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Computational modeling of the elemental catalysis in the Stone-Wales
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Simulations of ionization equilibria in weak polyelectrolyte solutions and gels
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La-2@C-s(17490)-C-76: A New Non-IPR Dimetallic Metallofullerene Featuring
Unexpectedly Weak Metal-Pentalene Interactions

1 2 1 1 0
Suzuki, M; Mizorogi, N; (...); Akasaka, T
Dec 92013 | CHEMISTRY-A EUROPEAN JOURNAL 19 (50) , pp.17125-17130
Isolation and Structural Characterization of Er@C-2v(9)-C-82 and Er@C-s(6)-
C-82: Regioselective Dimerization of a Pristine Endohedral Metallofullerene
Induced by Cage Symmetry 4 9 5 ) 0
Hu, SF; Liu, T; (...); Lu, X
Feb 42019 | INORGANIC CHEMISTRY 58 (3), pp.2177-2182
The Unanticipated Dimerization of Ce@C-2v(9)-C-82 upon Co-crystallization
with Ni(octaethylporphyrin) and Comparison with Monomeric M@C-2v(9)-
C-82 (M=La,Sc,andY) 8 3 3 1 0
Suzuki, M; Yamada, M; (...); Akasaka, T
Dec 12 2016 | CHEMISTRY-A EUROPEAN JOURNAL 22 (50) , pp.18115-18122
Popular C-82 Fullerene Cage Encapsulating a Divalent Metal lon Sm2+:
Structure and Electrochemistry
7 0 2 1 1
Hu, ZQ; Hao, YJ; (...); Feng, L
Mar 2 2015 | INORGANIC CHEMISTRY 54 (5) , pp.2103-2108
A Monte Carlo study of shells of hydrophobically modified amphiphilic
copolymer micelles in polar solvents
0 1 1 1 0
Uhlik, F; Limpouchova, Z; (...); Prochazka, K
Jun 222003 | JOURNAL OF CHEMICAL PHYSICS 118 (24), pp.11258-11264
Nonradiative excitation energy transfer in hydrophobically modified
amphiphilic block copolymer micelles. theoretical model and Monte Carlo
simulations 0 1 0 0 0
uhlik, F; Limpouchova, Z; (...); Webber, SE
Dec 32002 | MACROMOLECULES 35 (25), pp.9497-9505
Computed structures and relative stabilities of Be@C-74
Slanina, Z; Uhlik, F; (...); Nagase, S 0 0 0 0 0
10th Annual Meeting of the V-A-Fock-School on Quantum and Computational Chemistry
Nov 52007 | INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY 107 (13) , pp.2494-2498
Eu@C-72: Computed Comparable Populations of Two Non-IPR Isomers
Slanina, Z; Uhlik, F; (...); Lu, X 5 3 2 6 0
Jul2017 | MOLECULES ~ 22(7)
Calculations of Metallofullerene Yields
Slanina, Z; Uhlik, F; (...); Nagase, S 1 0 0 1 0
Nov 2011 | JOURNAL OF COMPUTATIONAL AND THEORETICAL NANOSCIENCE 8 (11), pp.2233-2239
Computed stabilization for a giant fullerene endohedral: Y2C2@C-1(1660)-
C-108
5 5 1 5 0

Slanina, Z; Uhlik, F; (...); Adamowicz, L
Oct 16 2018 | CHEMICAL PHYSICS LETTERS ~ 710, pp.147-149
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Computations of model narrow nanotubes closed by fragments of smaller
fullerenes and quasi-fullerenes

Slanina, Z; Uhlik, F and Adamowicz, L

Jun 2003 | JOURNAL OF MOLECULAR GRAPHICS & MODELLING 21 (6), pp.517-522

Multivalent counterions accumulate in star-like polyelectrolytes and collapse
the polymer in spite of increasing its ionization

Stano, R; Nova, L; (...); Kosovan, P

Jan 282020 | SOFT MATTER 16 (4), pp.1047-1055

Comparing the reactivity of isomeric phosphinoferrocene nitrile and
isocyanide in Pd(ii) complexes: synthesis of simple coordination compounds
vs. preparation of P-chelated insertion products and Fischer-type carbenes

Skoch, K; Cisarova, [; (...); Stepnicka, P

Dec 72018 | DALTON TRANSACTIONS 47 (45) , pp.16082-16101

Probing the Influence of Phosphine Substituents on the Donor and Catalytic
Properties of Phosphinoferrocene Carboxamides: A Combined Experimental
and Theoretical Study

Schulz, J; Vosahlo, P; (...); Stepnicka, P
May 82017 | ORGANOMETALLICS 36 (9), pp.1828-1841

Endohedrally stabilized C-70 isomer with fused pentagons characterized by
crystallography

Feng, L; Zhang, MR; (...); Uhlik, F
2016 | DALTON TRANSACTIONS 45 (19), pp.8142-8148

Calculations of the water-dimer encapsulations into C-84

Slanina, Z; Uhlik, F; (...); Adamowicz, L 2
2016 | FULLERENES NANOTUBES AND CARBON NANOSTRUCTURES 24 (1), pp.1-7

Synthesis, Crystal Structures, and Electrochemical Behavior of Fe-Ru
Heterobimetallic Complexes with Bridged Metallocene Units

Schulz, J; Uhlik, F; (...); Stepnicka, P
Sep 222014 | ORGANOMETALLICS 33 (18), pp.5020-5032

Synthesis and characterisation of Dewar benzene-ferrocene conjugates

Jankova, S; Cisarova, ; (...); Kotora, M 1

2009 | DALTON TRANSACTIONS  (17), pp.3137-3139

Computations on C840: thermodynamic, kinetic and photochemical stability

Slanina, Z; Uhlik, F; (...); Osawa, E 0

Sep 27 2004 | JOURNAL OF MOLECULAR STRUCTURE-THEOCHEM 684 (1-3), pp.129-133

Quantum-chemical calculations of model systems of interest in fullerene-
based superconductivity

Slanina, Z; Uhlik, F; (...); Adamowicz, L

Jun 2003 | JOURNAL OF LOW TEMPERATURE PHYSICS 131 (5-6) , pp.1259-1263

Computing molecular complexes in Earth's and other atmospheres

Slanina, Z; Uhlik, F; (...); Osawa, E
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25th General Assembly of the European-Geophysical-Society
2001 |

PHYSICS AND CHEMISTRY OF THE EARTH PART C-SOLAR-TERRESTIAL AND PLANETARY SCIENCE
(7), pp.505-511

Evaluation of the relative stabilities of two non-IPR isomers of Sm@C-76

Slanina, Z; Uhlik, F; (...); Adamowicz, L
2016 | FULLERENES NANOTUBES AND CARBON NANOSTRUCTURES 24 (5), pp.339-344

Water-Dimer Stability and Its Fullerene Encapsulations

c

hlik, F; Slanina, Z; (...); Nagase, S

Jun 2015 | JOURNAL OF COMPUTATIONAL AND THEORETICAL NANOSCIENCE 12 (6) , pp.959-964

A fast computational method for determining equilibrium concentration
profiles in intermixed nanoislands

c

hlik, F; Gatti, R and Montalenti, F

Feb 252009 | JOURNAL OF PHYSICS-CONDENSED MATTER ~ 21 (8)

Electronic excited states and stabilities of fullerenes: Isomers of C-78 and
Mg@C-72

Slanina, Z; Uhlik, F; (...); Nagase, S
6th Annual Meeting of the V A Fock School on Quantum and Computational Chemistry

Nov 152004 | INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY 100 (4), pp.610-616

A computational characterization of CO@C-60

Slanina, Z; Uhlik, F; (...); Lu, X

2017 | FULLERENES NANOTUBES AND CARBON NANOSTRUCTURES 25 (11), pp.624-629

26

Li-x@C-60: Calculations of the encapsulation energetics and thermodynamics

Slanina, Z; Uhlik, F; (...); Nagase, S

Sep 2008 | INTERNATIONAL JOURNAL OF MOLECULAR SCIENCES 9 (9) , pp.1841-1850

Hydrophobically modified amphiphilic block copolymer micelles in non-
aqueous polar solvents. Fluorometric, light scattering and computer-based
Monte Carlo study

Matejicek, P; Uhlik, F; (...); Webber, SE

2002 | COLLECTION OF CZECHOSLOVAK CHEMICAL COMMUNICATIONS 67 (5), pp.531-556

Synthesis and non-conventional structure of square-planar Pd(ll) and Pt(ll)
complexes with an N,C,N-chelated stibinidene ligand

Apr 282018 | DALTON TRANSACTIONS 47 (16), pp.5812-5822

Stability Computations for Isomers of La@C-n (n=72, 74, 76)

Slanina, Z; Uhlik, F; (...); Nagase, S
Nov 2012 | MOLECULES 17 (11), pp.13146-13156

SCF study of Amphiphilic micellar shells containing polyelectrolyte and
hydrophobic sequences

Jelinek, K; Limpouchova, Z; (...); Prochazka, K
Oct 16 2007 | MACROMOLECULES 40 (21), pp.7656-7664
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Vlcek, L; Uhlik, F; (...); Chialvo, AA

Jan 222015 | JOURNAL OF PHYSICAL CHEMISTRYA 119 (3), pp.488-500

Stabilities of fullerenes: Illustration on C-80

Slanina, Z; Uhlik, F; (...); Nagase, S

2008 | MATCH-COMMUNICATIONS IN MATHEMATICAL AND IN COMPUTER CHEMISTRY 59 (1),
pp.225-238

Computational screening of metallofullerenes for nanoscience: Sr@C-74

Slanina, Z; Uhlik, F; (...); Nagase, S

2008 | MOLECULAR SIMULATION 34 (1), pp.17-21

Computations of production yields for Ba@C-74 and Yb@C-74

Slanina, Z; Uhlik, F; (...); Nagase, S
Nanotech 2006 Conference

2007 | MOLECULAR SIMULATION 33 (7), pp.563-568

Mean-field study of poly(methacrylic acid) shells in partly hydrophobically
modified amphiphilic block copolymer micelles in polar solvents

Jelinek, K; Uhlik, F; (...); Prochazka, K
4th International Symposium on Polyelectrolytes

Aug 142003 | JOURNAL OF PHYSICAL CHEMISTRY B 107 (32) , pp.8241-8247

Thermodynamic properties of He@C-60

Uhlik, F; Slanina, Z and Osawa, E
2000 | FULLERENE SCIENCE AND TECHNOLOGY 8 (4-5) , pp.453-460

On the definitions of bond index and valence for correlated wave functions

Ponec, R; Uhlik, F; (...); Jug, K
10th Dubrovnik International Course / Conference MATH/CHEM/COMP
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POPULATION ANALYSIS OF PAIR DENSITIES - A STUDY OF BASSIS SET
DEPENDENCE

PONEC, R; UHLIK, F and COOPER, DL

Apr 1995 | CROATICA CHEMICAACTA 68 (1), pp.149-155

COMPUTATIONAL STUDIES OF ATMOSPHERIC CHEMISTRY SPECIES .13. AN AB-
INITIO CORRELATED STUDY OF STRUCTURE, ENERGETICS AND VIBRATIONS OF

(02)2(ALPHA)

UHLIK, F; SLANINA, Z and HINCHLIFFE, A
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Calculations of the relative populations of Lu@C-82 isomers

Slanina, Z; Uhlik, F; (...); Adamowicz, L

Sep 22019 | FULLERENES NANOTUBES AND CARBON NANOSTRUCTURES 27 (9), pp.710-714

COMPUTATIONAL STUDIES OF ATMOSPHERIC CHEMISTRY SPECIES .12.
COMPUTED GAS-PHASE THERMODYNAMICS OF THE N2-O2 COMPLEXES

UHLIK, F; SLANINA, Z; (...); HINCHLIFFE, A

Sep 301993 | THERMOCHIMICAACTA ~ 225(1), pp.1-7
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Eu@C-86 isomers: Calculated relative populations

Slanina, Z; Uhlik, F; (...); Adamowicz, L 0 2 1 2 0
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28 (7), pp.565-570
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MULTIMOLECULAR CLUSTERS AND THEIR ISOMERISM .63. ISOMERIC
INTERPLAY IN THE TRIMERIC SYSTEMS 2HF-HCN AND HF-2HCN
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Computations on Li-x@C-60
e 201 Slanina, Z; Uhlik, F and Nagase, S 0 0 0 0 0 0 0

Nanotechnology Conference and Trade Show (Nanotech 2008)
2008 | NSTI NANOTECH 2008, VOL 3, TECHNICAL PROCEEDINGS , pp.689-+

Gibbs energy treatment of a set of C80F36 isomers

e 202 Slanina, Z; Uhlik, F and Adamowicz, L
International Symposium on Fullerenes, Nanotubes and Carbon Nanoclusters held at the Annual 0 0 0 0 0 0 0
Spring Meeting of the Electrochemical-Society
2003 | FULLERENES AND NANOTUBES: THE BUILDING BLOCKS OF NEXT GENERATION NANODEVICES
2003 (15) , pp.480-488

Structure of hexa-sulfobutyl fullerenes: A computational study (vol 10, pg 363,

2002)

© 203 0 0 0 0 0 0 0
Slanina, Z; Uhlik, F; (...); Adamowicz, L

2003 | FULLERENES NANOTUBES AND CARBON NANOSTRUCTURES 11 (2), pp.187-187

Excited electronic states and production optimizations for promising nano-

agents

© 204 0 0 0 0 0 0 0
Slanina, Z; Uhlik, F; (...); Nagase, S
Nanotechnology Conference and Trade Show (Nanotech 2003)
2003 | NANOTECH 2003, VOL 3, pp.504-507

Model narrow nanotubes related to C-36, C-32 and C-20: Computational

insight

© 205 0 0 0 0 0 0 0
Slanina, Z and Uhlik, F
Symposium on Making Functional Materials with Nanotubes held at the 2001 MRS Fall Meeting
2002 | MAKING FUNCTIONAL MATERIALS WITH NANOTUBES 706, pp.271-276

Computations of nanotubes as agents for molecular electronics: Narrow
nanotubes related to C-36, C-32, C-20, and C-16

e 206 Slanina, Z and Uhlik, F
2nd International Conference on Computational Nanoscience and Nanotechnology 0 0 0 0 0 0 0
2002 |
ICCN 2002: INTERNATIONAL CONFERENCE ON COMPUTATIONAL NANOSCIENCE AND
NANOTECHNOLOGY
, pp.470-473
Calculations of molar fractions of the IPR C-78 fullerenes
e 207 Uhlik, F and Slanina, Z 0 0 0 0 0 0 0
16th International Winterschool on Electronic Properties of Novel Materials
2002 | STRUCTURAL AND ELECTRONIC PROPERTIES OF MOLECULAR NANOSTRUCTURES 633,
pp.409-412
Mg@C(72) endohedrals: MNDO/d computations of the isomeric composition
@ 208 Slanina, Z; Zhao, X; (...); Adamowicz, L 0 0 0 0 0 0 0

International Symposium on Fullerenes, Nanotubes, and Carbon Nanoclusters held at the 199th

Meeting of the Electrochemical-Society
2001 EINNTERENES EADR THE NEW MILTENNILIM 29000 (11) Al 229 240
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Narrow nanotubes related to C-36, C-32, C-20, and C-16: Quantum-chemical
semi-empirical and non-empirical model computations

@ 209 Slanina, Z and Uhlik, F
International Symposium on Fullerenes, Nanotubes, and Carbon Nanoclusters held at the 199th
Meeting of the Electrochemical-Society
2001 | FULLERENES FOR THE NEW MILLENNIUM 2000 (11) , pp.371-380

Topological, geometrical, and thermodynamic evaluations of fullerene
isomers

© 210 ) o
Slanina, Z; Miyajima, C; (...); Osawa, E

International Symposium on Fullerenes, Nanotubes, and Carbon Nanoclusters held at the 199th

Meeting of the Electrochemical-Society

2001 | FULLERENES FOR THE NEW MILLENNIUM 2000 (11) , pp.462-+

Quantum-chemical computations of Delta H(f,298)(o) for selected
C(60)F(30)(g) isomers

e 211 Slanina, Z; Uhlik, F; (...); Kolesov, VP
International Symposium on Fullerenes, Nanotubes, and Carbon Nanoclusters held at the 199th
Meeting of the Electrochemical-Society
2001 | FULLERENES FOR THE NEW MILLENNIUM 2000 (11) , pp.498-506

Computations of hexa-sulfobutyl fullerenes: Energetics, structures, &
vibrations

e 212 Slanina, Z; Uhlik, F; (...); Osawa, E
International Symposium on Fullerenes, Nanotubes, and Carbon Nanoclusters held at the 199th
Meeting of the Electrochemical-Society
2001 | FULLERENES FOR THE NEW MILLENNIUM 2000 (11) , pp.507-517

Computations on C(84)0: Thermochemical and photochemical aspects

e 213  Slanina, Z; Uhlik, F; (...); Osawa, E
International Symposium on Fullerenes, Nanotubes, and Carbon Nanoclusters held at the 199th
Meeting of the Electrochemical-Society
2001 | FULLERENES FOR THE NEW MILLENNIUM 2000 (11) , pp.518-529

Computations of metal-covered fullerenes - C60Ben
Slanina, Z; Uhlik, F; (...); Osawa, E
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