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V.Gineityté. Generalization of the Dewar formula for total energies of molecules. - Int. J.
Quantum Chem., 2000, V. 77, 534-543.

V.Gineityté. The rebonding effect in hydrocarbons as a quantum-chemical analogue of
the classical concept of conjugation. - J. Mol. Str. (Theochem), 2000, No. 497, 83-90.

G.Juzelitinas and D.L.Andrews. Quantum Electrodynamics of Resonance Energy
Transfer. - In: Advances in Chemical Physics, ed. I.Prigogine and S.A.Rice (Wiley, New
York, 2000), 357-410.

G.Juzelitinas and J.Knoester. Pump-probe spectra of molecular assemblies of arbitrary
structure and dimension. - Journal of Chemical Physics, 2000, V. 112, No. 5, 2325-.*

A .Kucinskas, V.Vansevicius, M.Sauvage and T.Tanabe. New infrared object in the field
of the SMC cluster NGC 330. - Astron. Astrophys., 2000, V. 353, L21-L.24.

G.TautvaiSiené, B.Edvardsson, I.Tuominen and I.Ilyin. Chemical composition of evolved
stars in the open cluster M 67. - Astron. Astrophys., 2000, V. 360, 499-508.

B.Kaulakys and T.Meskauskas. Models for generation 1/f noise. - Microel. Reliability,
2000, V. 40, No. 11, 1781-1785.

B.Kaulakys. On the intrinsic origin of 1/f noise. - Microel. Reliability, 2000, V. 40, No.
11, 1787-1790.

J.Tamuliené, A.Tamulis, M.L.Balevicius and A.Graja. Ab initio quantum chemical
methods for investigations of fullerene Ceo, CS, and tetrathiafulvalene molecules and
their complexes. - Fullerene Sci. Techn., 2000, V. 8, No. 3, 165-178.

P.Bogdanovich and I.Martinson. Theoretical transition probabilities for Au II. - Phys.
Scr., 2000, V. 61, 142-145.

G.Merkelis. Graphical method of evaluation of matrix elements in the second
quantization representation. - Phys. Scr., 2000, V. 61, 1-17.

P.Serapinas, J.Lubyté and R.Buteikis. Quality control charts: information on low
frequency noise from AAS. - J. Anal. At. Spectrom., 2000, V. 15, 1508-1511.

Z.Rudzikas. Self-consistent field method in various approximations: "forgotten ideas". -
Mol. Phys., 2000, V. 98, No. 16, 1205-1212.
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Phys. J. D, 2000, V. 11, No. 2, 175-183.

V.Jonauskas, R.Karazija and S.Kucas. Theoretical investigation of the Auger and photon-
yield spectra resulting from 3d photoionization or 3d->4f excitation of atomic Eu. - J.
Electron Spectr. Rel. Phen., 2000, No. 107, 147-154.

A.Kucinskas, V.Vansevicius, M.Sauvage and T.Tanabe. ISO Observations of the
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S.Fritzsche, C.Z.Dong and G.Gaigalas. Theoretical wavelengths and transition
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D. Tbl., 2000, V. 76, No. 2, 155-175.

A.Tamulis, R.R.Abdreimova, J. Tamuliene, M.Peruzzini, M.L.Balevicius. Platinum-
mediated oxidative P-O coupling of white phosphorus and alcohols: an ab initio study. -
Inorg. Chim. Acta, 2000, V. 307, No. 1, 71-76.

G.Gaigalas, S.Fritzsche and Z.Rudzikas. Reduced coefficients of fractional parentage and
matrix elements of the tensor W**? in jj-coupling. - At. D. Nucl. D. Tbl., 2000, V. 76,
No. 2, 235-269.

V.Gineityte. Heteroatom influence in substituted benzenes and pyridine-like heterocycles
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V.Gineityte. The trans-effect of heteroatom in terms of through-space and through-bond
interactions. Comparison to the inductive effect. - J. Mol. Str. (Theochem), 2000, No.
532, 257-267.

A.Vektariené, A.Juodvirsis and G.Vektaris. Substitution Effects on Reactivity of N-Acyl-
2-amino-2-desoxyglucopyranoses. Quantum Chemical Study. - Molecules, 2000, No.5,
1399-1407.

G.Merkelis. Coupled Tensorial Form of the Second-Order Effective Operator. - Phys.
Scr., 2000, V. 61, 662-674.

A.R.Davey, P.J.Storey and R.Kisielius. Recombination coefficients for C II lines. -
Astron. Astrophys. Suppl. Ser., 2000, V. 142, No.1, 85-94.

S.AliSauskas. The triple sum formulas for 9j coefficients of SU(2) and u4(2). - J. Math.
Phys., 2000, V. 41, No. 11, 7589-7610.



26.

27.

28.

29.

30.

31.

32.

L.Bytautas and D.J.Klein. Formula Periodic Table for the Acyclic Hydrocarbons:
Enumerative and Asymptotic Characteristics. - Croat. Chem. Acta, 2000, V. 73, No. 2,
331-357. (papildomai jtrauktas 2000 12 22)

L.Bytautas and D.J.Klein. Mean Wiener Numbers and Other Mean Extensions for Alkane
Trees. - J. Chem. Inf. Comput. Sci., 2000, V. 40, No. 2, 471-481.

L.Bytautas, D.J.Klein and T.G.Schmalz. All acyclic hydrocarbons: formula periodic table
and property overlap plots via chemical combinatorics. - New Journal of Chemistry,
2000, V. 24, No. 5, 329-?.*

D.J.Klein, L.Bytautas. Directed Reaction Graphs as Posets. - MATCH - Communications
in Mathematical and in Computer Chemistry, 2000, V. 42, 261-290.

M.J.Vilkas, Y.Ishikawa and K.Hirao. Ionization energies and fine structure splittings of
highly correlated systems: Zn, zinc-like ions and copper-like ions. - Chem. Phys. Lett.,
2000, V. 321, No. 3/ 4, 243-?.*

Y.Ishikawa, M.J.Vilkas and K.Koc. Relativistic multireference Moller-Plesset
perturbation theory calculations for siliconlike ions. - Int. J. Quant. Chem., 2000, V. 77,
No. 1, 433-445. (neteiktas MSD* 2000, 2001m.)

A.Tamulis, J.Tamuliene, M.L.Balevicius, J.-M.Nunzi. Quantum chemical design of
multivariable anisotropic random-walk molecular devices based on stilbene and azo-dyes.
- In: "Proceedings of NATO ARW on Polymers and Composites for Special Applications,
20-25 June 1999, Poznan, Poland", Mol. Cryst. and Liq. Cryst., 2000, V. 354, 475-484.
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T.Krasta, J.Tambergs, J.RuZa, J.A.Castilho Alcaras and O.Katkevicius. The description of
mirror-type nuclei in restricted dynamics approach. - Int. J. Theor. Phys., Group Th., and
Nonlin. Opt., 2000, V. 7, No. 1, 63-95

L.Bytautas, D.J.Klein, M.Randic and T.Pisanski. Foldedness in Linear Polymers: A
Difference Between Graphical and Euclidean Distances. - In: DIMACS Series in Discrete
Mathematics and Theoretical Computer Science, 2000, V. 51, 39-61.

A.Tamulis, J.Tamuliené, M.L.Balevicius and J.-M.Nunzi. Quantum chemical design of
light induced logically controlled multivariable anisotropic random-walk molecular
devices. - Preliminary Proceedings of DNAG, Sixth International Meeting on DNA Based
Computers, Leiden, 2000, 275-277. 278?*

A.Tamulis, J.Tamuliené, M.L.Balevicius and J.-M.Nunzi. Quantum mechanical
investigations of photoactive molecules and design of molecular machine and logical
devices. - Organic Materials and Devices II, Proceedings of SPIE, 2000, V. 3939, 61-68.
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A.Kucinskas, V.Vansevicius, M.Sauvage and T.Tanabe. Mid-infrared studies of the AGB
star populations in the Local group galaxies: Magellanic Clouds. - In: Proc. of the
Internat. Workshop on mid- and far-infrared astronomy and future space missions, April
2000, eds. T.Matsumoto and H.Shibai, The Institute of Space and Astronautical Science
Report SP No. 14, 51-.*

M.L.Balevicius, A.Tamulis, J.Tamuliené and J.-M.Nunzi. Study of stilbene molecule
trans« cis isomerization in first excited state and design of molecular random-walkers. -
In: Multiphoton and Light Driven Multielectron Processes in Organics: New Phenomena,
Materials and Applications, NATO Science Series (ARW proceedings), 2000, 437-450.

S.Bartasiuté and R.Lazauskaité. The metallicity distribution and ages of the Galactic
thick disk stars. - In: Proceedings of the 35" Liege International Astrophysical
Colloquium, July 5-8, 1999, Derouaux Ordina Editions, Liege, Belgium, 2000, 211-214.

K. Cernis et al (+25 observers). Observations of comet C/1999 S4 (Linear). Tabulated
Data. - Internat. Comet Quarterly, 2000, V. 22, No. 3, 87-93.

. K. Cernis, V.Laugalys et al. Tabulated Data. - International Comet Quarterly , ISSN

0736-6922, 2000, V. 22, No.4, 121-146.

B.E.J.Pagel and G.TautvaiSiené. S/alpha/Fe abundance ratios in halo field stars: is there a
globular cluster connection? - In: Proceedings of the conference "The Evolution of the
Milky Way", eds. F.Matteucci and F.Giovannelli, Kluwer Acad. Publishers, 27-33.
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Mokslo leidiniuose, jrasytuose i MSD patvirtintg sarasa

E.Meistas, R.Kalytis, D.AliSauskas et al (50 authors). Preliminary results from XCOV
17: PG 1336-018. - Baltic Astronomy, 2000, V. 9, No. 1, 183-195.

E.MeiStas. One more modernization of the Pancake photometer. - Baltic Astronomy,
2000, V. 9, No. 3, 447-449.

D.AliSauskas, R.Janulis, R.Kalytis, E.MeiStas, E.Siaucitnas, R.Silvotti, R.Skipitis and
J.Sperauskas. The new series of the Vilnius-design classical WET photometer. - Baltic
Astronomy, 2000, V. 9, No. 3, 433-445.

A.Audzijonis, A.Krikscitinas, R.Bakanas, V.Lazauskas and G.Gaigalas. Theoretical
Investigation of Anharmonicity of the SbSI Crystal Soft Mode. - Lith. J. Phys., 2000, v.
40, No. 1-3, 55-57.

M.Alaburda, V.Gontis and B.Kaulakys. Interaction and Chaotic Dynamics of the
Classical Hydrogen Atom in an Electromagnetic Field. - Lith. J. Phys., 2000, V. 40, No.
4,242-247.
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P.Bogdanovich, R.Karpuskiené and A.Momkauskaité. Calculation of electron transitions
in the 2p® configuration of Ar XII and Ca XIV. - Lith. J. Phys., 2000, V. 40, No. 4, 248-
252.

R.Karpuskiené. Theoretical calculation of characterisctics of the 31-2p and 31-3I'
transitions in S VIII ion. - Lith. J. Phys., 2000, V. 40, No. 4, 276-280.

B.Kaulakys. On the Inherent Origin of 1/f Noise. - Lith. . J. Phys., 2000, V. 40, No. 4,
281-286.

A.Kupliauskiené, N.RaksStikas and V.Tutlys. General expression of the photoionization
cross section of an atom in polarized LS states. - Lith. J. Phys., 2000, V. 40, No. 5, 311-
320.

L.Klimka, R.KivilSiené. Edukaciné komisija ir fizikos mokymas senajame Vilniaus
universitete. - Istorija. Aukstyjy mokykly mokslo darbai, 2000, T. XLII, 31-41.

L.Klimka, R.KivilSiené. Mokslinis Vilniaus universiteto fizikos profesoriaus
S.Stubeleviciaus (1762-1814) paveldas. - Istorija. AukStyjy mokykly mokslo darbai,
2000, T. XLV, 28-34.

K.Jankauskas, A.Petrauskas. Equations for SU(3)-irreducible density matrix of atomic
nucleus. - Lith. J. Phys., 2000, V. 40, No. 6, 379-385.

M.L.Balevicius, J.Tamuliené, A.Tamulis. Role of excited states on cis-trans isomerization
of disperse orange 3 molecule. - Lith. J. Phys., 2000, V. 40, No. 6, 387-393.

G.Gaigalas. Some new simplifications for the general form of the orbit-orbit interaction
operator. - Lith. J. Phys., 2000, V. 40, No. 6, 395-405.
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L.M.Balevicius, J.Tamuliené ir A.Tamulis. Azo-benzeno cis « trans izomerizacijos per
tiesine pereinamajq biisena teorinis tyrimas. - Taikomoji fizika, konferencijos pranesSimy
medZiaga, Kaunas, Technologija, 2000, 68-70.

A.Audzijonis, L.Zigas, V.Lazauskas ir G.Gaigalas. SbSBr grandinélés vibracinio spektro
tyrimas "ab initio" metodu. - Taikomoji fizika, konferencijos praneSimy medZiaga,
Kaunas, Technologija, 2000, 143-146.

A Kupliauskiené, N.Rakstikas ir V.Tutlys. Sarminiy metaly fotojony biiseny isrikiavimas.
- Taikomoji fizika, konferencijos praneSimy medZiaga, Kaunas, Technologija, 2000, 131-
134.



. A.Vektariené, A.Juodvirsis ir G.Vektaris. N-acil Substituents Effects on Reactivity of N-
acil 2-amino-2-desoxygliukopyranoses. Molecular Orbital Analysis. - Organiné chemija,
konferencijos praneS§imy medZiaga, Kaunas, Technologija, 2000, 60-62.

. Habilitacinis darbas Dr. G.Juzeliiinas, Theoretical study of optical properties of the
ensembles of resonance coupled molecules and atoms . Vilnius, 2000. pp. 102;
Rezonansiskai saveikaujanciy atomy arba molekuliy sistemy optiniy savybiy teorinis
tyrimas (santrauka) . Vilnius 2000. pp. 34.

. A.Audzijonis, A.Stasiukynas, L.Zigas, L.Audzijoniené, V.Paulikas, J.Siroicas,
atspindZio ir sugerties koeficienty matavimo budas. ISradimas Nr. 99-155, Valstybinis
patenty biuras, 2000 01 03.*

(Other scientific publications)

. A.Vektariené, A.Juodvirsis and G.Vektaris. Substitution Effects on Reactivity of N-Acyl-
2-amino-2-desoxigliukopyranoses. Quantum Chemical Study. - In Fourth International
Electronic Conference on Synthetic Organic Chemistry ECSOC-4, www.mdpi.org/ecsoc-
4.htm , September 1-30, 2000.

. G.Juzeliinas and M. MasSalas. Absorption by cold Fermi atoms in a harmonic trap. -
Automated e-print archives at arXiv.org (November 10, 2000):

http://xxx.lanl.gov/abs/quant-ph/0011041 .

. A.Acus, E.NorvaiSas, D.O.Riska. Nucleon form factors in the canonically quantized
Skyrme model. - Automated e-print archives at arXiv.org (July 6, 2000):
http://xxx.lanl.gov/abs/nucl-th/0007012 .

. T.Krupovnickas, E.NorvaiSas and D.O.Riska. Dibaryons as canonically quantized
biskyrmions. - Automated e-print archives at arXiv.org (November 17, 2000):
http://xxx.lanl.gov/abs/nucl-th/0011063 .

. K.Cernis et al, 8 trumpi pranesimai apie komety atradimus ir stebéjimus, paskelbti $iuose
leidiniuose: Internat. Astron. Union Circulars Nos. 7343, 7364 , 7386 , 7422 (2000m.) ir
Minor Planet Circulars Nos. A36, C50, F37 ir J45 , 41639-41640 (2000m.).

. K.Cernis. Kometos, galimos vizualiai stebéti intervale 1900-1999 (lenkiskai). -
Komeciarz. Biuletyn Naukowy Sekcji Obserwatoréw Komet, Polskie Towarzystwo
Milosnikéw Astronomii, Nr.17, 2000, 9-26.

. A.Tamulis, J.Tamuliené, M.L.BalevicCius, M.M.Olmstead, A.L.Balch, A.K.Gaigalas, Li
Li, J.-M.Nunzi, A.Graja, R.R.Abdreimova and M.Peruzzini. Quantum Chemical ab initio
Search for Novel Molecular Technologies. - In: Second international symposium on
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optical power limiting ISOPL 2000 abstract booklet, Venice (Italy), July 2-5, 2000, 16-
21.

A.Tamulis, J.Tamuliene, M.L.Balevicius, Z.Rinkevicius, M.M.Olmstead, A.L.Balch,
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World Congress on Biotechnology, 11th International symposium and exhibition, 3-8
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A.Tamulis, J.Tamuliené, M.L.Balevicius and J.-M.Nunzi. Quantum Chemical Design of
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A.Tamulis, J.Tamuliene, M.M.Olmstead, A.Balch, A.Graja. Quantum chemical
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A.Tamulis, J.Tamuliene, M.L.Balevicius. Quantum chemical design of light induced
logically controlled multivariable anisotropic random-walk molecular devices. -
International Symposium on Integrated Optoelectronic Devices, 22-23 January 2000, San
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G.Gaigalas, S.Fritzsche, Z.Rudzikas. Subcoefficients of fractional parentage for
relativistic calculations of atomic data. - Abstracts of the International Conference on
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N.Rakstikas, A.Kupliauskiené. Inner-shell ionization-excitation cross sections of Li and
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G.Gaigalas, S.Fritzsche, Z.Rudzikas. Atomic structure studies accounting for quasispin
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2000. Conference Abstracts, 139.
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