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Curriculum Vitae 
 

  PERSONAL INFORMATION 

● Family name, First name:  Liwo, Józef Adam 

● ORCID ID:   0000-0001-6942-2226 

● Date of birth:   15 April 1960 

● Nationality:    Polish 

● URL for web site:    http://www.liwo.strony.ug.edu.pl/

  

PRIMARY RESEARCH 

I am focused on determining the physical principles that make (bio)macromolecules and molecular assemblies attain 

and keep stable their unique three-dimensional structures. I use the coarse-grained approach (renormalization group 

theory) and statistical mechanics to relate atomistic-detailed interactions to net forces that govern molecular motion. I 

constructed the theory of and implemented in a large part the Unified Coarse-Grained Model for macromolecular 

simulations, which is probably the only physics-based coarse-grained model that is capable of predicting the structure 

of proteins and nucleic acids; part of the relevant software is available from www.unres.pl (downloadable standalone 

package) and http://unres-server.chem.ug.edu.pl (server version). 

CURRENT POSITIONS 

▪ Full Professor and Head of Laboratory of Molecular Modeling, Faculty of Chemistry, University of Gdańsk, 

Gdańsk, Poland. 

EDUCATION, SCIENTIFIC DEGREES AND TITLES 

2001  Professor of Chemical Sciences (title received from the President of the Republic of Poland after approval by 

the Central Committee for Scientific Degrees and Titles). 

1997  Habilitation (Physical and Theoretical Chemistry) Faculty of Chemistry, University of Gdańsk, Poland. Thesis 

title: Design of an empirical force field and conformational-search methods for protein-structure prediction from 

amino-acid sequences 

1989  PhD (Physical and Theoretical Chemistry) Faculty of Mathematics, Physics, and Chemistry Chemistry, 

University of Gdańsk, Poland. Thesis title: Theoretical analysis of the conformations and molecular fields of 

neurohypophyseal hormones - an attempt to structure-activity correlation, supervisor: Prof. Zbigniew Grzonka 

1983 MSc (Chemistry, with honors) Faculty of Mathematics, Physics, and Chemistry, University of Gdańsk, Poland. 

The curriculum included extended program in math. Thesis title: A general method for the determination of the 

stoichiometry of complex chemical-equilibrium systems from physicochemical measurements, supervisor: Dr. 

Jurand Czermiński 

PRE-DOCTORAL TRAINING 

▪ III–VI.1987 Short-term internship in the Institute of Physics, Nicholas Copernicus University, Toruń, Poland 

(J.S. Kwiatkowski group). 

POST-DOCTORAL TRAINING 

▪ 1990–1992, 1994, Postdoctoral Associate, Department of Chemistry and Chemical Biology, Cornell 

University (supervisor: H.A. Scheraga). 
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EMPLOYMENT 

▪ 1983–present Faculty of Chemistry, University of Gdańsk; tenured full professor since 2001; member of the 

Faculty Council since 1997; director of the Laboratory of Molecular Modeling since 1999. 

▪ 2014–present Korea Institute for Advanced Study (KIAS), Seoul, Republic of Korea; KIAS Scholar. 

▪ 2003–2010 Senior Research Associate, Dep. of Chemistry and Chemical Biology, Cornell University (H.A. 

Scheraga group). 

▪ 2001–2003 Vice-Director for Scientific Affairs, Academic Computer Center in Gdańsk, TASK. 

▪ several short-term employments on the visiting-scientist or visiting professor basis (Cornell University 

(USA), Mt. Sinai School of Medicine (USA), SUNY Upstate Medical Center (USA), University of Uppsala 

(Sweden), Beijing Institute of Technology (P.R. China) in years 1993-2015.   

ORGANIZATIONAL ACTIVITY 

▪ 1998–present  Member of the Interdisciplinary Team of Mathematical Modeling at the Academic 

Computer Center in Gdańsk, TASK. 

▪ 1998–2001  President of the Scientific Council of the Academic Computer Center in Gdańsk, TASK. 

▪ Organizer and co-organizer of 8 international conferences in the last 5 years: 

o CBSB14 meeting in Gdańsk (2014) 

o 1st Korean-Polish Conference on Protein Folding, Seoul, S. Korea (2015) 

o 2nd Polish-Korean Conference on Protein Folding, Gdańsk, Poland (2016) 

o 3rd Korean-Polish Conference on Protein Folding, Gohan, S. Korea (2017) 

o Workshop ‘Physics and Biology of Proteins’, Natal, Brazil (2017) 

o 4th Polish-Korean Conference on Protein Folding, Iława, Poland (2018). 

o 5th Korean-Polish Conference on Protein Folding, Seoul, S. Korea (2019) 

o 6th Polish-Korean Conference on Protein Folding, Jastrzębia Góra, Poland (2021) 

o 7th Korean-Polish Conference on Protein Folding, Seoul, S. Korea (2022) 

o 8th Polish-Korean Conference on Protein Folding, Jastrzębia Góra, Poland (2023) 

o Workshop on Mathematics and Computer Science in Modeling and Understanding of Structure and 

Dynamics of Biomolecules, Banff, Canada (2019) 

PROFESSIONAL MEMBERSHIPS 

▪ 2008–present Member of the American Chemical Society 

▪ 2009–present Member of the Biophysical Society 

▪ 2015–present  Member of the Polish Chemical Society 

▪ 2003–present Member of the Scientific Society of Gdańsk 

▪ 2001–present Member of the Polish Society of Computer Simulation  

▪ 2012–2015 Member of the Committee of Biochemistry and Biophysics of the    

 Polish Academy of Sciences 

▪ 2015–present: Member of the Polish Chemical Society. 
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EXPERT ACTIVITY 

▪ Reviewer of research grants for the Polish National Science Centre (2012–present; earlier for the Polish 

Ministry of Science and Higher Education) 

▪ Reviewer of research grants for Romanian and Czech grants agencies 

▪ Reviewer of computational grants for Partnership of Advanced Computing in Europe (PRACE) 

▪ Member of the Council of Science, Faculty of Chemistry, University of Gdańsk 

▪ Member of the Board of Doctoral Procedures in Physical and Theoretical Chemistry, Faculty of Chemistry, 

University of Gdańsk 

▪ Reviewer of several academic position applications and promotions for the Polish and U.S. academic 

institutions 

▪ Reviewer of more than 10 Ph.D. theses, more than 10 habilitation theses and 4 professor title applications 

for the Polish Central Board for Scientific Degrees and Titles (CK), and member of the respective degree/title 

award boards 

▪ Reviewer of 30 papers yearly on average for international scientific journals (J. Phys., Chem. B, Sci. Rep., 

J. Chem. Phys., Proteins: Struct. Func. Bioinf., etc.) 

▪ Member of the Interdisciplinary Team of Mathematical Modeling, Academic Computer Center in Gdańsk, 

TASK.    

HONORS AND AWARDS 

2021 Individual award from the Minister of Education and Science 

2019 Special Award from the Rector of the University of Gdańsk for outstanding scientific research  

2016  Medal of the Polish Committee of National Education 

2015 Travel Award from Biophysical Society (presented on 59th National Biophysical Society Meeting in Baltimore) 

2013  ‘Mistrz’ (Master) subsidy for distinguished professors from the Foundation for Polish Science 

2013, 2006, 1999, 1993 awards from the Rector of the University of Gdansk for distinguished research 

2012  Elected as a member of the Committee of Biochemistry and Biophysics of the Polish Academy of Sciences 

2001, 1995, 1989 Award as a team member from the Polish Minister of Education 

1998     Individual award from the Polish Minister of Education. 

PUBLICATIONS 

283 original papers published, 1 in press, and 10 review articles in ISI journals, 6 original papers and 2 review articles 

in non-ISI journals, 13 book chapters, editor of 1 book; 81 papers, 5 book chapters and 1 edited book in the last 10 

years. Number of citations excluding self-citations: 6320. H-index: 49.  

CURRENT RESEARCH SUPPORT (WITH ROLE AS PI) 

“Data-assisted modeling of the ensemble structure of intrinsically disordered proteins and their assemblies”, 

National Science Centre (NCN), grant contract number: UMO-2021/40/Q/ST4/00035, total budget: 1630572 

PLN.  

TEACHING 

Present: 

▪ 1 obligatory course (Theoretical Chemistry; course director) for M.Sc. students 

▪ 2 courses for Chemistry majors (Numerical Methods in Chemistry and Programming in C  

and FORTRAN) 

▪ 2 lectures for graduate students (Protein Structure and Energetics and Molecular Simulations  

in Chemistry).  

In the past:  

▪ General and Inorganic Chemistry lab and recitation classes (as T.A.) 
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▪ Informatics in Chemistry (lectures and lab classes) 

▪ Molecular Modeling (lectures and lab classes). 

 

▪ MENTORING 

▪ Currently mentors 1 postdoc and 1 graduate student; 11 graduate students, 11 undergraduate students and 3 

postdocs mentored in the past. 4 graduate students mentored in the past found academic positions,  

4 graduate students mentored in the past (Adam Sieradzan and Magdalena Mozolewska and Agnieszka Lipska) 

received early-stage-researcher PRELUDIUM grants from the Polish National Science Centre (NCN) while 

doing Ph.D. 
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List of publications and invited presentations

Original papers in ISI journals

283. A. G. Lipska, A. K. Sieradzan, S. Atmaca, C. Czaplewski, A. Liwo. Toward Consistent
Physics-Based Modeling of Local Backbone Structures and Chirality Change of Proteins in
Coarse-Grained Approaches. J. Phys. Chem. Lett., 2023, 14, 9824-9833.

282. L. Borges-Araújo, I. Patmanidis, A. P. Singh, L. H. S. Santos, A. K. Sieradzan, S. Vanni, C.
Czaplewski, S. Pantano, W. Shinoda, L. Monticelli, Pragmatic Coarse-Graining of Proteins:
Models and Applications. A. Liwo, S. J. Marrink, P. C. T. Souza. J. Chem. Theory

Comput. 2023, 19, 7112-7135.

281. A Danielsson, S. A. Samsonov, A. Liwo, A. K. Sieradzan. Extension of the SUGRES-1P
Coarse-Grained Model of Polysaccharides to Heparin. J. Chem. Theory Comput., 2023, 19,
6023-6036.

280. M. F. Lensink, G. Brysbaert, N. Raouraoua, P. A. Bates, M. Giulini, R. V. Honorato, C.
van Noort, J. M. C. Teixeira, A. M. J. J. Bonvin, R. Kong, H. Shi, X. Lu, S. Chang, J.
Liu, Z. Guo, X. Chen, A. Morehead, R. S. Roy, T. Wu, N. Giri, F. Quadir, C. Chen, J.
Cheng, C. A. Del Carpio, E. Ichiishi, L. A. Rodriguez-Lumbreras, J. Fernandez-Recio, A.
Harmalkar, L.-S. Chu, S. Canner, R. Smanta, J. J. Gray, H. Li, P. Lin, J. He, H. Tao,
S.-Y. Huang, J. Roel-Touris, B. Jimenez-Garcia, C. W. Christoffer, A. J. Jain, Y. Kagaya,
H. Kannan, T. Nakamura, G. Terashi, J. C. Verburgt, Y. Zhang, Z. Zhang, H. Fujuta, M.
Sekijima, D. Kihara, O. Khan, S. Kotelnikov, U. Ghani, D. Padhorny, D. Beglov, S. Vajda, D.
Kozakov, S. S. Negi, T. Ricciardelli, D. Barradas-Bautista, Z. Cao, M. Chawla, L. Cavallo,
R. Oliva, R. Yin, M. Cheung, J. D Guest, J. Lee, B. G. Pierce, B. Shor, T. Cohen, M.
Halfon, D. Schneidman-Duhovny, S. Zhu, R. Yin, Y. Sun, Y. Shen, M. Maszota-Zieleniak,
K. K. Bojarski, E. A. Lubecka, M. Marcisz, A. Danielsson, L. Dziadek, M. Gaardlos, A.
Gieldon, A. Liwo, S. A. Samsonov, R. Slusarz, K. Zieba, A. K. Sieradzan, C. Czaplewski,
S. Kobayashi, Y. Miyakawa, Y. Kiyota, M. Takeda-Shitaka, K. Olechnovic, L. Valancauskas,
J. Dapkunas, C. Venclovas, B. Wallner, L. Yang, C. Hou, X. He, S. Guo, S. Jiang, X. Ma, R.
Duan, L. Qui, X. Xu, X. Zou, S. Velankar, S. J. Wodak. Impact of AlphaFold on structure
prediction of protein complexes: The CASP15-CAPRI experiment. Proteins: Struct. Funct.
Bioinf., 2023, 91, 1658-1683.

279. M. Maszota-Zieleniak, A. Liwo, S. Ricard-Blum, S. A. Samsonov. Interplay of heparan
sulfate chains with the core proteins of syndecans 2 and 4. Proteoglycan Res., 2023, 1, e10.

278. K. M. Ocetkiewicz, C. Czaplewski, H. Krawczyk, A. G. Lipska, A. Liwo, J. Proficz, A.
K. Sieradzan, P. Czarnul. UNRES-GPU for Physics-Based Coarse-Grained Simulations of
Protein Systems at Biological Time-and Size-Scales. Bioinformatics, 2023, 39, btad391.

277. strains. A. G. Lipska, A. K. Sieradzan, C. Czaplewski, A. D. Lipińska, K. M. Ocetkiewicz,
J. Proficz, P. Czarnul, H. Krawczyk, A. Liwo. Long-time scale simulations of virus-like
particles from three human-norovirus J. Comput. Chem., 2023, 44, 1470-1483.
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276. A. Liwo, M. Pyrka, C. Czaplewski, X. Peng, A. J. Niemi. Long-Time Dynamics of Selected
Molecular-Motor Components Using a Physics-Based Coarse-Grained Approach. Biomoecu-

les, 2023, 13, 941.

275. A. K. Sieradzan, J. Sans-Duñó, E. A. Lubecka, C. Czaplewski, A. G. Lipska, H. Leszczyński,
K. M. Ocetkiewicz, J. Proficz, P. Czarnul, H. Krawczyk, A. Liwo. Optimization of parallel
implementation of UNRES package for coarse-grained simulations to treat large proteins. J.
Comput. Chem., 2023, 44, 602-625.

274. S.-J. Chen, M. Hassan, R. L. Jernigan, K. Jia, D. Kihara, A. Kloczkowski, S. Kotelnikov,
D. Kozakov, J. Liang, A. Liwo, S. Matysiak, J. Meller, C. Micheletti, J. C. Mitchell, S.
Mondal, R. Nussinov, K.-i. Okazaki, D. Padhorny, J. Skolnick, T. R. Sosnick, G. Stan, I.
Vakser, X. Zou, G. D. Rose. Protein folds vs. protein folding: Differing questions, different
challenges. Proc. Natl. Acad. Sci., 2023, 120, e2214423119.

273. peptides. C. Schulze, A. Danielsson, A. Liwo, D. Huster, S. A. Samsonov, A. Penk. Ligand
binding of interleukin-8: a comparison of glycosaminoglycans and acidic Phys. Chem. Chem.

Phys., 2023, 25, 24930-24947.

272. R. Ślusarz, E. A. Lubecka, C. Czaplewski, A. Liwo. Improvements and new functionalities of
UNRES server for coarse-grained modeling of protein structure, dynamics, and interactions.
Front. Mol. Biosci., 2022, 9, 1071428.

271. E. A. Lubecka, A. Liwo. A coarse-grained approach to NMR-data-assisted modeling of
protein structures. J. Comput. Chem,, 2022, 43, 2047-2059.

270. C. Sikorska, A. Liwo. Origin of Correlations between Local Conformational States of
Consecutive Amino Acid Residues and Their Role in Shaping Protein Structures and in
Allostery J. Phys. Chem. B, 2022, 126, 9493-9505.

269. I. Biskupek, C. Czaplewski, J. Sawicka, E. I lowska, M. Dzierżyńska, S. Rodziewicz-Motowid lo,
A. Liwo. Prediction of Aggregation of Biologically-Active Peptides with the UNRES Coarse-
Grained Model. Biomolecules, 2022, 12, 1140.

268. I. Biskupek, A. Sieradzan, C. Czaplewski, A. Liwo, A. Lesner, A. Gie ldoń. Theoretical inve-
stigation of the coronavirus SARS-CoV-2 (COVID-19) infection mechanism and selectivity.
Molecules, 2022, 2080.

267. M. Bogunia, A. Liwo, C. Czaplewski, J. Makowska, A. Gie ldoń, M. Makowski. Influence
of temperature and salt concentration on the hydrophobic interactions of adamantane and
hexane. J. Phys. Chem. B, 2022, 126, 634-642.

266. C. Czaplewski, Z. Gong, E.A. Lubecka, K. Xue, C. Tang, A. Liwo. Recent Developments
in Data-Assisted Modeling of Flexible Proteins. Front. Mol. Biosci., 2021, 8, 765562.

265. A. Liwo, C. Czaplewski, A.K. Sieradzan, A.G. Lipska, S.A. Samsonov, R.K. Murarka. The-
ory and Practice of Coarse-Grained Molecular Dynamics of Biologically Important Systems.
Biomolecules, 2021, 11, 1347.
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264. M.F. Lensink, G. Brysbaer, T. Mauri, N. Nadzirin, S. Velankar, R.A.G. Chaleil, T. Clarence,
P.A. Bates, R. Kong, B. Liu, G. Yang, M. Liu, H. Shi, X. Lu, S. Chang, R.S. Roy, F. Qu-
adir, J. Liu, J. Cheng, A. Antoniak, C. Czaplewski, A. Gie ldoń, M. Kogut, A.G. Lipska, A.

Liwo, E.A. Lubecka, M. Maszota-Zieleniak, A.K. Sieradzan, R. Ślusarz, P.A. Weso lowski,
K. Zie֒ba, C.A. Del Carpio Muñoz, E. Ichiishi, A. Harmalkar, J.J. Gray, A.M.J.J. Bonvin,
F. Ambrosetti, R.V. Honorato, Z. Jandova, B. Jiménez-Garćıa, P.I. Koukos, S. Van Keulen,
C.W. Van Noort, M. Réau, J. Roel-Touris, S. Kotelnikov, D. Padhorny, K.A. Porter, A.
Alekseenko, M. Ignatov, I. Desta, R. Ashizawa, Z. Sun, U. Ghani, N. Hashemi, S. Vajda,
D. Kozakov, M. Rosell, L.A. Rodrguez-Lumbreras, J. Fernandez-Recio, A. Karczynska, S.
Grudinin, Y. Yan, H. Li, P. Lin, S.-Y. Huang, C. Christoffer, G. Terashi, J. Verburgt, D.
Sarkar, T. Aderinwale, X. Wang, D. Kihara, T. Nakamura, Y. Hanazono, R. Gowthaman,
J. D Guest, R. Yin, G. Taherzadeh, B.G. Pierce, D. Barradas-Bautista, Z. Cao, L. Cavallo,
R. Oliva, Y. Sun, S. Zhu, Y. Shen, T. Park, H. Woo, J. Yang, S. Kwon, J. Won, C. Seok, Y.
Kiyota, S. Kobayashi, Y. Harada, M. Takeda-Shitaka, P.J. Kundrotas, A. Singh, I.A. Vakser,
J. Dapkūnas, K. Olechnovič, Č. Venclovas, R. Duan, L. Qiu, S. Zhang, X. Zou, S.J. Wo-
dak. Prediction of protein assemblies, the next frontier: The CASP14-CAPRI experiment.
Proteins: Struct. Func. Bioinf., 2021, 80, 1800-1823.

263. M. Kogut, Z. Gong, C. Tang, A. Liwo. Pseudopotentials for coarse-grained cross-link-
assisted modeling of protein structures. J. Comput. Chem., 2021, 42, 2054–2067.

262. F. Gondelaud, M. Bouaki, A. Le Fèvre, A.E. Miele, F. Chirot, B. Duclos, A. Liwo, S.
Ricard-Blum. Extended disorder at the cell surface: the conformational landscape of the
ectodomains of syndecans. Matrix Biol. Plus, 2021, 12, 100081.

261. A. Antoniak, I. Biskupek, K.K. Bojarski, C. Czaplewski, A. Gie ldoń, M. Kogut, M.M. Kogut,
P. Krupa, A.G. Lipska, A. Liwo, E.A. Lubecka, M. Marcisz, M. Maszota-Zieleniak, S.A.
Samsonov, A.K. Sieradzan, M.J. Ślusarz, R. Ślusarz, P.A. Weso lowski, K. Zie֒ba. Modeling
protein structures with the coarse-grained UNRES force field in the CASP14 experiment.
J. Mol. Graph. Model., 2021, 108, 108008.

260. E.A. Lubecka, A. Liwo. ESCASA: Analutical estimation of atomic coordinates from coarse-
grained geometry for nuclear-magnetic-resonance-assisted protein structure modeling. I.
Backbone and Hβ protons. J. Comput. Chem., 2021, 42, 1579-1589.

259. P. Krupa, A.S. Karczyńska, M.A. Mozolewska, A. Liwo, C. Czaplewski. UNRES-Dock –
protein-protein and peptide-protein docking by coarse-grained replica-exchange MD simula-
tions. Bioinformatics, 2021, 37, 1613-1615.

258. A. Liwo, C. Czaplewski, A.K. Sieradzan, E.A. Lubecka, A.G. Lipska,  L. Golon, A. Kar-
czyńska, P. Krupa, M.A. Mozolewska, M. Makowski, R. Ganzynkowicz, A. Gie ldoń, M.
Maciejczyk. Scale-consistent approach ro the derivation of coarse-grained force fields for
simulating structure, dynamics, and thermodynamics of biopolymers. Prog. Mol. Biol.

Trans. Sci., 2020, 170, 73-121.

257. G.J.A. Sevink, J.A. Liwo, P. Asinari, D. MacKernan, G. Milano, I. Pagonabarraga. Unfol-
ding the prospects of computational (bio)materials modeling. J. Chem. Phys., 2020,
100901.
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256. K. Zie֒ba, C. Czaplewski, A. Liwo, G. Graziano. Hydrophobic hydration and pairwise
hydrophobic interaction of Lennard-Jones and Mie particles in different water models. Phys.
Chem. Chem. Phys., 2020, 2020, 22, 4758.

255. A. Karczyńska, K. Zie֒ba, U. Uciechowska, M.A. Mozolewska, P. Krupa, E.A. Lubecka, A.G.
Lipska, C. Sikorska, S.A. Samsonov, A.K. Sieradzan, A. Gie ldoń, A. Liwo, R. Ślusarz,
M. Ślusarz, J. Lee, K. Joo, C. Czaplewski. Improved Consensus-Fragment Selection in
Template-Assisted Prediction of Protein Structures with the UNRES Force Field in CASP13.
J. Chem. Inf. Model., 2020, 60, 1844-1864..

254. A. Liwo, C. Czaplewski. Extension of the force-matching method to coarse-grained models
with axially-symmetric sites to produce transferable force fields: application to the UNRES
model of proteins. J. Chem. Phys., 2020, 152, 054902.

253. M.F. Lensink, G. Brysbaert, N.N. Sameer, V.R.A.G. Chaleil, T. Gerguri, P.A. Bates, E.L.A.
Carbone, S. Grudinin, R. Kong, R.-R. Liu, X.-M. Xu, H. Shi, S. Chang, M. Eisenstein, A.
Karczynska, C. Czaplewski, E. Lubecka, A. Lipska, P. Krupa, M. Mozolewska,  L. Golon,
S. Samsonov, A. Liwo, S. Crivelli, G. Pagès, M. Karasikov, M. Kadukova, Y. Yan, S.-
Y. Huang, M. Rosell, L.A. Rodrguez-Lumbreras, M. Romero-Durana, L. Dı́az-Bueno, J.
Fernandez-Recio, C. Christoffer, G. Terashi, W.-H. Shin, T. Aderinwale, S. Raghavendra,
M.V. Subraman, D. Kihara, D. Kozakov, S. Vajda, K. Porter, D. Padhorny, I. Desta, D.
Beglov, M. Ignatov, S. Kotelnikov, I.H. Moal, D.W. Ritchie, I. Chauvot de Beauchêne, B.
Maigret, M.-D. Devignes, M.E. Ruiz Echartea, D. Brradas-Bautista, Z. Cao, L. Cavallo, R.
Oliva, Y. Cao, Y. Shen, M. Baek, T. Park, H. Woo, C. Seok, M. Braitbard, L. Bitton, D.
Scheidman-Duhovny, J. Dapkunas, K. Olechnovič, Č. Venclovas, P.J. Kundrotas, S. Belkin,
D. Chakravarty, V.D. Badal, I.A. Vakser, T. Vreven, S. Vangaveti, T. Borrman, Z. Weng,
J.D. Guest, R. Gowthaman, B.G. Pierce, X. Xu, R. Duan, L. Qiu, J. Hou, B.R. Merideth,
Z. Ma, J. Cheng, X. Zou, P.I. Koukos, J. Roel-Touris, F. Ambrosetti, C. Geng, J. Scha-
arschmidt, M.E. Trellet, A.S.J. Melquiond, L. Xue, B. Jiménez-Garćıa, C.W. van Noort,
R.V. Honorato, A.M.J.J. Bonvin, S.J. Wodak. Blind prediction of homo- and hetero-protein
complexes: The CASP13-CAPRI experiment. Proteins: Struct. Func. Bioinf., 2019, 87,
1200-1221. ‘

252. J. E. Fajardo, R. Shrestha, N. Gil, A. Belsom, S. N. Crivelli, C. Czaplewski, K. Fidelis,
S. Grudinin, M. Karasikov, A. S. Karczyńska, A. Kryshtafovych, A. Leitner, A. Liwo, E.
A. Lubecka, B. Monastyrskyy, G. Pagès, J. Rappsilber, A. K. Sieradzan, C. Sikorska, E.
Trabjerg, A. Fiser. Assessment of chemical-crosslink-assisted protein structure modeling in
CASP13. Proteins, 2019, 87, 1283-1297.

251. G. Kohut, A. Sieradzan, F. Zsila, T. Júhász, S. Bősze, A. Liwo, S. A. Samsonov, T. Beke-
Somfai. The molecular mechanism of structural changes in the antimicrobial peptide CM15
upon a complex formation with drug molecule suramin: a computational analysis. Phys.

Chem. Chem. Phys., 2019, 21, 10644.

250. J. Potthoff, K. K. Bojarski, G. Kohut, A. G. Lipska, A. Liwo, E. Kessler, S. Ricard-Blum, S.
A. Samsonov. Analysis of procollagen C-proteinase enhancer-1/glycosaminoglycan binding
sites and of the potential role of calcium ions in the interaction. Int. J. Mol. Sci., 2019,
20, 5021; doi:10.3390/ijms20205021
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249. K. Zie֒ba, M. Ślusarz, R. Ślusarz, A. Liwo, C. Czaplewski, A. K. Sieradzan. Extension of
the UNRES coarse-grained force field to membrane proteins in the lipid bilayer. J. Phys.

Chem. B, 2019, 123, 7829-7839

248. E. A. Lubecka, A. S. Karczyńska, A. G. Lipska, A. K. Sieradzan, K. Zie֒ba, C. Sikorska,
U. Uciechowska, S. A. Samsonov, P. Krupa, M. A. Mozolewska,  L. Golon, A. Gie ldoń,
C. Czaplewski, R. Ślusarz, M. Ślusarz, S. N. Crivelli, A. Liwo. Evaluation of the scale-
consistent UNRES force field in template-free prediction of protein structures in the CASP13
experiment. J. Molec. Graphics Modeling, 2019, 92, 154-166.

247. A. K. Sieradzan, M. Bogunia, P. Mech, R. Ganzynkowicz, A. Giedoń, A. Liwo, M. Makow-
ski. Introduction of phosphorylated residues into the UNRES coarse-grained model: toward
modeling of signaling processes. J. Phys. Chem. B, 2019, 119, 8526–8534.

246. E. Lubecka, A. Liwo. Introduction of a bounded penalty function in contact-assisted si-
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130. J. Makowska, K. Bagińska, F. Kasprzykowski, J.A. Vila, A. Jagielska, A. Liwo, L. Chmu-
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129. I. Liepiņa, P. Janmey, C. Czaplewski, A. Liwo. Towards gelsolin amyloid formation. Bio-

polymers, 2004, 76, 543-548.

128. S. O ldziej, J.  La֒giewka, A. Liwo, C. Czaplewski, M. Chinchio, M. Nanias, H.A. Sche-
raga. Optimization of the UNRES force field by hierarchical design of the potential-energy
landscape. 3. Use of many proteins in optimization. J. Phys. Chem. B., 2004, 108,
16950-16959.

127. S. O ldziej, A. Liwo, C. Czaplewski, J. Pillardy, H.A. Scheraga. Optimization of the UNRES
force field by hierarchical design of the potential-energy landscape. 2. Off-lattice tests of
the method with single proteins. J. Phys. Chem. B., 2004, 108, 16934-16949.

126. A. Liwo, P. Ar lukowicz, S. O ldziej, C. Czaplewski, M. Makowski, H.A. Scheraga. Optimi-
zation of the UNRES force field by hierarchical design of the potential-energy landscape. 1.
Tests of the approach using simple lattice protein models. J. Phys. Chem. B., 2004, 108,
16918-16933.

125. M. Khalili, J.A. Saunders, A. Liwo, S. O ldziej, H.A. Scheraga. A united-residue force field
for calcium-protein interactions. Prot. Sci., 2004, 13, 2725-2735.
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41. M. Shenderovich, W. Wilke, K. Kövér, N. Collins, V. Hruby, A. Liwo, J. Ciarkowski.
Solution conformation of a potent bicyclic antagonist of oxytocin. Pol. J. Chem., 1994, 68,
921-927.

40. F. Kasprzykowski, P. Skurski, A. Liwo, L.  Lankiewicz S. O ldziej J.  Lanoszka, W. Wiczk,
Z.Grzonka. Conformational studies of oxytocin analogues. Pol. J. Chem., 1994, 68, 987-
995.

22
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E. A. Lubecka, E. Go laś, T. Wirecki, M. Makowski, S. O ldziej, A. Liwo. Modeling the
structure, dynamics, and transformations of proteins with the UNRES force field. Methods
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Determination of potentials of mean force dependent on orientation in hydrophobic systems
modeling side-chains of biomolecules. Peptides 2006, K. Rolka, P. Rekowski and J. Silberring
(eds), Kenes, Geneva 2007, 60-61.
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Kiadó, Budapest, 1999, 368-369.

9. S. Rodziewicz, A. Lesner, K. Rolka, A.  Le֒gowska, C. Czaplewski, A. Liwo, R. Patacchini,
L. Quartara. Conformational studies of scyliorhinin II analogues - tachykinin peptides using
NMR spectroscopy and Monte Carlo global conformational analysis. Peptides 1998, S.
Bajusz and F. Hudecz (eds.), Akademiai Kiadó, Budapest, 1999, 334-335.
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