GÜLGÖZ, Ö.A.YEDEKÇİOĞLU and E.YURTSEVER, “Turkey's output in social science publications: 1970-1999”, Scientometrics 55, 103 (2002)

72) E.YURTSEVER, “Measuring chaos in rotating clusters”, Comp.Phys.Comm. 145, 194 (2002)

73) F.A.GIANTURCO, E.YURTSEVER and F.SEBASTIANELLİ, “Modelling ionic nucleation in small neon clusters”, Int.J.Mass.Spectr. 220, 193 (2002)

74)  M.YURTSEVER and E.YURTSEVER, “A DFT study of polymerization mechanism of Indole”, Polymer 43, 6019 (2002)

75) E.YILGÖR, İ.YILGÖR and E.YURTSEVER, “Hydrogen bonding and polyurethane morphology.1.Quantum mechanical calculations of hydrogen bond energies and vibrational spectroscopy of model compounds”, Polymer 43, 6551 (2002)

76) E.YILGÖR, E.YURTSEVER and İ.YILGÖR, “Hydrogen bonding and polyurethane morphology.2.Spectroscopic, thermal and crystallization behavior of polyether blends with 1,3-dimethylurea and a model urethane compound”, Polymer 43, 6561 (2002)

77) N.ELMACI and E.YURTSEVER, “Thermochromism in oligothiophenes: The role of the internal rotation”, J.Phys.Chem.A 106, 11981 (2002)

78) İ.YILGÖR, E.YURTSEVER and B.ERMAN, “Conformational analysis of model polyurethane chains in the unperturbed state and under external forces”, Macromolecules 35, 9825 (2002)

79) A.ANEJA, G.L.WILKES, E.YILGÖR, İ.YILGÖR and E.YURTSEVER, “Exploring urea phase connectivity in molded flexible polyurethane foam formulations using LiBr as a probe”, J.Macromol.Sci.Phys. B42, 1125 (2003)

80) A.ANEJA, G.L.WILKES, E.YURTSEVER and İ.YILGÖR, “Influence of lithium chloride on the morphology of flexible slabstock polyurethane foams and their plaque counterparts”, POLYMER 44, 757 (2003)

81) E.YURTSEVER, “Rotational potential functions for oligomethylthiophenes”, Synt.Met.135-136, 427 (2003)

82) F.SEBASTIANELLI, F.A.GIANTURCO and E.YURTSEVER, “Finding the global minima of (Nen)+ clusters with non-empirical models: a comparison of results, Chem.Phys. 290, 279 (2003)

83) E.YURTSEVER, A.PALAZOĞLU and Y.ARKUN, “Conformational similarities in isomerization dynamics of clusters”, J.Phys.Chem A,  107, 6025 (2003)

84) E.YURTSEVER and S.KIRMIZIALTIN, “Vibrational spectroscopy of structural defects in oligothiophenes”, Mol.Phys. 101, 2725 (2003)

85) E.BODO, F.SEBASTIANELLİ, F.A.GIANTURCO, E.YURTSEVER and M.YURTSEVER, “Ab initio quantum dynamics with very weak van der Waals interactions: structure and stability of small Li2(1(g+) – (He)n clusters”, J.Chem.Phys., 120, 9160 (2004)

86) F.CALVO and E.YURTSEVER, “Composition induced structural transitions in mixed rare-gas clusters”, Phys.Rev.B 70, 45423 (2004)

87) V.AQUILANTI, A.LOMBARDI, M.B.SEVRYUK and E.YURTSEVER, “Phase-space invariants as indicators of the critical behavior of microaggregates”, Phys.Rev.Lett.93, 113402 (2004) 
88) E.BODO, F.A.GIANTURCO, F.SEBASTIANELLI, E.YURTSEVER and M.YURTSEVER, “Rotational cooling of Li2 (1(g+) molecules by ultracold collisions with a He gas buffer”, Theor.Chem.Acc. 112, 263 (2004)

89) M.YURTSEVER and E.YURTSEVER, “Density functional theory study of the electrochemical oligomerization of thiophene: Transition states for radical-radical and radical-neutral pathways”, Polymer, 45, 9039 (2004)

90) E.BODO, F.A.GIANTURCO and E.YURTSEVER, “The weak Li2-He interaction revisited: a combined ab-initio and empirical modeling”, J.Low Temp.Phys., 138, 259 (2005)

91) E.YURTSEVER, F.CALVO and D.J.WALES, “Finite size effects in the dynamics and thermodynamics of 2D Coulomb clusters”, Phys.Rev.E 72, 26110 (2005)

92) E.BODO, F.A.GIANTURCO, E.YURTSEVER and M.YURTSEVER, “Neutral and ionic dopants in helium clusters:Interaction forces for the Li2(a3∑u+)-He and Li2+(X2∑u+)-He complexes, Mol.Phys. 103, 3223 (2005)

93) D.A.MORTON-BLAKE and E.YURTSEVER, “The entry of molecular species into the lattice of an electroactive polymer during its dissolution”, J.Mol.Liq. 124, 106 (2006)

94) E.BODO, E.YURTSEVER, M.YURTSEVER and F.A.GIANTURCO, “Ionic dimers in He droplets: Interaction potentials for Li2+-He, Na2+-He, and K2+-He and stability of the smaller clusters”, J.Chem.Phys. 124, 74320 (2006)
95) E.YURTSEVER, F.SEBASTIANELLI and F.A.GIANTURCO, “Fragmentation dynamics of Ne3+ clusters: A classical trajectory study”, Comput.Mat.Sci. 35, 163 (2006)

96) V.AQUİLANTI, E.CARMONA-NOVİLLO, E.GARCIA, A.LOMBARDI, M.B.SEVRYUK and E.YURTSEVER, “Invariant energy partitions in chemical reactions and cluster dynamics simulations”, Comp.Mat.Sci. 35, 187 (2006)

97) E.BODO, F.A.GIANTURCO and E.YURTSEVER, “ Vibrational quenching at ultralow energies: calculations of the Li2(1Σg+; v>>0) + He superelastic scattering cross sections”, Phys.Rev.A. 73, 52715 (2006)

98) V.AQUILANTI, A.LOMBARDI, M.B.SEVRYUK and E.YURTSEVER, “ Specific heats of nanoaggregates near a phase transition: How energy partitions among internal modes”, Chem.Phys.Lett. 430, 424 (2006) 
99) E.YURTSEVER, D.YÜRET and B.ERMAN, “Quantum Mechanical Calculations of Tryptophan and Comparison with Conformations in Native Proteins”, J.Phys.Chem.A. 110, 13933 (2006)

100) F.MARINETTI, E.COCCIA, E.BODO, F.A.GIANTURCO, E.YILDIRIM, M.YURTSEVER, and E.YURTSEVER ,
“Bosonic Helium droplets with cationic impurities”, J.Chem.Phys.  126, 124319 (2007)

101) F.MARINETTI, E.COCCIA, E.BODO, F.A.GIANTURCO, E.YURTSEVER, M.YURTSEVER and E.YILDIRIM,
“Bosonic Helium clusters doped by alkali cations: Interaction forces and analysis of their most stable structures”, Theor.Chem.Acc. 118,53 (2007)

102) E.YURTSEVER, E.YILDIRIM, M.YURTSEVER, E.BODO and F.A.GIANTURCO, “ Solvation of K+ in Helium droplets”, Eur.Phys.J.D. 43, 105 (2007)

103) F.CALVO and E.YURTSEVER, “Non-monotonic size effects on the structure and thermodynamics of Coulomb clusters in three-dimensional harmonic traps”, Eur.Phys.J.D 44, 81 (2007) 
104) E.YURTSEVER and F.CALVO , “Structural and thermodynamical studies of 2D Coulomb clusters with point defects”, Phys. Scr. 76 (2007) C111-C114.
105) E.YURTSEVER and F.CALVO, “Effects of the range of the potential on the structure and dynamics of two-dimensional Coulomb clusters”  Mol.Phys. 106, 289 (2008)

106) L.GONZALES_SANCHEZ,  E.BODO, E.YURTSEVER, and F.A.GIANTURCO, “Quenching efficiency of “Hot” polar molecules by He buffer gas at ultralow energies: Quantum results for MgH and LiH rotations, Eur.Phys.J.D 48, 75 (2008)

107) S.BOVINO, E.BODO, E.YURTSEVER and F.A.GIANTURCO, “Vibrational cooling of spin-stretched dimer states by He buffer gas: Quantum calculations for   Li2(a3 Σ+u)  at ultralow energies”, J.Chem.Phys. 128, 224312 (2008)
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