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Atviros ir laisvos programos

Programiné jranga turi buti laisva ir visiems prieinamal!

FREE SOFTWARE

FOUNDATION

https://www.gnu.org/

open source
initiative®

“The users have the freedom to run,
copy, distribute, study, change and
improve the software” https://opensource.org/

https://opensource.org/license
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Atviry duomeny svarba

Atviri ir FAIR duomenys

Ejable Access\b\e |nteroperab\e Reusable
SRVE I+

FAIR (Wilkinson ir kt. 2016), FAIR/O

m National Library of Medicine Pu bmed.gov

National Center for Biotechnology Information

PROTEIN MZ‘

US National Weather Records
Center: 400 million punched
cards (1960)

S. Grazulis ir kt. Atvirojo mokslo perspektyvos Vilnius, 2024 5/ 16



Atviri duomenys kristalografijoje

Atviri duomenys kristalografijoje

Atviros prieigos:
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Atviri duomenys kristalografijoje

Atviros prieigos:
@ Protein Data Bank (Berman ir kt. 2007);
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Atviros prieigos:
@ Protein Data Bank (Berman ir kt. 2007);
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Atviros prieigos:

Atviri duomenys kristalografijoje

@ Protein Data Bank (Berman ir kt. 2007);
@ Crystallography Open Database (and its “sisters”);
@ Bilbao Cryst. Server (Aroyo ir kt. 2006)
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Atviri duomenys kristalografijoje

Atviros prieigos:
@ Protein Data Bank (Berman ir kt. 2007);
@ Crystallography Open Database (and its “sisters”);
@ Bilbao Cryst. Server (Aroyo ir kt. 2006)
Uzdaros:
@ CCDC
@ ICSD
@ PDF
@ Pauling File
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Atviros prieigos:
@ Protein Data Bank (Berman ir kt. 2007);
@ Crystallography Open Database (and its “sisters”);
@ Bilbao Cryst. Server (Aroyo ir kt. 2006)
Uzdaros:
@ CCDC
@ ICSD
@ PDF
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Pauling File

Siuo metu zinoma apie 10® — 107 kristaliniy struktii-
ry.
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Atviri duomenys kristalografijoje

COD atsiradimas

But what if crystallographers work together to establish a public
domain database with all relevant crystallographic data? This would
not only overcome the current situation with 'fragmented' databases,
it would also prevent for becoming dependent from monopolists.

What would be needed?

1. A small team of engaged scientists with some experience in database
and software design to coordinate the project.

2. The authors (i.e. the scientific community = YOU) who provides the
project with database entries (note, that if you have'nt sold your
experimental results exclusively, you are free to distribute the data
to such a database, even if they have already been part of a
publication - and a lot of good data have never been published).

3. Free software a) for maintaining the database, b) for data
evaluation and calculation of derived data (e.g. calculated powder
pattern from crystal structures for search-match purposes), c) for
browsing and retrieval.

gemstonede (Dr. Michael BERNDT) Fri Feb 14, 2003 1:26 pm


http://www.cristal.org/SDPD-list/2003/msg00025.html
https://www.crystallography.net/cod/archives/2005/posters/IUCr-2005/Poster-COD.ppt
https://crystallography.net
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COD atsiradimas

But what if crystallographers work together to establish a public COD ikﬁrimas (2003)’
domain database with all relevant crystallographic data? This would .
not only overcome the current situation with 'fragmented' databases, IUcr praHCSImaS (2005)

it would also prevent for becoming dependent from monopolists. o
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1. A small team of engaged scientists with some experience in database
and software design to coordinate the project. (Chateigner et al., 2005)

2. The authors (i.e. the scientific community = YOU) who provides the
project with database entries (note, that if you have'nt sold your
experimental results exclusively, you are free to distribute the data
to such a database, even if they have already been part of a
publication - and a lot of good data have never been published).

3. Free software a) for maintaining the database, b) for data
evaluation and calculation of derived data (e.g. calculated powder
pattern from crystal structures for search-match purposes), c) for
browsing and retrieval.

gemstonede (Dr. Michael BERNDT) Fri Feb 14, 2003 1:26 pm
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COD atsiradimas

But what if crystallographers work together to establish a public COD ikﬁrimas (2003)’
domain database with all relevant crystallographic data? This would .
not only overcome the current situation with 'fragmented' databases, IUcr praneSImas (2005)

it would also prevent for becoming dependent from monopolists. o

{C O® ( cop (CRYSTALLOGRAPHY OPEN DATABASE) and v
== ol

PCOD (PREDICTED LOLI
What would be needed? com(m..n.ysn.m: )
-

Robart Vokorn (USA)

1. A small team of engaged scientists with some experience in database
and software design to coordinate the project. (Chateigner et al., 2005)

2. The authors (i.e. the scientific community = YOU) who provides the Po 20 metq
project with database entries (note, that if you have'nt sold your
experimental results exclusively, you are free to distribute the data

to such a database, even if they have already been part of a
publication - and a lot of good data have never been published).
3. Free software a) for maintaining the database, b) for data
evaluation and calculation of derived data (e.g. calculated powder

pattern from crystal structures for search-match purposes), c) for
browsing and retrieval. there are 518746 entries in the
gemstonede (Dr. Michael BERNDT) Fri Feb 14, 2003 1:26 pm COD https://crystallography.net
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Atviri duomenys kristalografijoje

COD perkeélimas j Vilniaus universitetg

2007 m. COD serveriai perkelti | Biotechnologijos institutg, kuris 2016 m. prisijunge
prie Vilniaus universiteto
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COD augimas

itab: collection of crystal structures
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Atviri duomenys kristalografijoje

COD panaudojimas

Results
Relax
Relaxed structure
. Structure ‘
Distance
Results
PDF
~ ~ ~

Ccoo & AiDA C1oD

@ COD duomenys panaudojami skai¢iuojamojoje medziagotyroje

(Merkys ir kt. 2017; Pizzi 2018)
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COD panaudojimas
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Atviri duomenys kristalografij

COD panaudojimas ®|=

https://molecules.crystallography.net/

Reduced structural formula

(Vaitkus ir kt. 2023)

SDF file CML file

Reduced canonical SMILES:

CCN(clece(e(c1)0)/C=N/CC(C/N=C/clccc(cc1O)N(CC)CC)(C)C)CC (x1) PubChem


https://molecules.crystallography.net/

Atviri duomenys kristalografijoje

Nauji publikavimo budai

Situlomas naujas publikacijos tipas:

Recenzuojamas duomeny bazés jrasas!

COD duomenys gali buti cituojami:

@ Nukreipiant j masina skaitomus duomenis:

Srivastava, R. C.; Klooster, W. T.; Koetzle, T. F. “Neutron Structures of Ammonium Fluoroberyllate”
(1999) The Crystallography Open Database, rev. 176759, the COD Advisory Board (eds.),
https://www.crystallography.net/cod/2002926.cif@176759. [Retrieved 2016-09-21 16:48 EEST]

@ Nukreipiant j Zzmogui skaitoma Web puslapj:
Srivastava, R. C.; Klooster, W. T.; Koetzle, T. F. “Neutron Structures of Ammonium Fluoroberyllate”

(1999) The Crystallography Open Database, rev. 176759, the COD Advisory Board (eds.),
https://www.crystallography.net/cod/2002926. [Retrieved 2016-09-21 16:48 EEST]
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Atviri duomenys kristalografijoje

COD perspektyvos

[lgalaikiai COD tikslai:
@ Surinkti galimai visas zinomas kristaly struktiuras (nesancias PDB);
@ ]Jgyvendinti duomeny recenzavimo mechanizmus, iS esmés pagerinant
publikuojamy duomeny kokybe;
@ Prisidéti prie Atviro mokslo, uztikrinant atvirg prieiga prie FAIR duomeny;
@ Telkti mokslo bendruomeng ir populiarinti Atviro mokslo principus.
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duomenys kristalografijoj

Aciu uz démes;j!

Pbnm

Coordi es 2207377.cif
Original IUCr paper HTML

https://en.wikipedia.org/wiki/Topaz https://www.crystallography.net/2207377.html

https://www.crystallography.net/cod/archives /2024 /slides/atviram-mokslui/slides.pdf

A path to freedom: GNU — Linux — Ubuntu — MySQL — R — KIgX— TikZ — Beamer
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