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Inhibitors of HIV-1 protease: A major success of structure-assksted drug design

By Wiledawer, &; Vondrasek, J
ANNUAL REVIEW OF BIXFHYSICS AND BIOMOLECULAR STRUCTURE Wolume: 27 Fages: 243-284
Published: 1938

Coordination geometries of selected transition metal bons (Co+, NiZ+, Cu2+, Zn2+, Cd2+, and
Hgz+| in metalloproteins

By: Rulisek, L; Vondrasek, J
JOURMAL OF INORGANIC BIDCHEMISTRY Wolume: 71 Issue: 3-4 Pages: 115-137 Fublished: SEF
1938

Performance of empirical potentials (AMBER, CFF35, CVFF, CHARMM, OPLS, POLTEV],
semiempirical quantum chemical methods [AML, MNDO/M, FM3), and ab inithe Hartree-Fock
method for Interaction of DNA bases: Comparison with nonempirical beyond Hartree-Fock
results

By: Hobza, F; Kabelac, M, Sponer, J; et al.
JOURMAL OF COMPUTATHINAL CHEMISTRY Wolume: 18 1ssue:® Pages: 1136-1150 Published: JUL
151%a7

Quantification and ratlonalization of the higher affinity of sodium over potassium to proteln
surfaces

By Wrbka, Lubos; Vondrasek, Jin, Jagoda-Cwiklik, Barbara; et al.
PROCEEDINGS OF THE NATIONAL ACADEMY OF SCIEMCES OF THE UNITED STATES OF AMERICA Volume:
103 IssuerdZ Pages: 15440-15444 FPublished: OCT 17 2006

Structure and IR spectrum of phenylalanyl-glycyl-glycine tripetide in the gas-phase: IR/UV
experiments, ab initlo quantum chemical caloulations, and molecular dynamic Simulations

By: Reha, D) valdes, H; Vondrasek, J; et al.
CHEMISTRY-4 EURDPEAN MOURNAL Volume: 11 Issue: 23 Fages: 6803-6817 Published: NOW 18 2005

Unexpectedly strong energy stabllization inside the hydrophoblc core of small protein
rubredoxin mediated by aromatic resldues: Correlated ab Inttle quantum chemical caloulations

By Wondrasek, J; Bendova, L) Klusak, V; et al.
JOURMAL OF THE AMERICAN CHEMICAL SOCIETY Wolume: 127 Issuet8 Fages: 2615-261% Published:
MAR 2 2005

QUANTUM CHEMICAL BENCHMARE EMERGY AND GEQOMETRY DATABASE FOR MOLECULAR
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By: Rezac, Jan; Jurecka, Petr, Riley, Kevin E., et al.
COLLECTION OF CZECHOSLOVAK CHEMICAL COMMUNICATIONG Volume: 73 Issue: 10 Pages: 1261-
1370 Published: 2008

Thie Molecular Origin of Like-Charge Arginine-Arginine Falring in Water

By Vondrasek, Jirl; Mason, Phillp E.; Heyda, Jan; et al.
JOURMAL OF FHYSICAL CHEMISTRY B Volume: 113 |ssue: 37 Fages: 9041-3045 Published: JuL g
2009

Medusascore: An accurate force fleld-based scoring function for virtual drug screening

By: ¥in, Shuangye; Bledermannova, Lada; Vondrasek, Jirl; et al.
JOURNAL OF CHEMICAL INFORMATION AND MODELING Volume: 48 Issue 8 Fages: 1656-1662
Fublished: ALMG 2008

Structure and Stability of the Water-Graphite Complexes

By: Rubes, Miroslay, Machtigall, Petr; Vondrasek, Jir; et al.
JOURMAL OF FHYSICAL CHEMISTRY C Volume: 113 Issue: 19 Fages: B412-8419  Published: MAY 14
2009
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Represertative Amino Acld Side Chaln Interactions in Proteins. A Comparison of Highly Accurate
Correlated ab Inithe Quantum Chemical and Emplrical Potential Frocedures

By Berka, Karel; Laskowskl, Roman; Riley, Kevin E.; et al.
JOURMAL OF CHEMICAL THEQRY AND COMPUTATION Volume: 5 lssueid Pages: 982-932 Fublished:
APR 2009

12. Another role of proline: stabllization Interactions In proteins and protein complexes concerning
proline and tryptophane
By: Bledermannova, Lada; Riley, Kevin E.; Berka, Karel, et al.
PHYSICAL CHEMISTRY CHEMICAL FHYSICS Wolume: 10 Issue 42 Pages: 6350-635% Fublished: 2008
13. Performance of the DFT-D method, palred with the PCM Implicit solvation model, for the
computation of interactlon energles of solvated complexes of blologlcal interest
By: Riley, Kevin E.; Vondrasek, Jirl; Hobza, Pavel
PHYSICAL CHEMISTRY CHEMICAL FHYSICS Wolume: 9 ssuet4l Pages: 5555-5560 Fublished: 2007
14. Urea and Guanidinium Induced Denaturation of a Trp-Cage Minkprotein
By: Heyda, Jan; Kozisek, Milan; Bednarova, Lucie; et al.
JOURMAL OF FHYSICAL CHEMISTRY B Volurne: 115 Issue: 28 Fages: 8910-8934  Published: JUL 21
011
15. HIvdb: A database of the structures of human Immunodeficiency virus protease
By: Vondrasek, J; Wiodawer, &
FROTEINS-STRUCTURE FUMCTION AND GEMETICS Volume: 43 Issue:d  Pages: 479-431 Fublished:
OEC 1 2002
16. Unusual binding mode of an HIV-1 protease Inhibitor explains its potency against mulktl-drug-
resistant virus strains
By Weber, J; Mesters, JR; Lepsik, M; et al.
JOURMAL OF MOLECULAR BRILOGY Wolume: 324 Issuec4 Pages: 733754 Fublished: DEC 6 2002
17. Metadynarmics As a Tool for Mapping the Conformational and Free-Energy Space of Peptides - The
Alanine Dipeptide Case Study
By Wymetal, Jin; Vondrasek, Jirl
JOURMAL OF FHYSICAL CHEMISTRY B Wolurne: 114 1ssue: 16 Fages: 5632-5642 Published: AFR 29
2010
18. Dwata base of three-dimensional structures of HIV proteinases
By: Vondrasek, J; vanBuskirk, CF; Windawer, A
MATURE STRUCTURAL BIOLDGY Volume: 4 lsswse: 1l Pages: 8- Fublished: JaM 1937
1%. Like-Charge Guankdinlum Palring from Molecular Dynamics and Al Initlo Calculations
By: Vazdar, Mark; Vymetzl, Jirl; Heyda, Jan; et al.
JOURMAL OF FHYSICAL CHEMISTRY A Wolume: 115 Issue:4l Pages: 11193-11201  Published: OCT 20
2011
20. Abllity of empirical potentials (AMBER, CHARMM, CVFF, OPLS, Poltev) and semi-empirical
quanturn chemlcal methods (AM1, MNDO/M, PM3) to describe H-bonding In DNA base pairs;
Comparison with ab inithe results
By: Hobza, F; Hubalek, F; Kabelac, M; et al.
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21. lon specific effects of sodium and potassium on the catalytic activity of HIV-1 protease
By: Heyda, Jan; Fokomna, Jana; Wbka, Lubos; et al. 36 LIT
PHYSICAL CHEMISTRY CHEMICAL PHYSICS Wolume: 11 Issue: 35 Pages: T599-T604  Fublished: 2009

22. Sexual attraction in the silkkworm moth: Nature of binding of bombykol in pheromone binding
pratein - An ab Inktio study
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By: Klusalk, V; Havlas, 7; Rullsek, L; &t al.
CHEMISTRY & BIOLOGY Volume: 10 ksue:4 Pages: 331-340 Published: APR 2003

3. Conflgurations of diastereomerlc hydrouyethylene sosteres strongly affect blological activitlies of
aserles of specific Inhibiters of human-immunodeficlency-virus proteinase
By Konwalinka, J; Litera, J; Weber, J; et al. 4 L3&
EURDFEAM JOURMAL OF BIDCHEMISTRY Volume: 250 Issue:Z  Pages: 559-566 Published: DEC 1
1997

24. Thermodynamic penalty arlsing from burial of a igand pelar group within a hydrophoblc pocket
of a protein receptor

33 .06

By: Barratt, Elizabeth; Bronowska, Agnleszha, ondrasek, Jin; et al.
JOURMAL OF MOLECULAR BRILOGY Volume: 362 Issue:5 Pages: %94-1003 Published: OCT 62006

25. Righd Duplex alpha-Cyclodextrin Reversibly Connected With Disulfide Bomds, Synthesis and
Incluslon Complexes
A 3z 246
By: Kumprecht, Lukas; Budesinsky, Milos; vondrasek, Nri; et al.
JOURNAL OF ORGANIC CHEMISTRY volume: 74 Issue 3 Fages: 1082-10%2 FPublished: FEB 6 2009

26. Evolution by any other name: Antiblotic resistance and avoldance of the E-word
By: Antonovics, Janis; Abbate, Jessica L., Baker, Christl Howell; et al. iz 113
PLOS BIOLOGY Wolume:5 Issue:2 Pages: 137-140 Article Number: 30 Fublished: FEB 2007

7. Model of peptide bond-aromatic ring Interaction: Correlated ab initho guantum chemical study
By: Bendova, Lada; Jurecka, Petr, Hobza, Pavel; et al. 11 207
JOURMAL OF PHYSICAL CHEMISTRY B Volume: 111 Issue: 33 Pages: 9375-3979  Published: AUG 23
2007

28. Cathepsin D propeptide: Mechanism and regulation of its Interaction with the catalytic core
By: Masa, Martin, Maresova, Lucle; Vondrasel, Jir; et al. 1 LEG
BIICHEMISTRY Wolume: 45 |ssue:51 FPages: 1547T4-15482  Artcle Mumber: PI| S0006-F360{06]0 14%8-
% Published: DEC 26 2006

9. Gyratlon- and Inertia-Tensor-Based Collective Coordinates for Metadynamics. Application on the
confermatienal Behavior of Polyalanine Peptides and Trp-Cage Foldinge
By Wymetal, Jirl; Vondrasek, Jirl 28 155
JOURMAL OF PHYSICAL CHEMISTRY A Wolume: 115 lssue: 4l Pages: 11455-11465 Fublished: OCT 20
2011

30. Bloinformatic analysis and molecular modelling of human ameloblastin suggest a two-domaln
Intrinsically unstructured calclum-binding protein
By: Wymetal, Jir; Slaby, Ivan; Spahr, Axel; et al. 18 100
EURGFEAM JOURMAL OF ORAL SCIENCES Wolume: 116 Issue:2 Fages: 124-134  Published: AFR
2008
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Ildentifying stabllizing key residues in proteins using Interresidue Interaction energy matrix

By: Bendova-Bledermannova, Lada; Hobza, Pavel; Vondrasek, Jirl
FROTEINS-STRUCTURE FUMCTION AND BIHNFORMATICS Wolume: 72 |ssue 1l Fages: 402-413
Fubdished: JUL 2008

Critical Assessment of Current Force Flelds, Short Peptide Test Case

By Wymetal, Jir; Vondrasek, Jirl
JOURNAL OF CHEMICAL THEQRY AND COMPUTATION Wolume: 9 Issue:l Pages: 441-451 Published:
JAM 2013

Movel high-affinity binders of human interferon gamma derlved from albumin-binding domain of
pratein G

By: Ahmad, Jawid M.; LI, Nngjing; Bledermannova, Lada; et al.
FROTEINS-STRUCTURE FUMCTION AND BINFORMATICS Wolume: B0 kssue:3 Fages: T74-TBS
Fublished: MAF =27~ .
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Solkd phase synthesis of glycopeptide dendrimers with Tn antlgend c structure and thelr blological
activitles. Partl

By: Jezek, J; welek, J; veprek, F; etal
JOURNAL OF PEPTIDE SCIEMCE Wolume: 5 lssue:l Pages:46-55 Published: JAN 1995

Dispersion Interactions govern the strong thermal stabllity of & protein

By: Vondrasek, Jirl; Kubar, Tomas; Jenney, Francls E., Jr; et al.
CHEMISTRY-A EURDOPEAN MIURNAL Volume: 13 |ssue: 32 Fages: $022-9027 Published: 2007

Intrinsically Disordered Enamel Matrix Proteln Ameloblastin Forms Rlbbon-lke Supramolecular
Structures via an N-terminal Segment Encoded by Exon 5

By: Wald, Tomas; Osickowa, Adriana; Sulc, Miroslay, et al.
JOURMAL OF BIDLOGICAL CHEMISTRY Wolume: 288 Issue: 31 Fapes: 22333-22345 Published: AUG 2
013

Energy Matrix of Structurally Important Skde-Chain/Side-Chain Interactions in Proteins

By Berka, Karel; Laskowskl, Roman A.; Hobza, Pavel; et al.
JOURMAL OF CHEMICAL THEQRY AND COMPUTATION Volume: & Issue: 7 Pages: 2191-2203
Fubdished: JUL 2010

Loss of Dispersion Energy Changes the Stabllity and Folding Unfolding Equilioriurm of the Trp-
Cage Protein

By Cermy, Jirl; vondrasek, Jir; Hobza, Fawvel
JOURMAL OF PHYSICAL CHEMISTRY B volume: 113 Issue: 16 Pages: 5657-5660 Published: AFR 23
2009

Profyl Migopeptidase from the Blood Fluke Schistosoma mansond: From Functlonal Analysis to
Anth-schistosomal Inhibltors

By: Fajtova, Favla; Stefanic, Sasa; Hradilek, Martin; et al.
PLOS NEGLECTED TROPICAL DISEASES Volume: 3 Issue: 6 Article Mumber: e0003827 Published:
JUM 2015

Mapping the Pro-Feptide of the Schistosoma mansonl Cathepsin B1 Drug Target: Modulation of
Inhibition by Heparin and Design of Mimetic Inhibitors

By: Horn, Martin; Jilkeva, Adela; Vondrasek, Jirl; et al.
ACS CHEMICAL BIOLDGY Volume: & Issuecd Pages: 609-617 Published: JUN 2011

Salact Pape & = Save to Encel ... =

Sortby: Times Clted 1T Date More =

4

LT3

267

240

L+

244

271

173

of 13 »



4l

43.

45.

4T.

Application of InChi to curate, Index, and query 3-D structures

By Frasanna, MD; Vondrasek, J; Wlodawer, A; et al.
FROTEINS-STRUCTURE FUMCTION AND BIINFORMATICS Volume: 60 1ssuec 1 Pages: 1-4  Published:
JUL L 2005

Highly selective purification of three lipases from Geotrichum candidum 4013 and thelr
characterization and blotechnological applications

By: Brabcova, Jana; Demlanova, Zuzana; Vondrasek, Jirl; et al.
JOURMAL OF MOLECULAR CATALYSIS B-ENZYMATIC Volume: 98 Fages:62-72 Published: DEC 30 2013

Patency comparisen of peptidomimetic inhibitors agalnst HIV-1 and HIV-2 protelnases: Deslgn of
equipotent lead compounds

By Weber, J; Majer, F; Litera, J; et al.

ARCHIVES OF BIQCHEMISTRY AND BIOFHYSICS Volume: 341 |ssue: 1 Pages:62-63 Published: MAY 1
1937

PIFZ and FIF3 Interact with N-terminus reglon of TRPM4 channel

By: Bousova, K”Sl'!.'l'li;J"'k‘ll, Michaela; Sumba, Ladislay; et al.
BIJPHYSICAL CHEMISTRY Volume: 205 Fages: 24-32  Published: OCT 2015

Trypsin- and Chymotrypsin-Like Serine Proteases in Schistosoma mansend - ‘The Undiscovered
Country”
By: Horn, Martin; Fajtova, Pavia; Arrepla, Lillana Rojo; et al.

PLOS NEGLECTED TROPICAL DISEASES Volume: B Issue:3  Article Number: 2766 Published: MAR
2014

Effect of Enamel Matrix Derivative and of Proline-Rich Synthetlc Peptides on the Differentiation
of Human Mesenchymal Stem Cells Toward the Osteogenic Lineage

By: Maria Ramis, Joana; Rubert, Marina; Vondrasek, Jiri; et al.

TISSUE ENGINEERING FART A volume: 18 lssue: 11-12  Pages: 1253-1263 Fublished: JUN 2012
Activation Route of the Schistosoma mansenl Cathepsin BL Drug Target: Structural Map with a
Glycosaminoglycan Switch

By: Jilkova, Adela; Horn, Marting Rezacova, Favling; etal.

STRUCTURE Wolume: 22 Issue: 12 Fages: 1786-1798 Published: DEC 2 2014

Quasiplanarity of the peptide bond

By: Chalupsky, Jakub; Vondrasek, Jirl; Spirio, Vigdimir

JOURMAL OF FHYSICAL CHEMISTRY A Volume: 112 lssue: 4 Fages: 633-6%3 Fublished: JAN 31 2008
Chemical compound navigator: A web-based chem-BLAST, chemical taxonomy-based search
engine for browsing compounds

By: Frasanna, M. D.; Vondrasek, Jir; Wiodawer, Alexander, et al.
PROTEINS-STRUCTURE FUNCTION AND BIZINFORMATICS Volume: 63 Issue:4 Fages: 307-917
Fubdished: JUM 1 2006

. A ploomalar inhibitor of resistant strains of human immunodeficlency virus protease ldentifled
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By: Rinnava, M; Hradilek, M; Barinka, C; et al.
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Random proteln sequences can form defined secondary structures and are well-tolerated In viva

By: Tretyachenkao, Wacheslav; vymetzl, Jirl; Bednarova, Lucle; et al.
SCIEMTIFIC REFORTS Volume: 7 Artdcle Mumber: 15443 Published: MOW 13 2007

Effect of TFE on the Hellcal Content of AKLT and HAL-1 Peptides: Theoretical Insights Into the
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By: Wymetal, Jir; Bednarova, Lucie; Vondrasek, Jirl
JOURNAL OF PHYSICAL CHEMISTRY B Volume: 120 Isswe:6 Pages: 1043-105% Published: FEE 18
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Represerntative Amino Acld Side-Chain Interactions in Protein-DNA Complexes: A Compartson of
Highly Accurate Correlated Ab Inltlo Quantum Mechanical Calculations and Efficlent Approaches
for Applications to Large Systems

By: Hostas, Jirl; Jakubec, Dawid; Laskowskl, Roman A et al.
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Fublished: SEF 2015

Blophysical characterization of recombinant human ameloblastin

By: Wald, Tomas; Bednarova, Lucle; Osicka, Radim; et al.

Conference: Bth International Sympasium on Development, Fropertes and Pathology of Tooth Enamel
Location: M Utlca, IL Date: JUN 12-18, 2011

EURDFEAMN JOURMAL OF ORAL SCIENCES Volume: 119 Special Issue: 51 Supplement: 1 Fages: 261-
268 Published: DEC 2011

Amaodular approach to HIV-1 proteinase inhibitor design

By: Uhlikova, T; Korwalinka, J; Fichowa, |; et al.
BIICHEMICAL AND BIOPHYSICAL RESEARCH COMMUNICATIONS Wolumne: 222 Issue: 1 Fages: 38-43
Fublished: MAY 6 1936

Exguisite lgand sterepselectivity of a Drosophila juvenile hormone receptor contrasts with ts
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By: Bittova, Lenka; Jedlicka, Pavel, Dracinsky, Martin; et al.
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Farametrization of 2,2,2-Trifluoroethanel Based on the Generallzed Amber Force Fleld Provides
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Water-Mixed Solutions

By: vymnetal, JIri; Vondrasek, Jir
JOURMAL OF PHYSICAL CHEMISTRY B Volume: 118 Issue:35 Fages: 10330-10404 Published: SEF4
014
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Inhibitars Identify a unigue actlve site sterlc barrier with potential for the design of specific
Inhibltors

By: Caffrey, CR; Placha, L; Barinka, C; et al.
BIILOGICAL CHEMISTRY volume: 386 [ssue: 4 Fages: 338-34% Fublished: APR 2005

Free-thiol Cys331 exposed during activation process Is critical for native tetramer structure of
cathepsin C [dipeptidyl peptidase 1)

By: Horn, M; Baudys, M; Voburka, I; et al.
FROTEIN SCIENCE Wolume: 11 Issuec4 Pages: 933-343  Published: AFR 2002
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and Mesenchymal Stem Cells

By: Rubert, Marina; Ramis, Joana Marla; Vondrasek, Jir; et al.
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SMSF2: A serine protease secreted by the blood fluke pathogen Schistosoma mansonl with anti-
hemostatic properties

BYy: Leontowyc, Adrian; irychova, Lenka; O'Donoghue, Anthany J.; et al.

PLOS NEGLECTED TROPICAL DISEASES Volume: 12 kssuetd4  Artlcle Number: 0006446 Published:

APR 2013

Noncovalent Interactions in Specific Recognition Motifs of Proteln-DNA Complexes

By: Stasyuk, D1ga A.; Jakubec, David; Vondrasek, Jirl; et al.
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Fublished: FEB 2017

Arnino Acld Interaction [INTAA] web server

By: Galgonek, Jakub; Wymetal, Jin; Jakubec, David; et al.

MUCLEIC ACIDS RESEARCH Wolume: 45 Issue: W1 Fages: W38B-W332 Published: JUL 3 2017

Insights inte Unfolded Proteins from the Intrinslc phijpsi Propensities of the AANAA Host-Guest

Serles

By Towse, Clare-Lowlse; Wymetal, Jirl; Vondrasek, Jirl; et al.

BIJPHYSICAL JOURMAL Volume: 110 Issue:? Pages: 348-361 Published: JAN 192016

Database of HIV proteinase structures

By: Vondrasek, J; Wiodawer, A

TRENDS IM BIQCHEMICAL SCIEMCES Volume: 22 Issue:5 Pages: 183-183 Published: MAY 1937

Characterization of the part of N-terminal PIF2 binding site of the TRPML channel

By Nirku, Michaela; Bumba, Ladislay; Bednarova, Lucle; et al.

BIZPHYSICAL CHEMISTRY Volume: 207 Pages: 135-142  Published: DEC 2015
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By: Jakubec, David; Hostas, Jirl, Laskowshkd, Roman A et al.
JOURNAL OF CHEMICAL THEQRY AND COMPUTATION Wolume: 11 Issue:4 Pages: 1939-1948
Fublished: APR 2015
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By Wymetal, Jir; Vondrasek, Jirl
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Unexpectedly strong energy stabllization inside the hydrophobic core of small protein
rubredoxin mediated by aromatic residues: Correlated ab Initlo quantum chemical calowlations
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By: vondrasek, J; Bendova, L; Klusak, v; etal.
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JOURNMAL OF BIOMOLECULAR STRUCTURE & DYMAMICS Volume: 22 Issue:l Fapes: T9-50
Fublished: ALG 2004

Hew database

By: Vondrasek, J; Wiodawer, &
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FEBS JOURMAL Volume: 285 Issue: 3 Pages: 5%9-613 Published: FEB 2018

Armeloblastin Peptides Modulates the Osteogenic Capacityc of Human Mesenchymal Stern Cells
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