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¾Ìû óæå ïîáåäèëè (ïðîñòî ýòî åùå íå òàê çàìåòíî).¿
¾Ψ¿, Á.Ã. & �A
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(Ð)ýâîëþöèÿ ñâîáîäíîãî ï/î

Íàáîð èíñòðóìåíòîâ äëÿ ðåàëèçàöèè èäåé

Íàáîð èäåé è ïðèíöèïîâ, êàê îðãàíèçîâàòü ðàáîòó
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Ïðèìåíèìîñòü ïðèíöèïîâ îòêðûòîãî ï/î äëÿ íàó÷íûõ
èññëåäîâàíèé

Íàóêà � ïðèíöèïèàëüíî îòêðûòîå ìåðîïðèÿòèå:

îñíîâàíà íà îòêðûòîì îáñóæäåíèè è äåëîâîé êðèòèêå;

îñíîâàíà íà ïóáëèêàöèè ðåçóëüòàòîâ;

îñíîâàíà íà ïîñëåäîâàòåëüíîì èñïîëüçîâàíèè ðåçóëüòàòîâ.
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Âîçíèêîíâåíèå COD'à

SDPD mailing list: Open crystallographic database - a role for whom?

> When crystallographers will be tired to buy all these fragmented
> databases, maybe they will do something. A role for IUCr ? If not, a
> role for whom ?

armellebail (Armel Le Bail) Wed Feb 12, 2003 7:24 pm

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
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http://tech.groups.yahoo.com/group/sdpd
http://tech.groups.yahoo.com/group/sdpd/message/1016
http://tech.groups.yahoo.com/group/sdpd/message/1010
http://tech.groups.yahoo.com/group/sdpd/message/1016


Crystallography Open Database
Èíèöèàòèâà ¾ñíèçó¿

http://www.crystallography.net/

Ñâûøå ≈217 000 çàïèñåé (íà 14.02.2013)

179 çàðåãèñòðèðîâàííûõ ïîëüçîâàòåëÿ

23 äåïîçèòîðà (ïîìåñòèâøèå õîòÿ áû îäíó ñòðóêòóðó)

Â 2012 ã.:
ïîìåùåíî >56 000 íîâûõ ñòðóêòóð
(íà 26 000 áîëüøå, ÷åì â ïðîøëîì ãîäó)
16 àêòèâíûõ äåïîçèòîðîâ
(ïîìåñòèâøèå õîòÿ áû îäíó ñòðóêòóðó â 2012 ã.)
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http://www.crystallography.net/


Ñîäåðæèìîå áàçû äàííûõ COD
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Ðåàëèçàöèÿ
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Âîçìîæíûå ïðèìåíåíèÿ

Óòî÷íåíèÿ ñòðóêòóð ìîëåêóë áåëêà

Ïðîâåðêà äàííûõ

Ïîèñêè ¾÷¼ðíîãî ëåáåäÿ¿

H = ¾Âñå ëåáåäè áåëûå¿ (îáû÷íûé ñëó÷àé)
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Ïðèìåð:
Ïåïòèäíûå ñâÿçè � ìîäåëü áåëêîâ
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Ïðèìåð:
Ïåïòèäíûå ñâÿçè � ìîäåëü áåëêîâ

COD 4024607, l = 1.4224 �A
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http://www.crystallography.net/cod/4024607.html


Ïðèìåð:
Ïåïòèäíûå ñâÿçè � ìîäåëü áåëêîâ

COD 4024607, l = 1.4224 �A

COD 7203041, l = 1.2727 �A
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http://www.crystallography.net/cod/4024607.html
http://www.crystallography.net/cod/7203041.html


Äðóãîé ïðèìåð:
Óãëåðîä ñ âàëåíòíîñòüþ 6 (!?)

Ìû íàáëþäàåì àòîìû óãëåðîäà, èìåþùèå 6 ñîñåäåé íà ðàññòîÿíèè
êîâàëåíòíîé ñâÿçè.(?)
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COD7015488 COD7015654
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http://www.crystallography.net/cod/7015488.html
http://www.crystallography.net/cod/7015654.html


Çà÷åì ýòî íóæíî?

Íîâûå ìàòåðèàëû (íïð.
ïîëóïðîâîäíèêè)

Íîâûå ëåêàðñòâà
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Ñðåäà äëÿ íàó÷íîãî ñîòðóäíè÷åñòâà âî âñ¼ì ìèðå
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Áëàãîäàðþ çà âíèìàíèå!

A path to freedom: GNU → Linux → Ubuntu → MySQL → R → LATEX→ Beamer


