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1. General Objectives

On the next pages you will find a short description of the major steps leading to data mining
regarding to retrieve structural information on chemical compounds and proteins. The idea is
to present you some of the databases in which structural information can be retrieved.

2. Databases and information research

The first step for solving a structure (any structure) is to collect all potentially available
information that can help in this task. Either information about the same compound or other
chemically related compound could be useful. Hopefully there already exist many different
databases that can be exploited depending on the kind of compound under investigation. For
example:

* Web of Science - From the university computers use www.capes.gov.br — Web of
Science. It is an important tool to search for scientific articles, books and citation index.
In particular it allows using citations for query.

* Science Direct - http://www.sciencedirect.com. Like Web of Science, it is an
important tool to search for scientific ar(any structure) is to collect all potentially
available information that can help in this task. Either information about the same
compound or other chemically related compound could be useful. Hopefully there
already exist many different databases that can be exploited depending on the

* Crystal Structure Databases - Cambridge Crystallographic Data Center (CCDC),
Inorganic Crystal Structure Database (ICSD), Protein Data Base (PDB), Americam
Mineralogist Crystal Structure Database, [UCr-Crystallography Journals Online, etc.

Crystal Structure Databases

These kinds of databases are of special interest for crystallography. A list of them can be
found in the server of the IUCr (International Union of Crystallography). The address is:
http://wwl.iucr.org/data/index.html. Among the important Crystallographic Databases some
have to be highlighted.

Cambridge Structural Database: from the Cambridge Crystallographic Data Center
(CCDC) specialized only in organic and metal-organic compounds. It contains more than
500.000 entries, and it is nowadays the biggest data bank for organic and metal-organic
compounds. The structures describe there were determined by neutron or X-ray diffraction
techniques. The access is limited and a password is needed. The CCDC gives also the
possibility of  downloading  Crystallographic  Information  File - CIF -
(http://www.iucr.org/resources/cif) and structural analysis files. More information at
http://'www.ccdc.cam.ac.uk/.

ICSD-Inorganic Crystal Structure Database: FIZ Karlsruhe provides the scientific and
the industrial community with the world's largest database for completely identified inorganic
crystal structures, ICSD, containing about 135,500 peer-reviewed data entries including their
atomic coordinates dating back to 1913. It contains structures determined by neutron or X-ray
diffraction techniques. More information at Attp.//www.fiz-karlsruhe.de/icsd_home.html. The
public access is limited (http:/icsd.fiz-karlsruhe.de/ DEMO ACCOUNT), however the
PORTAL CAPES gives you full-unlimited access, see below.
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PDB-Protein Data Bank: The PDB database contains information about experimentally-
determined structures of proteins, nucleic acids, and complex assemblies. More than 64000
macromolecular structures determined by X-ray diffraction or RMN spectroscopy are
registered. The access is free from http.//www.rcsb.org/pdb/home/home.do.

IUCr-Crystallography Journals Online: The IUCr server gives access to all articles
published in its journals complemented with more information like CIF and HKL
(experimental data) files. ACTA A, B and C are freely available from the PORTAL CAPES at

http:/fjournals.iucr.org.

American Mineralogist Crystal Structure Database: from the Mineralogical Society
of America only for minerals. It is an example of small useful data bank. It is possible to look
for mineral structures by mineral name or by author’s name from the papers published at the
“American Mineralogist”. Free access via Internet at: www.geo.arizona.edu/AMS/

3. Examples
Mica (AMCSD)

It’s a mineral with approximate chemical formula:
(SiO2 )0.45(Al1203) 0.35(K20) 0.09(F€203) 0.04(MgO) 0.02 (Ca0) 0.01(HJ20) 0.01

We will try at the “American Mineralogist Crystal Structure Database”.

* Type “mica” in the “mineral” field.

* Click on “search”

* Discuss and analyze the results. Get familiar with the different options of this
database.

TCoenCl (trans-dichloro-bis(ethylenediamine)-cobalt(iii) chloride (CCDC)

Important: write down and keep all data that you will find for the next compound! Later you
will use this information to solve your structure. A draw of the molecular shape can be very
useful.

We will look for the structure of TCoenCl at the “CCDC” database.

*  Connect to CCDC.
— In order to do that connect your computer in the crystal6.fisica.ufimg.br
(150.164.15.150) server and use the account XXXX.
*  Open a Xterm window and type “cq &” in the command line.
* In order to build a query in the Conquest click on the “Build Queries” tab.
* First, click on “Name/Class” and build a query with “ethylenediamine”, as
indicated in the figure below.
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= Name/Class (2) - New - X

Compound Name Contains:

|ethylenediaming] |

Ignore non-alphabetic characters,
e.g. "butadiene" will match "buta-1,3-diene"

Find exact word,
e.g. "hydrazine" will not match "acetylhydrazine"

|

jul

B

Add Replace

Chemical Class
CCDC Chemical Class is assigned to some categories of entries in the CSD, particularly

when it would be difficult to locate these categories using a substructure or compound
name search.

MNote that the results of a search on Class may not be comprehensive since it is not
always evident from a publication that an entry belongs to one of the specified categories.

Find entries classified as: ----hot defined---- — |

and: not defined

Search Store | Cancel | Reset

*  How many compounds do you find? Inspect some of them.

e If you obtain too many results try to reduce your research including more
information. To do this, click on “Build Queries” tab and choose “Elements” to
make a query with cobalt and chloride. Then, click “Store”. See the example in
the figure below.

] Elements (2) - New -+ X
Elements Required to be Present

Co CI

Type in elements, e.g. CH Se

or Select from Table

Elements must be in
~~ Same molecule
4% same crystal structure

@ Other elements allowed in molecule/structure

Heaviest Penmitted Element in Formula Unit
| — Not Set -- Select from Table |

Search I Store Cancel | Reset |

* Now click on “Combine Queries” tab to combine the information and to proceed
with a search. How many compounds do you find? ? Inspect some of them
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* Try to use unit cell information to find something. Use the data presented in the
image below.
[ -] Unit Cell (2) - New -+ X

Do you want to search on the reduced cell?

You should search on reduced cell if you want to find structuresywhich
match a particular set of cell dimensions (a,b,c,alpha,beta,gamma)

¥ Yes, do a reduced cell search -~ HNo, do not do a reduced cell search

Tolerance I 3 % of longest cell dimension

Lattice Type Primitive (P) — I

Cell Parameters

a (A) = [63 alpha (=) = EC

b (A) = EN beta (°) = CE

c (A) - [aa gamma (°) -
Search | Store | cancel | Reset |

*  Now click on “Combine Queries” tab to combine all information you have and to
proceed with a search. How many compounds do you find?

* Finally, if you know something about the structure of compound, try to draw its
diagram or part of it. Use the “draw” tab and play around. Try to draw the
following diagram

] Draw (2) - New -+ %
Hle Edit Atoms Bonds 3D Options Help
‘Click and drag to create a bond. ‘ Next Atom: H Y 3D Parameters:
rrdacky ||Drag to an existing atom to make a connection. Next Bond: Single
§i,;
L3
DRAW
EDIT
ERASE
£
ADD 3D e
Options...
CONTACT H H H H Delete
\/ \/ Contacts:
C——C
He | \ e
/ Ty 7
H Options...
OO Detete
olie]
RingMaker
Search
l:j ] = A
Store
CllH O|N| S| P| F| Q| Any| More...| Groups... H Bond: Single —
vompietes,, | I 2 M S| P[P | voo..| Grogs..| [[H ] moms: s | T
——————— |

* Now click on “Combine Queries” tab to combine all information you have and to
proceed with a search. How many compounds do you find? Can you say for sure
anything about the structure of the TCoenCl compound?
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SiO, (ICSD PORTAL CAPES)

®  Access the web site: http.//www.portaldapesquisa.com.br/databases/sites.

R | T| \LJ http://www.portaldapesquisa.com.br/databases/sites

(5] Most Visited ~ Latest Headlines v | | Laberi M Torrent [ | Webmail

Vocé ainda ndo esta autenticado. Desenvolvido Por DOTLIB

PAGINA PRINCIPAL SUPORTE = CONTATO usuario senha ok

pgrafia? ‘
www.portaldapesquisa.com.br

doLlib pesQuisa

—

Bem-vindo ao Portal da Pesquisa

O Portal da Pesquisa € produzido pela DotLib e permite acesso a milhares de
bases de dados, livros e periédicos de diversas areas do conhecimento. Para
acessa-lo, vocé precisa pertencer a uma instituigdo autorizada.

Dividas ? Confira com nosso suporie,

N Y
PAGINA PRINCIPAL

ACESSO AO CONTEUDO DO PORTAL DA PESQUISA REQUER AUTENTICACAO
O acesso as bases de dados e artigos do Portal da Pesquisa é permitido somente apds a autenticagdo do seu computador.

Digite os dados de Usuario e Senha fornecidos pela sua instituigdo nos campos acima.

Como obter um Usuario e Senha de

O acesso ao conteldo do Portal da Pesquisa € restrito a usuarios de instituigbes autorizadas. Se vocé pertence a uma universidade, por
exemplo, entre em contato com a sua biblioteca para saber se a instituigdo ja é assinante de alguma base de dados cientifica pertencente
ac Portal da Pesquisa. Caso seja, informe-se com ela sobre come obter acesso 2o Portal.

N&o ha cadastramento online, somente a sua biblioteca pode fornecer uma senha para vocé.
A liberagdo ou ndo da senha de acesso remoto € de responsabilidade da instituigdo.

Seja bem-vindo!

® Follow the instruction therein for obtaining the access.
® After log in, chose among the available datasets the
® JCSD - INORGANIC CRYSTAL STRUCTURE DATABASE.
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2 Portal da Pesquisa - Mozilla Firefox o =1
Arquivo Editar Exibir Histérico Favoritos Ferramentas Ajuda
- € X W [ http:/wenw.por om. 7 - ~[I de administradore de imdveis mg J~

(2] Mais visitados | | Primeiros passos . Ultimas noticias | | HotMail gratuito | | Personalizar links £ Windows Media | ] Windows

Fave - [ ea ~|  Pesquisar | [ Status da Pagina || £} Noticias - | 2 - (7 E-mail - €' 28°C~ K3 -
J || Portal da Pesquisa F
/) Deseja que o Firefox memorize a senha do usurio "bdec01304” para o site portaldapesquisa.com.br? Memorizar | Nunga para este site | Agora ndo | &
Bdec - Bdec01304 Desenvolvido Por DOTLIB -

PAGINA PRINCIPAL SUPORTE © CONTATO

& = paribdicos,

BASES DE DADOS

AREA [ Ciéncias Exatas e da Terra ||  EDITORA| [Todas Editoras) |

TiTULo [

BASES DE D > CIENCIAS EXATAS E DA TERRA

[ AMERICAN MINERALOGIST CRYSTAL STRUCTURE DATABASE
[[ CRYSTALLOGRAPHY OPEN DATABASE

[ crysTMET

EE

[[l MINERALOGY DATABASE

[l NUCLEIC ACID DATABASE

[ PROTEIN DATA BANK

©2003-2010 - DOTLIB - Todos os direitos reservados.

[ concluido

#/Iniciar|[@ Portal da Pes... ]1CSD_instrugge... &|[<® 15:15

In the example below, all information concerning the SiO, compound will be retrieved
from ICSD.

® Inside ICSD chose Navigation menu followed by Chemistry option.

Exbir Histérico Fayoritos Ferramentas  Ajuda

Arquivo

L= € X & [ nttp://icsd.fiz-karlsruhe.de.w10001.dotlib.com.br/

(2] Mais visitados | ‘| Primeiros passos | Ultimas noticias | | HotMail gratuito | ] Personalizar links £ Windows Media | ‘| Windows
Eave - [ Tec ]  Pesquisar | [, Status da Pagina |§iNoﬁu'as- 2 - T Email - © 28°C- B~
| ] Portal da Pesquisa | J1csp

o

Home | Contact

Lagnd G Samey 207
Password
Please take some time and participate in our short online survey. Your feedback is very important Q'f.‘;“ s:;’e glle:’
Lostpassword?  ang highly appreciated. Your responses will help us improve the ICSD according to your needs Y - 2
n Personaiize  and o address any issues that you may have. _——
Personalized account s suvey should take less than 5 minutes to complete. Your responses will be kept
'Secure Session confidential and will be used for internal evaluation only. Bibiography: -
Cel: =
Ifyou have any further comments or feedback,you are welcome to contact Stephan Ril. i .
Basic search & retrieve You may find the online survey here. Symmetry: -

¥ Advanced search & retrieve Crystal Chemistry: -

= Structure Types: -
SR Introduction to ICSD Web i

Cell

DB Info: -
Eienty) Welcome to the ICSD Web version .
E
Crystal Chemistry

Please click Basic search & retrieve” or Advanced search & fetrieve” to enter your retrieval Nmbenofuenesy 0

Structure Type dialog,
Experimental Information
0B Info - o
On the left menu there are buttons. With Youcan
" Query Management additionally registrate yourself with an extra Login ID and Password. This feature
Load/Modify Queries enables you to store personal queries etc.
Save Queries After you personalized your account, please click the “Login" button to use
Delete Queries your customized settings.

Current Content

The database now contains 135,500 entries.
At present, the ICSD contains

« 1514 crystal structures of the elements

« 25,823 records for binary compounds

« 48,920 records for ternary compounds

« 49,525 records for quarternary and quintenary compounds

Detailed information on the ICSD may be found in the scientific manual and on our information

Revised data
[ javascript:submitbata(",'de.fiz.icsd.tiles.search. ChemistryQuickLayout', ‘Chemistry’)

r|[@ 1CSD - Mozilla... E1ICSD_instrucde... &|[«® 15:18

4/Ini
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® In order to limit the number of answers of a specific query it is recommended to

perform the search in the sub-menu
ADVANCED SEARCH & RETRIEVE — CHEMISTRY.

=lslx|

Arquivo Editar Exibir Histérico Favoritos Ferramentas Ajuda

- C X & [0lfhtp:icsd.fie- de.w10001.dotlib.com. DF7056C8: D5
(2] Mais visitados | | Primeiros passos . Ultimas noticias | | HotMail gratuito | | Personalizar links £ Windows Media | | Windows
#ave -[3-ec ~| Pesquisar | [, Status da Pagina || £} Noticias = | 2 = ¥ E-mail - < 28°C~ K -
| L) Portal da Pesquisa I | ®l1csp

[1 de administradore de iméveis mg

©icsp

Home | Contact Welcome to ICSDWeb. IP authenticated (64.135.27.1). Dot Lib

Loginld Search Chemistry Quick Search mode

Password Switch to| Visual Search mode Run Save Clear
Query | Query | Query

Lost password?

Login Personalize ——————————
Personalized account Composition Iéllumben;s of Search Summary
eg.NaCl lement .
I Secure Session Bibkography:
Structural Formula cel: -
Basic search & retrieve D R Symmetry:
¥ Advanced search & retrieve Crystal Chemistry:
Bibliography Structure Types:
Experimental Info: =
cel Mineral Name B Dﬂﬁﬁr
Chemistry e.g Adamite _
Symmetry Mineral Group R Query History
Crystal Chemistry 9 Pyoens Number of queries: 0
N ———————————
” ANX Formula Number of Formula
Experimental information Srcamn s
EENE AB Formula
+ Query Management Chem. Comp.

Load/Modify Queries
Save Queries Clear Chemistry Search Count Chemistry Search

Delete Queries.

Legal Notices | Privacy Policy | Disciaimer | Copyright ® FIZ Karisruhe 2010

[ Concluido

4 Iniciar||@ 1CSD - Mozilla... ®]ICSD_instrucde... \ «®¥ 15:19

® Inside the sub-menu CHEMISTRY select the option VISUAL SEARCH MODE.

Arquivo Editar Exibir Historico Fayoritos Ferramentas Ajuda

Gz-w C X & | @] nttp://icsd.fiz-karlsruhe.de.w10001.dotlib.com. tionPath.do

2] Mais visitados | | Primeiros passos & Ultimas noticias | ] HotMail gratuito | | Personalizar links & Windows Media | | Windows
W;ave - [ -Tea =]  Pesquisar | [, Status da Pagina || £ Noticias - | 2 - (7 E-mail - € 28°C- K -

| de administradore de imdveis mg J~

| L] Portal da Pesquisa | @ 1csp

®icsp

Home | Contact Weicome to ICSDWeb. IP authenticated (64.135.27.1). Dot Lib

Loginld Search Chemistry Visual Search mode [ EEET

Password Switch to| Quick Search mode Run save Clear
Query | Query | Query

Lost password?

Login Personalize
Personalized account EEmERE ey
I” Secure Session Biblography: -
1 H 4 ! Cell: -
Basic search & retrieve Ru Rh Pd Ag Symmetry:
v Advanced search & retrieve Qs LIt LFt LAu Crystal Chemistry:
Bibliography Structure Types: -
Cell Experimental Info: -
DB Info:
Chemistry >
s Metal Transition Metal Non-Metal DI
= > Metals  Transition Metals > Non-Hetals
ozt Number of queries: 0
Structure Type ) e
T Click on element or select period and/or group.
0B Info
Ce iy N anemers] I Restrict total number of elements to selected number of elements
LoadModify Queries
Save Queries Clear Chemistry Search Count Chemistry Search

Delete Queries

Legal Notices | Privacy Policy | Disclaimer | Copyright ® FIZ Karlsruhe 2010

[ concluido

4 Iniciar||@ ICSD - Mozilla...

#]1CSD_instrugde... & [«® 1510

Vil
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® In the periodic table select the elements of the compound SiO, you are looking for.
They will be listed in the bottom of the screen. Fill options “Co.(min)” and
“Co.(max)” with the number of atoms of the compound your are looking for.
“Co.(min)” and “Co.(max)” should be different only if you doubt the compound
composition and need to perform a more broad research.
® If you are sure about the composition of the material you are looking for, select
“Restrict total number of elements to selected number of elements”, just below the

list of elements.

® Inthe SEARCH ACTION menu (to-left) select RUN QUERY.

® After some seconds a list of compounds matching your options organized in
chronologic order (smaller to biggest “Coll. Code”’) will be displayed on the screen

¥) F1Z Karlsruhe ICSD: List View Page - Mozilla Firefox

Arquivo Editar Exibir Histérico Favoritos Ferramentas Ajuda

-[5] x|

T C X s [ @l http://icsd.fiz-karlsruhe.de.w10001.dotib.com.br/viscalc/jsp/listView.action?SESSIONID=EDF7056 CB24F6 3FOSFBADB84423BACDE 17 ~ |3~ I de administradore de iméveis mg -

(2] Mais visitados | | Primeiros passos . | Ultimas noticias | ] HotMail gratuito | | Personalizar links £ Windows Media | | Windows

FAave -[A-Ted

Pesquisar | [, Status da Pagina || ) Noticias - | -2/ -

7 E-mail - € 28°C- -

[ || Portal da Pesquisa

Home | Contact

Results: List View

Search & Retrieve
» Display

List View

[ousiy oo i

¥ AuData
I High Qualty Data only
™ standard Data only

g
A EAS
Welcome to ICSDWeb. IP authenticated (64.135.27.1). Dot Lib Report | Print | Close session
#ofHits:532 H
Select All | Deselect All Show Detailed View | Show Synoptic View |Export Selected Data Back to Query
Coll.Code 4 HMS  Struct.Form. Struct. Type Title Authors Reference X~
IR Ctc1  sio2 Si02(mS144)  Kristalistruktur des Kato, K; Nukui, A. Acta CrystaliographicaB XL |
monokinen (24,1968-38,1982) (1976)
Tief-Tridymits 32, p2486-p2491
1109 Clc1  sio2 Si02(mS144)  Siicon-oxygenbond  Baur, W.H. Acta Crystallographica B
lenghts, bridging angles (24,1968-38,1982) (1977)
Si-0-Si and synthetic 33, p2615-p2619
low tridymite
I~ 9te0 P42mnm Si02 Ti02(tP6) Rutie-type compounds.  Baur, W.H.; Khan, Acta Crystalographica B X& |
VLSi02,Ge02anda AA (24,1968-38,1982) (1971)
comparison with other 27, p2133-p2139
rutile-type structures
I~ 10078 P42mnm Si02 Ti02(tP6) Single crystal analysis  Sinclair, W.; Nature (London) (1978) 2% [
ofthe structure of Ringwood, AE. 272, pT14-p715
stishovite
I 1633 P3221  Si02 Quartzjow  Structure determination d*Amour, H.; Acta Crystalographica B X5 |
of alpha-quartzupto  Denner, W.; (24,1968-38,1982) (1979)
68*10exp8 Pa Schulz, H. 35, p550-pS55
1112 C12c1 Si02 Coeste Refinemente of a coesite Araki, T.; Zokai, T. Zeitschrift fuer X @
structure Kristallographie,
Kristallgeometrie,
Kristaliphysik,
Kristalichemie
(-144,1977) (1969) 129,
0381-p387
I omres P3121  Si02 Quartzlow  Crystalstructureof  Komneev,AE;  Kristalografiya (1978)23, 3t [3]
neutron-irradiated alpha- Belokoneva, EL; p412-p413
quartz Kolontsova, EV.;
Simonov, WA,
I© 30889 c12ic1 Sio2 Coestte Ending the "P21/a Kirfel, A Wil, G. Zeitschrift fuer > 5
coesite” discussion Kristallographie
(148,1975-) (1984) 167,
p287-p291
31312 Ci2ct Si02 Re-examination of Sasaki, S.; Chen, Zeitschrift fuer > &
“P21/a coeste” HK.; Prewit, T, Kristallographie
Nakajima, Y. (148,1975-) (1983) 164,
P67-p77
I~ 3467 cic1  sio2 Si02(mS144)  The superstructure of  Dollase, WA;  American Mineralogist 3% [3]
meteortic low tridymte  Baur, W.H. (1576) 61, p971-pS78
solved by computer
simulation
[1-10] [11-20] [21-30] [31-40] [41-50] [51-60] [61-70] [71-80] [81-90] [LastPage]
Top

Legal Notices | Privacy Poiicy

Disclaimer | Copyright ® FIZ Karisruhe 2010

‘ Concluido

4/Iniciar|| @ FIZ Karlsruhe ... “4]ICSD_instrugde...

& [« 15:23

® The output list can also be sorted as function of many other parameters according to
the selection of the items in the top of the list.

Space group (“HMS”);
Structural formulae (“Struct. Form.”);
Structure type (“Struct. Type.”);
Publication title and/or authors;
Data quality (3 indicates high quality data).

TIP: sort the data according to quality. Quality in the ICSD is defined by the following

parameters:

including Rietveld refinement)

Temperature factors given
Pressure in the range 0.09 MPa to 0.11 MPa

Structure determination including refinement (in case of powder data
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—  Temperature in the range 285 K to 300K

— Standard deviation given for cell parameters

- Any R-values.
If you retrieve a high number of options that includes data of different quality, you
can select in the option “High Quality Data” in the menu QUALITY FILTER.
Select the data that better fit to your research (box selection).

® Select the option SHOW DETAILED VIEW and inspect the information. It will look
like the figure below.

?) FIZ Karlsruhe ICSD: Detailed View Collection Code 176 - Mozilla Firefox == x|

Arquivo Editar Exibir Histérico Favoritos Ferramentas Ajuda

‘;‘ R c x i IO ‘ http://icsd.fiz-karlsruhe.de.w10001.dotlib.com.br/viscalc/jsp/sliderDetailed.action

|2] Mais visitados | | Primeiros passos . Ultimas noticias | '] HotMail gratuito | | Personalizar links £ Windows Media | | Windows

Fave - [ Tec ~|  Pesquisar | [, Status da Pagina || ) Noticias - | 2 - (7 g-mail - ¢ 28°C- [ -
| Portal da Pesquisa || © Fz Karlsruhe

w T Iﬁv‘l de administradore de imdveis mg '

Home | Contact Welcome to ICSDWeb. IP authenticated (64.135.27.1). Dot Lib Print | Close session

Detailed View Entry1of1 H

Back to List View | Back to Query

Summary Collection Code 176
Struct formula 5102 Author Kato, K.; Nukui, A
Space Group  C1c1(9)
Unit Cell 18.4940(80) 4.991(2) 25.8320(80) 90. 117.75(2) 0. Tt of Article Kristalistruktur des monokinen
Tief-Tridymits
Cell Volume 2110.15 A% Formula Units per Cell 43
Temperature  293.00 K (defauk) Pressure 0.101325 IPa (defautt)
PDF-numbers  01-071-0032 18-1170 R-value 0.085 T Acta Crystallographica B
(24,1968-38,1982) (1976) 32,
Remark X High Quaity Data p2486-p2491

Warnings & Comments 0 Warnings / 2 Comments

Export CIF File  MyBaseFileName Feedback to the ICSD Editor

Expand All

¥ Visualization

¥ Chemistry

¥ Published Crystal Structure Data

» Standardized Crystal Structure Data

» Distances & Angles

» Bibli

v
¥ Warnings & Comments

¥ Compare Published & Standardized Structure

Legal Notices | Privacy Policy | Disclaimer | Copyright ® FIZ Karlsruhe 2010

‘ Concluido

#/Iniciar| [@ FIZ Karlsruhe ... 2]1CSD_instrugde... | [« 15:25

All the information about the specific compound within the database is displayed in summary
page. Further information can be found in the DETAILS tab. You can also export the CIF
(Crystallographic Information File) and/or visualize the structure and its diffraction pattern by
selecting the VISUALIZATION option in the DETAILS tab.
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) FIZ Karlsruhe ICSD: Detailed View Collection Code 176 - Mo:
Arquivo  Editar  Exibir

Histérico  Favoritos Ferramentas Ajuda

| x|

©® -c

|2] Mais visitados | | Primeiros passos -

o | @] http://icsd.fiz-karlsruhe. de.w10001. dotlib.com.br/viscalc/jsp/sliderDetailed.action

Ultimas noticias | ] HotMail gratuito | | Personalizar links £ Windows Media | ‘] Windows

- [*8-]1 de administradore de iméveis mg

HAVG - [ ed =]  Pesquisar | [, Status da Pagina || £ Noticias ~ | 2 + (¥ E-mail - € 28°C- K3~
| L] Portal da pesquisa | © Fiz Karlsruhe 1CSD: Detailed ...E3 | = | [-
Summary Collection Code 176 _I
Struct.formula  Si 02 Author Kato, K.; Nukui, A.
SpaceGroup  C1¢1(9)
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When visualizing the diffraction pattern within this option the diffraction pattern can be
modified (wavelength, angular step, etc.) using the option CONFIGURE POWDER

PATTERN CALCULATION AND DISPLAY.
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The diffraction data can be exported in a file containing angular position x intensity
(NAME . DAT). This diffraction pattern might be useful for comparing experimental and
database data. Try to play around to get the file in a format suitable for working with the
graphical program of your preference.

4. Data mining: practical exercise

Important: write down and keep all data that you will find for the next compounds! Later you
will use this information to solve your structure. A draw of the molecular shape can be very
useful.

A. In CCDC look for and retrieve all information you can find about sucrose/saccharose.
B. In ICSD look for and retrieve all information you can find about Magnetite Fe,0,.
C. In ICSD look for and retrieve all information you can find about the salt NaCl.



