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Andrius Merkys

Researher

About Me Researher, sienti� software developer and server manager

with 12 years of experiene. Partiipated in national and multinational

European sienti� projets, inluding the development of Crystallography

Open Database and AiiDA. Pro�ient in heminformatis, rystallography,

data analysis, statistis, server administration, Web tehnologies and both

low- and high-level programming languages. Experiened in working with

large multinational teams with both diret and written ommuniation.

Skilled in organization and presentation.

Eduation

2007 � 2011, Vilnius University

BS in Bioinformatis

2011 � 2013, Vilnius University

MS in Computer Siene

2013 � 2018, Vilnius University

PhD in Chemistry Engineering

Experiene

Jul 2010 � present, Researher, Vilnius University

Development of the Crystallography Open Database in Vilnius University

Institute of Biotehnology, Department of Protein�DNA Interations

Jun 2012 � Jul 2012, Researh Support,

Laboratory of Moleular Biology

Researh in UK Medial Researh Counil's Laboratory of Moleular Bi-

ology, Department of Strutural Studies

Ot 2014 � Ot 2015, Dotoral Assistant,

Éole Polytehnique Fédérale de Lausanne

Development of AiiDA framework in Éole Polytehnique Fédérale de Lau-

sanne, Laboratory of Theory and Simulation of Materials THEOS

Sine Mar 2019, Debian Developer, Debian

Voluntary ontributions to sienti� pakages in Debian

Sine May 2019, Advisory Board Member,

Crystallography Open Database

Member of the international advisory ommittee for the development of

the Crystallography Open Database

Communiation Skills

Sine 2013, 10+ poster presentations in sienti� onferenes

Presented my researh in onferenes worldwide.

Sine 2017, 5 ourses for BS and MS students

Prepared and read Bioinformatis ourses in Vilnius University.
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Publiations

OPTIMADE, an API for exhanging materials data

Andersen et al. (2021). Sienti� Data, 8,

https://doi.org/10.1038/s41597-021-00974-z

Validation of the Crystallography Open Database using the Crys-

tallographi Information Framework

Vaitkus et al. (2021). Journal of Applied Crystallography, 54,

https://doi.org/10.1107/S1600576720016532

AiiDA 1.0, a salable omputational infrastruture for automated

reproduible work�ows and data provenane

Huber et al. (2020). Sienti� Data, 7,

https://doi.org/10.1038/s41597-020-00638-4

Raman Open Database: �rst interonneted Raman�X-ray di�ra-

tion open-aess resoure for material identi�ation

El Mendili et al. (2019). Journal of Applied Crystallography, 52,

https://doi.org/10.1107/S1600576719004229

Using SMILES strings for the desription of hemial onnetiv-

ity in the Crystallography Open Database

Quirós et al. (2018). Journal of Cheminformatis, 10, 1

https://doi.org/10.1186/s13321-018-0279-6

Two-dimensional materials from high-throughput omputational

exfoliation of experimentally known ompounds

Mounet et al. (2018). Nature Nanotehnology, 13, 3

https://doi.org/10.1038/s41565-017-0035-5

A posteriori metadata from automated provenane traking: in-

tegration of AiiDA and TCOD

Merkys et al. (2017). Journal of Cheminformatis, 9, 1

https://doi.org/10.1186/s13321-017-0242-y

AeDRG: a stereohemial desription generator for ligands

Long et al. (2017). Ata Crystallographia Setion D

https://doi.org/10.1107/s2059798317000067

Validation and extration of moleular-geometry information from

small-moleule databases

Long et al. (2017). Ata Crystallographia Setion D

https://doi.org/10.1107/s2059798317000079

COD::CIF::Parser: an error-orreting CIF parser for the Perl

language

Merkys et al. (2016). Journal of Applied Crystallography, 49,

https://doi.org/10.1107/s1600576715022396

Computing stoihiometri moleular omposition from rystal

strutures

Graºulis et al. (2015). Journal of Applied Crystallography, 48,

https://doi.org/10.1107/s1600576714025904

Crystallography Open Database (COD): an open-aess olle-

tion of rystal strutures and platform for world-wide ollabora-

tion

Graºulis et al. (2012). Nulei Aids Researh, 40, D1

https://doi.org/10.1093/nar/gkr900
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Projets

Chemial annotation in the Crystallography Open Database (COD)

Researh Counil of Lithuania, 2020-03-01 � 2022-12-31,

prinipal investigator � Andrius Merkys

Soni drilling oupled with automated mineralogy & hemistry

European Union's Horizon 2020 researh and innovation program,

2016-02-01 � 2020-08-31

CODEX � Computational and rystallographi open data ex-

hange

Sienti� Exhange Programme between the New Member States of the

EU and Switzerland, 2014-10-01 � 2015-10-31,

prinipal investigator � Andrius Merkys

Expansion for the Crystallography Open Database (COD) and

statistial analysis of rystal strutures

Researh Counil of Lithuania, 2013-03-01 � 2015-09-30,

prinipal investigator � Saulius Graºulis

Open aess rystallographi database COD

Researh Counil of Lithuania, 2010 � 2011,

prinipal investigator � Saulius Graºulis

Awards

PRACE HPC Exellene Award 2022 (with o-authors)

For work on Two-dimensional materials from high-throughput omputa-

tional exfoliation of experimentally known ompounds, as desribed in pub-

liation in Nature Nanotehnology 13, 246�252 (2018)

ACCES Visualization Contest 2015

First Prize in the Image ategory

Software Development Skills

Programming

◦ C ◦ Perl ◦ Python

◦ Bash ◦ Go ◦ PHP

Computer Software

◦ Apahe2 ◦ Debian/Linux ◦ MariaDB/MySQL


