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Fundagao para a Ciéncia e a Tecnologia, Portugal] (2012-2013)



e Research scholarship contract (Scientific initiation grants — BIC) at the Centro de
Quimica Estrutural, Instituto Superior Técnico (Lisbon, Portugal) under supervision of
Dr. M.L. Kuznetsov and Prof. A.J.L. Pombeiro [Project PTDC/QUI-OUI/102150/2008
(proj.3552), Fundagdo para a Ciéncia e a Tecnologia, Portugal] (2011)

Teaching Activities

Teaching activity at the University level
Lecture and practical course “Computer modeling in organometallic and coordination chemistry:
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Expert of the Russian Science Foundation in fields of Quantum Chemistry, Computer Modeling,

and Supramolecular Chemistry

Reviewer of grants from the National Research Foundation (South Africa)

Guest Editor of the Special Issue "Computational Insights into Industrial Chemistry" in

Computation (MDPI)

https://www.mdpi.com/journal/computation/special_issues/CIIC

Guest Editor of the Special Issue “Non-covalent Interactions in Coordination and Organometallic
Chemistry” in Crystals (MDPI)

https://www.mdpi.com/journal/crystals/special issues/organometallic_compounds

Guest Editor of the Special Issue “Symmetry in Quantum and Computational Chemistry” in
Symmetry (MDPI)

https://www.mdpi.com/journal/symmetry/special_issues/Symmetry Quantum_Computational C

hemistry

Editorial Board member in Computation (MDPI): Computational Chemistry Section

https://www.mdpi.com/journal/computation/sectioneditors/computational-chemistry

Reviewer of manuscripts for The Journal of Organic Chemistry (American Chemical Society),
Langmuir (American Chemical Society), Physical Chemistry Chemical Physics (Royal Society
of Chemistry), CrystEngComm (Royal Society of Chemistry), New Journal of Chemistry (Royal
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Society of Chemistry), Molecules (MDPI), Crystals (MDPI), Materials (MDPI), International
Journal of Molecular Sciences (MDPI), Chemosensors (MDPI), Symmetry (MDPI), Mathematics
(MDPI), Entropy (MDPI), Processes (MDPI), Zeitschrift fiir Kristallographie — Crystalline
Materials (De Gruyter), Current Organic Chemistry (Bentham Science), Applied Catalysis B:
Environmental (Elsevier), International Journal of Hydrogen Energy (Elsevier), Journal of
Materials Research and Technology (Elsevier), Materials Letters (Elsevier), Physica E: Low-
dimensional Systems and Nanostructures (Elsevier), Inorganica Chimica Acta (Elsevier), Solid
State Sciences (Elsevier), Computational and Theoretical Chemistry (Elsevier), Materials
Chemistry and Physics (Elsevier), Journal of Luminescence (Elsevier), Materials Today
Communications (Elsevier), Chemical Physics Letters (Elsevier), Journal of Molecular Structure
(Elsevier), Journal of Molecular Graphics and Modelling (Elsevier), Carbohydrate Research
(Elsevier), Surfaces and Interfaces (Elsevier), Optik (Elsevier), etc.

British Council sponsored workshop “Dynamic self-assembly and quorum effects in chemistry
and biology predicted by non-linear modelling algorithms” (Liverpool, United Kingdom, 20-23
October 2019) — Invited speaker

11" International Conference on Chemistry for Young Scientists “Mendeleev 2019” (Saint
Petersburg, Russia, 09—13 September 2019) — Chairman of section "Computer modeling and

cheminformatics", Plenary speaker

1*" International Conference on Noncovalent Interactions (Lisbon, Portugal, 02-06 September

2019) — Invited lecturer

International Workshop on Chemical Crystallography and Structural Biology “The Second
Struchkov Meeting” (Moscow, Russia, 13—16 November 2018) — Invited speaker

The Russian Cluster of Conferences on Inorganic Chemistry “InorgChem 2018” (Astrakhan,
Russia, 17-21 September 2018) — Member of the program and organization committees (8"
International Russian Science Foundation Symposium on Organometallic Chemistry

Incorporating Elements of School-Conference)

Visit of teacher and student delegation from the University of Jyvaskyld (Jyvaskyld, Finland) at

the Saint Petersburg State University (Saint Petersburg, Russia) within the framework of
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Finnish—Russian student and teacher international exchange mobility program FIRST+ (17-24

March 2018) — Principal curator, Plenary lecturer

27" International Chugaev Conference on Coordination Chemistry (Nizhny Novgorod, Russia,
02-06 October 2017) — Chairman of section 9 (7" Russian Science Foundation Symposium on
Organometallic Chemistry Incorporating Elements of School-Conference), Member of the

organization committee

8" Russian Youth School-Conference “Quantum chemical calculations: structure and reactivity

of organic and inorganic molecules” (Ivanovo, Russia, 24-26 April 2017) — Plenary lecturer

10" International Chemistry Conference for Young Scientists “Mendeleev 2017” (Saint
Petersburg, Russia, 04—07 April 2017) — Chairman of section “Computer modeling”, Member of

the organization committee

Cluster of Conferences “OrgChem-2016" (Saint Petersburg / Repino, Russia, 27 June—02 July
2016) — Member of the organization committee (6" International Russian Science Foundation

Symposium on Organometallic Chemistry Incorporating Elements of School-Conference)

9" International Chemistry Conference for Young Scientists “Mendeleev 2015” (Saint
Petersburg, Russia, 07-10 April 2015) — Chairman of section ‘“Quantum chemistry and

computer modeling”, Member of the program and organization committees

Hobby
e Psychology
e History of Middle Ages

e Hiking and surf (preferably mountains and plateaus of Iberian Peninsula / Atlantic Ocean)

Training

25% Jyviskyld Summer School (Jyviskyld, Finland, 05-21, August 2015)
Attended the courses:

e CHI: Ion Mobility Mass Spectrometry

e (CH2: Biomolecular NMR-spectroscopy
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e (CH4: Optical Molecular Spectroscopy, from Gas Phase to Condensed Phase, from Static

Spectra to Dynamics

Awards

One of the best presentations at the International Workshop on Chemical Crystallography and
Structural Biology “The Second Struchkov Meeting”, Moscow, Russia, 13—16 November 2018.

Yu. T. Struchkov Prize for young scientists from the Former Soviet Union for the best research

works in the field of X-ray crystallography (2017)

Academia Europaea Award (Academy of Europe) for young Russian scientists in Chemistry
field (2016)

Grant for young scientists from the Government of Saint Petersburg (2016)

Fellowships of Saint Petersburg State University and Santander Bank (visits to Centro de
Quimica Estrutural, Instituto Superior Técnico, Universidade de Lisboa, Lisbon, Portugal;
September—October 2016 and August—September 2017)

Diploma for the best poster presentation at the IV All-Russian Conference on Organic
Chemistry and XVIII Youth School-Conference on Organic Chemistry, Moscow, Russia, 22-27
November 2015

Diploma for the best poster presentation at the International Youth Scientific Forum
"Lomonosov-2015", Moscow, Russia, 13—17 April 2015

Diploma for active participation in the discussions at the VI All-Russian Youth School-
Conference "Quantum Chemical Calculations: The Structure and Reactivity of Organic and
Inorganic Molecules", Ivanovo, Russia, 30 September—4 October 2013

Diploma for the best work at the International Youth Scientific Forum "Lomonosov-2013",
Moscow, Russia, 08—13 April 2013

2009/2010 academic years — the Special State Stipend from the Government of Russian
Federation for talented students

The paper by Alexander S. Novikov and colleagues “The halogen bond with isocyano carbon
reduces isocyanide odor” was featured in a Nature Communications Editors’ Highlights
webpage (DOI: 10.1038/s41467-020-16748-x).

The paper by Alexander S. Novikov and colleagues “How strong is hydrogen bonding to amide
nitrogen?” was recognized by the editorial board of ChemPhysChem as VIP (Very Important
Paper) based on referees’ suggestions (DOI: 10.1002/cphc.201901104).

The paper by Alexander S. Novikov and colleagues “Polymeric lead(I1) iodoacetate: Pbeeel and
[++«I non-covalent interactions in solid state” was recognized by the editorial board of European
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Journal of Inorganic Chemistry as one of the most significant articles of the issue and its
graphical abstract was placed on the cover of 39-40" issue 2019 (DOI:
10.1002/¢jic.201900349).

The paper by Alexander S. Novikov and colleagues “Gold-catalyzed functionalization of
semicarbazides with terminal alkynes to achieve substituted semicarbazones” published in Eur.
J. Org. Chem. (DOI: 10.1002/ejoc.201901108) was included by Wiley-VCH in Hot Topic: Gold
collection.

The paper by Alexander S. Novikov and colleagues "Four-center nodes: supramolecular
synthons based on cyclic halogen bonding" was recognized by the editorial board of Chemistry —
A European Journal as one of the most significant articles of the issue and its graphical
abstract was placed on the cover of 60" issue 2019 (DOI: 10.1002/chem.201902264).

The paper by Alexander S. Novikov and colleagues “(Isocyano group m-hole)eee[d,>-M"]
interactions at (isocyanide)[M!] complexes, where positively charged metal centers (dM = Pt,
Pd) act as nucleophiles” was recognized by the editorial board of Chemistry — A European
Journal as Hot Paper (DOI: 10.1002/chem.201901187).

The paper by Alexander S. Novikov and colleagues “Reverse arene sandwich structures based
upon 7-holeses[M!'](#®M = Pt, Pd) interactions, where positively charged metal centers play the
role of a nucleophile” was recognized by the editorial board of Angewandte Chemie as one of
the most significant articles of the issue and its graphical abstract was placed on the cover of
13" issue 2019 (DOI: 10.1002/anie.201814062).

The paper by Alexander S. Novikov and colleagues “Re-thinking hydrolytic imidazoline ring
expansion: a common approach to the preparation of medium-sized rings via side chain insertion
into [1.4]oxa- and [1.4]thiazepinone scaffold” was recognized by the editorial board of The
Journal of Organic Chemistry as one of the most significant articles of the issue and its
graphical abstract was placed on the cover of 4" issue 2019 (DOI:10.1021/acs.joc.8b02805).

The paper by Alexander S. Novikov and colleagues “2,2'-Azobispyridine in phosphorus
coordination chemistry: a new approach to 1,2,4,3-triazaphosphole derivatives” was recognized
by the editorial board of European Journal of Inorganic Chemistry as VIP (Very Important
Paper) based on referees' suggestions (DOI: 10.1002/ejic.201800831).

The paper by Alexander S. Novikov and colleagues “Rare medium-sized rings prepared via
hydrolytic imidazoline ring expansion (HIRE)” was recognized by the editorial board of The
Journal of Organic Chemistry as one of the most significant articles of the issue and its
graphical abstract was placed on the cover of 17" issue 2018 (DOI:10.1021/acs.joc.8b01210).

The paper by Alexander S. Novikov and colleagues “Platinum(II)-mediated double coupling of
2,3-diphenylmaleimidine with nitrile functionalities giving annulated triazapentadiene PANT
systems” was recognized by the editorial board of European Journal of Inorganic Chemistry as
one of the most significant articles of the issue and its graphical abstract was placed on the
cover of 10M issue 2016 (DOI: 10.1002/ejic.201501398).

The paper by Alexander S. Novikov and colleagues “A family of heterotetrameric clusters of
chloride species and halomethanes held by two halogen and two hydrogen bonds” was
recognized by the editorial board of CrystEngComm as one of the most significant articles of
the issue and its graphical abstract was placed on the cover of 28" issue 2016 (DOI:
10.1039/c6ce01179a).
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Vadim Yu. Kukushkin

Institute of Chemistry, Saint Petersburg State University, Saint Petersburg, Russia
E-mail: v.kukushkin@spbu.ru

Research group: http://en-chem.spbu.ru/index.php/physical-organic-chemistry
Organization: http://spbu.ru

Armando J. L. Pombeiro

Centro de Quimica Estrutural, Instituto Superior Técnico, University of Lisbon, Lisbon, Portugal
E-mail: pombeiro@tecnico.ulisboa.pt

Research group: https://cge.tecnico.ulisboa.pt/CCC

Organization: https://www.ulisboa.pt

Matti Haukka

Department of Chemistry, University of Jyvéskyld, Jyviskyld, Finland
E-mail: matti.o.haukka@jyu.fi

Research group: https://www.jyu.fi/kemia/en/research/ems
Organization: https://www.jyu.fi

Kersti Hermansson

Department of Chemistry, Uppsala University, Uppsala, Sweden
E-mail: kersti.hermansson@kemi.uu.se

Research group: http://www.teoroo.kemi.uu.se

Organization: http://www.uu.se

André H. Juffer

Biocenter Oulu and Faculty of Biochemistry and Molecular Medicine, University of Oulu, Oulu,
Finland

E-mail: andre.juffer@oulu.fi

Research group: https://www.oulu.fi/biocenter/groups/juffer

Organizations: https://www.oulu.fi/biocenter/ and https://www.oulu.fi/university/

Marek Sierka

Otto Schott Institute of Materials Research and Faculty of Physics and Astronomy, Friedrich
Schiller University Jena, Jena, Germany

E-mail: marek.sierka@uni-jena.de

Research group: http://www.sierkalab.com

Organizations: https://www.osim.uni-jena.de/ and https://www.uni-jena.de/

Angel Martin Pendas

Department of Physical and Analytical Chemistry, University of Oviedo, Oviedo, Spain
E-mail: ampendas@uniovi.es

Research group: http://qtcovi.grupos.uniovi.es/en

Organizations: http://www.uniovi.es/
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