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ЗАГЛАВИЕ ПОЗОВАВАНИЯ ГОДИНА

The structures and energies of the lithium, sodium, and magnesium

derivatives of the anions CH2CN-and CH2NC-. Solvation and

aggregation of the lithium species
J Kaneti, PR Schleyer, T Clark, AJ Kos, GW Spitznagel, JG Andrade, ...

Journal of the American Chemical Society 108 (7), 1481-1492

105 1986

The experimentally elusive oxidant of cytochrome P450: A theoretical

“trapping” defining more closely the “real” species
F Ogliaro, SP de Visser, S Cohen, J Kaneti, S Shaik

ChemBioChem 2 (11), 848-851

96 2001

Fluorinated Alcohols Enable Olefin Epoxidation by H2O2:  Template

Catalysis
SP De Visser, J Kaneti, R Neumann, S Shaik

The Journal of organic chemistry 68 (7), 2903-2912

87 2003

An ab initio study of the mechanism of the Atherton-Todd reaction

between dimethyl phosphonate and chloro-and fluoro-substituted

methanes
EM Georgiev, J Kaneti, K Troev, DM Roundhill

Journal of the American Chemical Society 115 (23), 10964-10973

71 1993

Accurate theoretical estimates of the electron affinities of AHn

molecules by isogyric comparisons. Proton affinities of AHn− anions
JA Pople, P von Ragué Schleyer, J Kaneti, GW Spitznagel

Chemical physics letters 145 (5), 359-364

68 1988

Thorpe–Ingold effects in cyclizations to five-membered and six-

membered rings containing planar segments. The rearrangement of

N (1)-alkyl-substituted dihydroorotic acids to …
J Kaneti, AJ Kirby, AH Koedjikov, IG Pojarlieff

Organic & biomolecular chemistry 2 (7), 1098-1103

60 2004

Electronic absorption and emission spectra and computational

studies of some 2-aryl, 2-styryl, and 2-(4′-aryl) butadienyl quinazolin-

4-ones
SM Bakalova, AG Santos, I Timcheva, J Kaneti, IL Filipova, GM Dobrikov, ...

Journal of Molecular Structure: THEOCHEM 710 (1-3), 229-234

43 2004

Computational Probes into the Basis of Silver Ion Chromatography.

II. Silver (I)− Olefin Complexes
J Kaneti, LCPM de Smet, R Boom, H Zuilhof, EJR Sudhölter

The Journal of Physical Chemistry A 106 (46), 11197-11204

38 2002
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The structure of phenol-ammonia clusters before and after proton

transfer. A theoretical investigation
W Siebrand, MZ Zgierski, ZK Smedarchina, M Vener, J Kaneti

Chemical physics letters 266 (1-2), 47-52

38 1997

Triaziridines. Part III. Triaziridine, azimine, and triazene: A SCF study

of the energy and structure of N3H3-isomers

MT Nguyen, J Kaneti, L Hoesch, AS Dreiding

Helvetica chimica acta 67 (7), 1918-1929

37 1984

Convenient synthesis of some 2-substituted 4(3H)-quinazolinone

derivatives
I Philipova, G Dobrikov, K Krumova, J Kaneti

Journal of heterocyclic chemistry 43 (4), 1057-1063

28 2006

The preference of 1-methylallyl polar organometallics and carbanions

for cis rather than for trans geometries
PR Schleyer, J Kaneti, W Yun-Dong, J Chandrasekhar

Journal of organometallic chemistry 426 (2), 143-157

28 1992

Determination of constants of anionic substituents based on nitrile

infrared frequencies and intensities
IG Binev, RB Kuzmanova, J Kaneti, IN Juchnovski

Journal of the Chemical Society, Perkin Transactions 2, 1533-1536

28 1982

Infrared spectra and structure of carbanions—XIII: A study of the

carbanions generated from acetonitrile, acetonitrile-d3 and

acetonitrile-15n
IN Juchnovski, JS Dimitrova, IG Binev, J Kaneti

Tetrahedron 34 (6), 779-783

26 1978

Kinetic studies and molecular modelling attribute a crucial role in the

specificity and stereoselectivity of penicillin acylase to the pair

ArgA145-ArgB263
M Guncheva, I Ivanov, B Galunsky, N Stambolieva, J Kaneti

European journal of biochemistry 271 (11), 2272-2279

20 2004

Schiff base addition to cyclic dicarboxylic anhydrides: An unusual

concerted reaction. An MO and DFT theoretical study
J Kaneti, SM Bakalova, IG Pojarlieff

The Journal of organic chemistry 68 (17), 6824-6827

20 2003

Change of the Hydrolytic Mechanism of 2-Hydroxy

H-Phosphonodiesters in Aprotic Organic Media. cis-1,2-Diol

Monoanions as Leaving Groups
SB Tzokov, RT Momtcheva, NG Vassilev, J Kaneti, DD Petkov

Journal of the American Chemical Society 121 (22), 5103-5107

19 1999

Theoretical study of ketenimine: geometry, electronic properties,

force constants and barriers to inversion and rotation

18 1982
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J Kaneti, MT Nguyen

Journal of Molecular Structure: THEOCHEM 87 (2), 205-210

Computational probes into the conceptual basis of silver ion

chromatography: I. Silver (I) ion complexes of unsaturated fatty acids

and esters
B Damyanova, S Momtchilova, S Bakalova, H Zuilhof, WW Christie, ...

Journal of Molecular Structure: THEOCHEM 589, 239-249

17 2002

Semi-empirical AM1 calculation of the solvent effect on the

fluorescence spectra of some dihydroquinolinones
S Bakalova, J Kaneti

Spectrochimica Acta Part A: Molecular and Biomolecular Spectroscopy 56 (8 …

16 2000

On the Mechanism of the α-Alkynone Cyclization: A Theoretical

Study
J Kaneti, M Karpf, AS Dreiding

Helvetica Chimica Acta 65 (8), 2517-2525

15 1982

Electronic substituent effects and carbonyl stretching frequencies of

2-arylmethylene-1, 3-indandiones
J Kaneti, I Yuchnovski

Tetrahedron 26 (18), 4397-4402

14 1970

Solvent induced shifts of electronic spectra: IV. Computational study

on PRODAN fluorescence and implications to the excited state

structure
SM Bakalova, J Kaneti

Spectrochimica Acta Part A: Molecular and Biomolecular Spectroscopy 72 (1 …

13 2009

Quantitative relationships between the electronic structure and

biological activity of some analogues of orotic acid
JJ Kaneti, EV Golovinsky

Chemico-biological interactions 3 (6), 421-428

13 1971

Electronic structure of the rotational isomers of furfural
I Juchnovski, J Kaneti

Tetrahedron 27 (18), 4269-4274

12 1971

Design and photophysical properties of a new molecule with a

N–B–N linked chromophore
S Bakalova, F Mendicuti, O Castaño, J Kaneti

Chemical Physics Letters 478 (4-6), 206-210

10 2009

Origins of Stereoselectivity in the Diels− Alder Addition of Chiral

Hydroxyalkyl Vinyl Ketones to Cyclopentadiene: A Quantitative

Computational Study
SM Bakalova, J Kaneti

The Journal of Physical Chemistry A 112 (50), 13006-13016

10 2008
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H-tetraoxaspirophosphoranes as possible intermediates in the

phosphonylation by phosphorous acid/oxiranes
SB Tzokov, NG Vassilev, RT Momtcheva, J Kaneti, DD Petkova

Phosphorus, Sulfur, and Silicon and the Related Elements 166 (1), 187-196

10 2000

Triaziridines. Part V. A semiempirical MNDO study of nitrogen

inversion and amide rotation in Formyltriaziridines
J Kaneti, L Hoesch, AS Dreiding

Helvetica chimica acta 69 (6), 1461-1468

10 1986

Infrared spectra and structure of carbanions: XVIII. A semiempirical

study of carbanions of cyanoacetic acid derivatives
J Kaneti, AF Nazir, IG Binev, VB Radomirska, IN Juchnovski

Journal of Molecular Structure 68, 11-18

9 1980

A molecular orbital study of the reaction catalysed by the enzyme

adenosine kinase and its active site
J Kaneti

Journal of theoretical biology 38 (1), 169-179

9 1973

Fluorinated alcohols enable olefin epoxidation by H2O2: template

catalysis
SP Visser, J Kaneti, R Neumann, S Shaik

Journal of Organic Chemistry 68 (7), 2903-2912

7 2003

Conformational analysis of cytokinins and analogs
J Kaneti, E Karanov

Chemico-biological interactions 43 (1), 73-85

7 1983

A study of some orotic acid derivatives and analogues by Hückel's

method of molecular orbitals. I. A theoretical study of the active site

of orotidine-5′-phosphate …
J Kaneti, E Golovinsky, I Yukhnovsky, D Genchev

Journal of theoretical biology 26 (1), 19, IN5, 25-24, IN5, 27

7 1970

REGIOSELECTIVITY OF THE ADDITION OF α-METALLATED N,N-

DIMETHYL SULFONAMIDES TO α,β-UNSATURATED CARBONYL

COMPOUNDS
M Mladenova, M Biserkova, J Kaneti

Phosphorus, Sulfur, and Silicon and the Related Elements 104 (1-4), 151-159

6 1995

The formation of 2-oxopropyl-2-oxopropylidenediphenylphosphorane.

Crystal and molecular structure of its lithium enolate
O Angelova, EMG Kirilov, M Kirilov, G Petrov, J Kaneti, J Macicek

Journal of the Chemical Society, Perkin Transactions 2, 1405-1408

6 1989

Synthesis, electronic spectra and conformational properties of some

N-substituted aza-crown ethers
SM Bakalova, MP Vladimirova, E Stanoeva, M Mitewa, J Kaneti

Bulgarian chemical communications 35 (4), 245-251

5 2003
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A Complete Active Space Self-Consistent Field (CASSCF) Study of

the Reaction Mechanism of the α-Alkynone Rearrangement
J Kaneti

Helvetica Chimica Acta 83 (4), 836-842

5 2000

A mndo study of olefin epoxidation by peroxyacids.: Hammond

effects on the computed transition structures
J Kaneti

Tetrahedron 42 (14), 4017-4026

4 1986

Structural Effects on Nitrile Infrared Integrated Intensities of Alpha,

Beta-Diaryl Cyanoethylenes: Hammett and Quantum Chemical

Approaches
I Juchnovski, R Kuzmanova, J Tsenov, J Kaneti, I Binev

Zeitschrift für Naturforschung B 33 (5), 557-563

4 1978

Correlated MO Study of the Low-Barrier Intramolecular Motions in

Donor− Acceptor Ethenes
SM Bakalova, LM Frutos, J Kaneti, O Castaño

The Journal of Physical Chemistry A 109 (45), 10388-10395

3 2005

A study of some orotic acid derivatives and analogues by Hückel's

method of molecular orbitals. II. Analogues of the orotic acid in the

reaction with phosphoribosyl-pyrophosphate
E Golovinsky, J Kaneti, I Yukhnovsky, D Genchev

Journal of theoretical biology 26 (1), 29-32

3 1970

Synthetic Potentials of Heptamethine Merocyanine Dyes Containing

an Active Chlorine Atom: Reactivity towards Nucleophiles
T Gospodova, J Rashkova, D Ivanova, L Viteva, C Duprat, MR Mazières, ...

European Journal of Organic Chemistry 2009 (29), 5063-5071

2 2009

A THEORETICAL STUDY OF STEREOSELECTIVE ALDOL

ADDITIONS OF METAL DERIVATIVES OF CARBOXYLIC ACID

DIANIONS
J Kaneti

Bulgarian chemical communications 28 (3-4), 458-474

2 1995

Cytokinin Activity of Some N-Arylureas—Quantitative Structure

Activity Relationships
R Franke, EN Karanov, JY Kaneti, A Gruska

Doklady Bolgarskoĭ Akademii nauk: Comptes rendus de l'Académie Bulgare des …

2 1981

STEREOISOMERIC FORMS OF BENZILPHENYLOSAZONE. 15.

CONFORMATION OF STEREOISOMERIC

BENZILPHENYLOSAZONES
J Kaneti, NI Christova, AV Spassov

DOKLADI NA BOLGARSKATA AKADEMIYA NA NAUKITE 33 (5), 631-634

2 1980
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Structure-activity relationships for herbicidal N1-aryl-N2-alkyl

thioureas
R Franke, E Karanov, J Kaneti

Doklady

2 1978

Electronic structure and antimetabolic activity of 4, 6-dihydroxy-

2-pyridine carboxylic (“3-deazaorotic”), helidaminic and uracil-

6-acetic acids
E Golovinsky, G Karamanov, Y Kaneti

Cr Acad Bulg Sci 23, 815-817

2 1970

Biological activity of quinazoline analogues and molecular modeling

of their interactions with G-quadruplexes
J Kaneti, M Georgieva, M Rangelov, I Philipova, B Vasileva, I Angelov, ...

Biochimica et Biophysica Acta (BBA)-General Subjects 1865 (1), 129773

1 2021

Theoretical insights regarding the electronic spectra and proton

transfers in a sensor molecule
SM Bakalova, J Kaneti

Bulg. Chem. Commun 49

1 2017

Application of the model-free approach to low molecular weight

systems with hindered internal rotation: cinnamoylmesitylene
PS Denkova, VS Dimitrov, SM Bakalova, J Kaneti, K Danov

Magnetic Resonance in Chemistry 41 (12), 989-995

1 2003

The ring closure of ethylene phosphites is a new P (III)-insertion

reaction. A computational study
J Kaneti, SM Bakalova, MT Nguyen

Journal of Molecular Structure: THEOCHEM 633 (1), 35-48

1 2003

Does polarizing medium affect the kinetics of the alkane

hydroxylation by compound I of cytochrome P450?
S Cohen, F Ogliaro, SP De Visser, J Kaneti, S Shaik

Journal of Inorganic Biochemistry 86 (1), 183-183

1 2001

A CORRELATION BETWEEN THE EFFECT OF SOME 5'-

SUBSTITUTED 5-DEOXYTHYMIDINES ON THE THYMIDYLATE

KINASE REACTION AND THEIR ELECTRONIC STRUCTURE
JJ KANETI, K JJ

1 1972

Computational Modeling of Solvent Effect on Fluorescence Spectra.

Implications to the Fluorescent State Structure
SM Bakalova, J Kaneti

Современные синтетические методологии для создания лекарственных
препаратов …

2019
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Design and Photophysics of 2-Vinyl Quinazolin-4-ones
SM Bakalova, IL Philipova, IP Angelov, J Kaneti

Современные синтетические методологии для создания лекарственных
препаратов …

2019

Stereoselectivity in the Diels–Alder addition of S-hydroxy-

N-methylsuccinimide acrylate to cyclopentadiene: origins and DFT

computational models
SM Bakalova, J Kaneti

BULGARIAN CHEMICAL COMMUNICATIONS 49, 64-70

2017

Computational study of exo-selective Diels-Alder cycloadditions,

catalyzed by aluminum chloride
SM Bakalova, J Kaneti, N Markova

BULGARIAN CHEMICAL COMMUNICATIONS 49, 195-200

2017

Computational study of the electronic spectra of some B–N dyes
SM Bakalova, J Kaneti, O Castaño

Bulgarian chemical communications 40 (4), 450-455

2008

MODEL THEORETICAL STUDIES OF PHOSPHODIESTER

TRANSESTERIFICATION MECHANISMS I. THERMOCHEMICAL

EVALUATION AND MECHANISM OF 1, 2-DIOL RELEASE IN

RIBOZYME MODEL REACTIONS BY …
S BAKALOVA, J KANETI, DD PETKOV

Godishnik na Sofiĭskii︠ a︡ universitet" Sv. Kliment Okhridski," Khimicheski …

2001

A Theoretical Study of Tetraoxo-[10-P-5] Spirophosphoranes. High

Coordination at Phosphorus Means Higher Stability Due to High

Correlation Energy
J Kaneti, MS Bakalova, MT Nguyen

Science Direct Working Paper, 04

2000

A Complete Active Space Self-Consistent Field (CASSCF) Study of...
J Kaneti

Helvetica Chimica Acta 83, 837

2000

The Experimentally Elusive Oxidant of Cytochrome P450: A

Theoretical™ Trapping∫ Defining More Closely the™ Real∫ Species
J Kaneti, S Shaik

Angew. Chem. Int. Ed 37, 2691-2693

1998

The structures of lithium and magnesium derivatives of acetic acid

‘dianions’
J Kaneti, P von Ragué Schleyer, AJ Kos

Journal of the Chemical Society, Chemical Communications, 1014-1016

1985

describe hydrophobic (st)(7) and steric (MR).(8effects of substituents

in X
R Franke, EN Karanov, JY Kaneti, A Gruska

Comptes rendus de l'Académie bulgare des sciences: sciences mathématiques

1981
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et …

Quantum mechanical conformational analysis of heterocyclic

analogues of norephedrine
J Kaneti, D Mihailova, K Faitondzieva, L Zheljazkov

Chemico-biological interactions 30 (1), 79-85

1980

Home, W. 1 Jacques, p. 215 Jokisaari, J. 173 Juchnovski, IN 11
G Jugie, T Bleha, A Bouchy, L Bouscasse, C Brisson, B Brzezinski, ...

Journal of Molecular Structure 68

1980

SPECTROSCOPIC AND THEORETICAL STUDIES OF

ARYLMETHYLENE MALONODINITRILES. I. ELECTRONIC

SPECTRA
JJ KANETI, K JJ, V DM

1978

Dependence between chemical structure and inhibition of Hill's

reaction for certain heterocyclic derivatives of urea and acylamides
J Kaneti

1978

Quantitative structure activity relationships for phytoactive

arylthiourea and arylurea derivatives
J Kaneti, R Hagemann, R Franke, E Karanov

Plant Growth Regulators: Proceedings of the International Symposium on Plant …

1977

3'-AND 5'-HALOGENOTHYMIDINES-ELECTRONIC STRUCTURE

AND INHIBITORY ACTIVITIES ON THYMIDILATE KINASE.
J KANETI

1975

3'-HALOGENOTHYMIDINES AND 5'-HALOGENOTHYMIDINES-

ELECTRONIC-STRUCTURE AND INHIBITORY ACTIVITIES ON

THYMIDILATE KINASE
J KANETI, E GOLOVINSKY, P LANGEN, G KOWOLLIK, G ETZOLD

DOKLADI NA BOLGARSKATA AKADEMIYA NA NAUKITE 28 (7), 951-953

1975

A study of some orotic acid derivatives and analogues by Hückel's

method of molecular orbitals
J Kaneti

Acknowledgement to Reviewers for vol. 52 (2020)
A Ahmedova, A Ivanova, A Popova, A Prabhu, A Subramania, ...

BULGARIAN CHEMICAL COMMUNICATIONS, 117

PR-4. DESIGN AND PHOTOPHYSICS OF 2-VINYL QUINAZOLIN-

4-ONES
SM Bakalova, IL Philipova, IP Angelov, J Kaneti

СОВРЕМЕННЫЕ СИНТЕТИЧЕСКИЕ МЕТОДОЛОГИИ ДЛЯ СОЗДАНИЯ
ЛЕКАРСТВЕННЫХ …

Insights in the photophysics of 2-[2’-hydroxyphenyl]-quinazolin-4-one

isomers by DFT modeling in the ground S0 and excited S1 states
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J Kaneti, SM Bakalova, IP Angelov

BULGARIAN CHEMICAL COMMUNICATIONS, 243

252. On the Mechanism of the a-Alkynone Cyclization: A Theoretical

Study
J Kaneti, MKAS Dreiding

REGIOSELECTIVITY OF THE ADDITION OF a-METALLATED

JV,/V-DIMETHYL SULFONAMIDES TO «^-UNSATURATED

CARBONYL COMPOUNDS
M MLADENOVA, M BISERKOVA, J KANETI

DEPENDENCE OF THE OPTICAL CONSTANTS OF CYANINE

DYES FOR CD-R ON THEIR MOLECULAR STRUCTURES
J Kaneti, T Deligeorgiev, Z Babeva, S Kitova, I Konstantinov

COMPUTATIONAL DESIGN OF NOVEL CLASSES OF

CHROMOPHORES, RELATED TO ESIPT
SM Bakalova, J Kaneti

ИНИЦИАТИВА „БАН ПРЕДСТАВЯ СВОИТЕ ИНСТИТУТИ “ИНСТИТУТ ПО
ОРГАНИЧНА ХИМИЯ С …
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