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Education
1994 – 2000  Ph.D.; Munich Technical University (Technische Universität München), Munich, Germany.

Thesis title: Structure and function of the restriction endonucleases Bse634I and MunI
1986 – 1994  MSc, engineer-researcher physicist; Moscow Institute of Physics and Technology

(Московский Физико-Технический Институт), Moscow, Russia.
Thesis title: Isolation and biochemical characterisation of the laminarinase from
hyperthermophilic eubacteria Thermotoga neapolitana

1975 – 1986  Secondary education; Jonas Jablonskis Secondary School, Kaunas, Lithuania.

Employment
Primary employment
2013 – . . .  Chief Researcher, VU Institute of Biotechnology, Life Science Centre.

2003 – 2013  Senior Researcher, VU Institute of Biotechnology.
2000 – 2003  Research Associate, Institute of Biotechnology.
1994 – 2000  Junior Researcher, Institute of Biotechnology.

Secondary employment
2014 – . . .  Full Professor, VU Faculty of Mathematics and Informatics.

2010 – 2014  Associate Professor, VU Faculty of Mathematics and Informatics.
2008 – 2010  Lecturer, VU Faculty of Mathematics and Informatics.
2009 – 2014  Associate Professor, VU Faculty of Chemistry, Faculty of Natural Sciences.
2007 – 2009  Lecturer, VU Faculty of Chemistry, Faculty of Natural Sciences.

Research interests
Crystallography; crystallographic databases; structural biology – structure-function relations of biological macro-
molecules; computer science – programming and data description languages, computer architecture; scientific
databases; data management; ontologies; philosophy of science – epistemology.
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http://orcid.org/0000-0002-7928-5218
http://www.researcherid.com/rid/J-9056-2015


Language Proficiency
According to levels approved by EC:

Gimtoji kalba/mother tongue: Lietuvių (Lithuanian)
Kitos kalbos Supratimas Kalbėjimas Rašymas
Other languages Understanding Speaking Writing

Klausymas Skaitymas Pokalbis Monologas
Listening Reading Spoken

Interaction
Spoken

Production

Rusų (Russian) C2 C2 C2 C2 C2
Anglų (English) C1 C2 C2 C2 C1
Vokiečių (German) B2 B2 B1 B1 A2
Lenkų (Polish) B1 B2 A2 A2 A1
Esperanto A1 A2 A1 A1 A1
Japonų (Japanese) A1 A1 A1 A1 A1
French (Prancūzų) A1 A1 A1 A1 A1

Life-long learning
2011  3 days BIOTEFA-A courses on the Virtual learning environment, Vilnius, Lithuania.

 1 week Crystallographic Computing School, Mieres/Oviedo, Spain.
2008  1 week Crystallographic Computing School, Kyoto, Japan.
2009  2 months The University of York, York Structural Biology Laboratory, (visit to Dr. G. Mur-

shudov), York, UK.
2005  1 week M2M courses, EMBL, DESY, Hambug, Germany.

1994— 2000  6 years Max-Planck Institute of Biochemistry, Dept. of Structural Research (dept. leader Dr.
FRS R. Huber), Martinsried (byMunich), Germany

Teaching activities
Courses offered

 Computer Architecture, II year Bioinformatics and Computer Science students, (fall term), in
English and in Lithuanian, 66 hours/semester, 5 ECTS credits.

 Programming methodology for bioinformatics, III year bioinformatics students, 64
hours/semester.

 Bioinformatics III – analysis of biologicalmacromolecule 3-d structures, III year bioinformatics
students, 48 hours/semester.

 Macromolecular X-ray crystallography.
 Physical analysis methods – introduction into crystallography (part of the course), IV year bio-

chemistry students, 20 hours/semester.
 GNU/Linux operating systems, I year master students, Systems Biology programme, 5 ECTS

credits.

Doctoral students
2016 – . . .  Antanas Vaitkus
2017 – . . .  Algirdas Grybauskas

http://eka.emokykla.lt/web/eka/44


Teaching activities (continued)
2013 – 2017  Andrius Merkys, thesis defended in 2018.
2004 – 2012  Dmitrij Golovenko, thesis defended in 2012.
2004 – 2009  Rasa Sukackaitė, thesis defended in 2009.
2002 – 2007  Giedrė Tamulaitienė, thesis defended in 2007.

Undergraduate students
2000 – 2014  Supervised Andrius Merkys, Antanas Vaitkus, Erikas Raginis, Alina Belova, Saulė Girdzi-

jauskaitė, Aleksandras Konovalovas, Rolandas Porėjus, Adriana Daškevič BSc and/or MSc
thesis.

Research grants
2016 – 2020  S. Gražulis, A. Merkys, A. Vaitkus, A. Grybauskas (the VU group) participated in the H2020

project 689868—SOLSA “SonicDrilling coupledwithAutomatedMineralogy and chemistry
On-Line-On-Mine-Real-Time” (call H2020—H2020-SC5-2015-one-stage). Project coordina-
tor: ERAMET (France); leader of the Vilnius University group: S. Gražulis; funds allocated
for the project are 9 775 488 €; the part allocated to the Vilnius University is 602 000 €.

2013 – 2015  S. Gražulis, A. Smirnov, A. Merkys, V. Kairys, M. Okulič-Kazarinas have been participating
in the project MIP-025/2013 “Expansion of the Crystallography Open Database (COD) and
statistical analysis of crystal structures”, funded by the Lithuanian Research Council (LRC). S.
Gražulis was the project leader. funding received: 317 400 Lt.

2014 – 2015  S. Gražulis, V. Siksnys et al. together with partners from Latvia and Estonia, participated in the
BioStruct-X BAG project to receive access to synchrotron beamlines. Principal Investigator –
S. Gražulis. 75 MX time shifts for protein crystallography and 27 SAXS shifts for small-angle
scattering experiments were received (1 shift is 8 measurement hours).

2011 – 2015  Dr. S. Gražulis took part in the RCL Global grant project “Structural and molecular mecha-
nisms of bacteria defence systems”, contract No. R100, the leader - prof. V. Šikšnys. Estimated
value: 1 599 781 Lt (EUR 463 398). The objects of the project were type III restriction endonu-
cleases and I-E and Type II CRISPR systems.

2009 – 2013  Dr. S. Gražulis participated in the EU-funded project, FP7-REGPOT-2009-1 call. The project
contract was No. 245721, project title was “Strengthening and Sustaining the European Per-
spectives of Molecular Biotechnology in Lithuania (MoBiLi)”. Estimated value – 1 603 788 €.

2010 – 2011  Research Council of Lithuanian grant No. MIP-124/2010 “Open access crystallographic
database COD”, project leader S.Gražulis, 190 thous. Lt.

2008 – 2010  EEA contract No. 2004-LT0019-IP-1EEE “Anti-cancer drug design usingmethods of structural
thermodynamics”, project leader Dr. D. Matulis, total financing (for the whole project) 565
thous. EUR, S. Gražulis was responsible for the crystallographic part of the investigations.

2007 – 2010  LVMSF project grant No. N-0711 “Search of compounds specifically inhibiting human car-
bonic anhydrases using methods of biotechnology” , project leader Dr. D. Matulis, 350 thous.
Lt, S. Gražulis was responsible the crystallographic investigations.

2008 – 2010  Lithuanianhighpriority researchprogramme, contractNo. C-01/2008 “Investigations of struc-
ture and function of the phage T4 replisome”, project leader V.Šikšnys, 220 thous. Lt, S.
Gražulis was responsible the crystallographic investigations.



Conferences
2012  ECM27, The 27th European CrystallographicMeeting, invited talk “Use of the CrystallographyOpen

Database as a source of prior knowledge for molecular modelling” at the microsymposium “Advances
in Refinement and Validation”, Bergen, Norway;

2011  IUCr Crystallographic Computing School, invited talk and 2 tutorial sessions „Crystallography Open
Database: plans, wishes, perspectives“, Oviedo, Spain;

2008  21st Congress of IUcr pre-congress workshop „On New Routes to Crystallographic Data Publica-
tion“, invited talk „ATale of COD (selection, curation andmaintenance of the CrystallographyOpen
Database)“, Osaka, Japan;

 IUCrCrystallographic Computing School, invited talk „ATale of COD (selection, curation andmain-
tenance of the Crystallography Open Database)“, Kyoto, Japan.

Participation in professional organisations
2007 – . . .  Member of the Crystallography Open Database (COD) Advisory Board
2018 – . . .  Member of the Raman Open Database (ROD) Advisory Board

Organisation of international workshops and conferences
2022  Participation in organising an international CECAMFlagshipWorkshop “OpenDatabases Inte-

gration for Materials Design”
2021  Member of the scientific advisory board and participant of the international “Workshop on On-

tologies for Materials-Databases Interoperability”, Linköping University, Sweden.
2019–2021  Participation in organising an international CECAM workshops “Open Databases Integration

for Materials Design”

Publication output
papers  > 50 papers in the peer reviewed press;
books  3 book chapters based on the research results;

citations  4318 citations; h−index = 30 (Google Scholar, 2021-12-20)
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Books and Chapters
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Journal Articles
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112–122. https://doi.org/10.1107/S2059798317000067

14 Long, F., Nicholls, R. A., Emsley, P., Gražulis, S., Merkys, A., Vaitkus, A. &Murshudov, G. N. (2017b).
Validation and extraction of stereochemical information from small molecular databases.Acta
Crystallographica Section D, 73(2), 103–111. https://doi.org/10.1107/S2059798317000079

15 Tamulaitienė, G., Jovaišaitė, V., Tamulaitis, G., Songailiene, I., Manakova, E., Zaremba, M., Gražulis, S.,
Xu, S.-y. & Šikšnys, V. (2016). Restriction endonuclease AgeI is a monomer which dimerizes to cleave
DNA.Nucleic Acids Research, 3547–3558. https://doi.org/10.1093/nar/gkw1310

16 Bernstein, H. J., Bollinger, J. C., Brown, I. D., Gražulis, S., Hester, J. R., McMahon, B., Spadaccini, N.,
Westbrook, J. D. &Westrip, S. P. (2016). Specification of the Crystallographic Information File format,
version 2.0. Journal of Applied Crystallography, 49(1), 277–284.
https://doi.org/10.1107/s1600576715021871

17 Merkys, A., Vaitkus, A., Butkus, J., Okulič-Kazarinas, M., Kairys, V. & Gražulis, S. (2016).
COD::CIF::Parser: an error-correcting CIF parser for the Perl language. Journal of Applied
Crystallography, 49(1), 292–301. https://doi.org/10.1107/S1600576715022396

18 Gražulis, S., Sarjeant, A. A., Moeck, P., Stone-Sundberg, J., Snyder, T. J., Kaminsky, W., Oliver, A. G.,
Stern, C. L., Dawe, L. N., Rychkov, D. A., Losev, E. A., Boldyreva, E. V., Tanski, J. M., Bernstein, J.,
Rabeh, W.M. & Kantardjieff, K. A. (2015). Crystallographic education in the 21st century. Journal of
Applied Crystallography, 48(6), 1964–1975. https://doi.org/10.1107/S1600576715016830

19 Tamulaitis, G., Rutkauskas, M., Zaremba, M., Gražulis, S., Tamulaitienė, G. & Šikšnys, V. (2015).
Functional significance of protein assemblies predicted by the crystal structure of the restriction
endonuclease BsaWI.Nucleic Acids Research, 43(16), 8100–8110.
https://doi.org/10.1093/nar/gkv768

20 Dudutienė, V., Zubrienė, A., Smirnov, A., Timm, D. D., Smirnovienė, J., Kazokaitė, J., Michailovienė, V.,
Zakšauskas, A., Manakova, E., Gražulis, S. &Matulis, D. (2015). Functionalization of fluorinated
benzenesulfonamides and their inhibitory properties toward carbonic anhydrases. Chemmedchem, 10(4),
662–687. https://doi.org/10.1002/cmdc.201402490

21 Gražulis, S., Merkys, A., Vaitkus, A. &Okulič-Kazarinas, M. (2015). Computing stoichiometric molecular
composition from crystal structures. Journal of Applied Crystallography, 48, 85–91.
https://doi.org/10.1107/S1600576714025904

22 Zubrienė, A., Smirnovienė, J., Smirnov, A., Morkūnaitė, V., Michailovienė, V., Jachno, J., Juozapaitienė, V.,
Norvaišas, P., Manakova, E., Gražulis, S. &Matulis, D. (2015). Intrinsic thermodynamics of
4-substituted-2,3,5,6-tetrafluorobenzenesulfonamide binding to carbonic anhydrases by isothermal
titration calorimetry. Biophysical Chemistry, 205, 51–65.
https://doi.org/10.1016/j.bpc.2015.05.009

23 Dudutienė, V., Matulienė, J., Smirnov, A., Timm, D. D., Zubrienė, A., Baranauskienė, L., Morkūnaitė, V.,
Smirnovienė, J., Michailovienė, V., Juozapaitienė, V., Mickevičiūte, A., Kazokaitė, J., Bakšytė, S.,
Kasiliauskaitė, A., Jachno, J., Revuckiene, J., Kišonaitė, M., Pilipuitytė, V., Ivanauskaitė, E., …Matulis, D.
(2014). Discovery and characterization of novel selective inhibitors of carbonic anhydrase IX. Journal of
Medicinal Chemistry, 57(22), 9435–9446. https://doi.org/10.1021/jm501003k

24 Golovenko, D., Manakova, E., Zakrys, L., Zaremba, M., Sasnauskas, G., Gražulis, S. & Šikšnys, V. (2014).
Structural insight into the specificity of the B3 DNA-binding domains provided by the co-crystal structure
of the C-terminal fragment of BfiI restriction enzyme.Nucleic Acids Research, 42(6), 4113–4122.
https://doi.org/10.1093/nar/gkt1368

25 Kišonaitė, M., Zubrienė, A., Čapkauskaitė, E., Smirnov, A., Smirnovienė, J., Kairys, V., Michailovienė, V.,
Manakova, E., Gražulis, S. &Matulis, D. (2014). Intrinsic thermodynamics and structure correlation of

https://doi.org/10.1107/S2059798317000067
https://doi.org/10.1107/S2059798317000079
https://doi.org/10.1093/nar/gkw1310
https://doi.org/10.1107/s1600576715021871
https://doi.org/10.1107/S1600576715022396
https://doi.org/10.1107/S1600576715016830
https://doi.org/10.1093/nar/gkv768
https://doi.org/10.1002/cmdc.201402490
https://doi.org/10.1107/S1600576714025904
https://doi.org/10.1016/j.bpc.2015.05.009
https://doi.org/10.1021/jm501003k
https://doi.org/10.1093/nar/gkt1368


benzenesulfonamides with a pyrimidine moiety binding to carbonic anhydrases I, II, VII, XII, and XIII.
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