Instructions for Spectroscopic Data Deposition 

The International spectroscopic database (IS-DB) went alive on 19th May 2003. You can read more at the EuroSpec project web page www.eurospec.org. 

To deposit spectra at the Data Entry server as well as to gain access to the Archive Server for spectra searching and viewing you need to register at www.is-db.org (Fig. 1). 
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What is the IS-DB?

‘The International Spectroscopic Data Bank (1S-DB) s a charitable society, which has developed an electronic database and archive for spectroscopic and
associated data. All scientists are encouraged to submit data to the IS-DB, which can then be shared with the rest of the scientific community who can access it
free-of-charge

The IS-DB i collecting alltypes of spectroscopic data, from all spectroscopic techniques and from all disciplines, whether chemical, life or physical sciences.

Why is the IS-DB needed?

There are worrying gaps in the coverage of known chemistry by reference spectroscopic databases, which are unlikely to be filled by the activities of the
commercial sector alone. The IS-DB offers the scientific community the opportunity to share their spectra and develop a vital resource for future generations
‘Such a collection of spectra wil help to provide significant improvements in human health, new materials, environmental protection, sustainable development
and educational progress

We need your help!

Whilst we realise that you may not be able to share all your spectra, it is likely that you will have many that are not confidential and wouid help to make the IS-DB
atruly valuable resource. Please deposit what you can. You might also like to consider depositing the spectra related to your publications when you submit them
to a journal. You wil be able to link from the data on the IS-DB to the journal, and with Publishers who are supporting the IS-DB from the journal to the spectral
data

We have made it easy to deposit data, but if you run into any difficulties we have set up a number of Hotiines that can help you out. You can contact us by e-mail,
telephone or fax in Czech, English, French, Portuguese and Spanish

Who is supporting the I1S-DB?

The first three years of the IS-DB have been funded by the EU through the EuroSpec project

Others supporting the IS-DB include:
Individual scientists B





Fig. 1
The registration is simple following the instructions (Fig. 2). The required items are: 

· E-mail address 

· Password 

· Name

· Surname  

but we recommend to fill out as many fields as possible. 

After login, you will be greeted by a welcome screen and informed of your registration number (user id), which will speed up the location of your own deposited data in the future. Don’t worry about forgetting your user id; it appears every time you log in to the Data Entry server (www.is-db.org). For the meantime, your e-mail address, which you have entered during the registration, is used as your unique identifier. You can edit in the future all items, which you have entered during the registration, using the link “Edit the user profile”. You can also change your password using the “Change the password” link.
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Fig. 2
If you are registered, you can log in by clicking at the “log in” link and entering your e-mail address and your password.

If you forget your password, click at the “I have forgotten my password” link, enter your e-mail address and the password will be sent to you.

After log in you can enter the data by clicking at the “Submit a File” link. If the bibliographic data, related to the spectra you are submitting, are not yet stored, you need to submit them by clicking at “No, the bibliographic data are not yet stored”. The submitted data must be classified into one of the next categories:

· Peer-reviewed paper

· Non-reviewed paper

· Proceedings contribution

· Book

· Book chapter

· Patent specification

· PhD thesis (or dissertation)

· Other university publication (e.g. master or diploma thesis)

· Project report

· Unpublished data

A mask for the bibliographic data submission appears according to your choice. Furthermore, you need to specify the order of the edition and inclusion into the series for: Proceedings contribution, Book, Book chapter, PhD thesis and other university publication. The Fig. 3 shows an example of the peer-reviewed paper submission screen; the required fields are labeled red.
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Fig. 3
You will continue clicking at the “Continue with a sample description” link after submitting the bibliographic data. You will need to enter information about the sample related to the submitted spectrum after submitting the bibliographic data (Fig. 4). You can enter following data about the sample:

· Sample description

If the sample is not a pure compound, this field should contain its description, i.e. composition, origin, appearance etc. If the sample is a single compound in a known matrix, use the following fields to specify structure and properties, as appropriate.

· CAS name

· IUPAC name

· Common names

· Chemical formula

· CAS registry number

· Sample origin

· Sample purity

· Melting point in K

· Boiling point in K

· Refractive index

· Density in g/cm3
· Molecular weight

· Concentrations

You can display the Sample Description screen repeatedly, if the article contains more spectra. The amount of the given information increases the value of your data.
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Fig. 4
You need to provide information about the data set together with the information about the sample. You need to accept the Deposition Agreement and enter the information using the Submit a File screen (Fig. 5.). Enter the path and the name of the file you are depositing. It is also needed to enter Data type and Data format using the roll-down menu. The last required item is Data description, e.g. figure number and caption of the data set within the publication. We also recommend filling out the following items:

· Instrument (name and model of the spectrometer or chromatograph)

· Measurement technique,  e.g. ionization mode (EI+, CI+, …), observed nucleus (1H, 13C, …), observation method (transmission, ATR, …)

· Data processing, e.g. background correction, smoothing, subtraction, zero-fill, …

· Sample state: solid, liquid, gas, solution, powder, …

· Sample pressure in kPa

· Sample temperature in K

· Comment

The more information you provide during the deposition, the more valuable will your data be for all scientific community in the future.
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Fig. 5
With the data entered and the user logged out, the automation takes over. The relevant metadata from the screens you have entered are automatically transferred using XML data files from the Data Entry system to the Archive Server. The files are renumbered to ensure consistency but the Archive is also searchable by the old file number.

You need to know your login name and password which system will send to you (depending on the load of the system, this may take several days) to access to the database archive clicking at the “IS-DB archive server“ link at the www.is-db.org page. You can also access the Archive Server via www.eurospec.org. The Archive Server entry page is on the Fig. 6.
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Fig. 6
You can search the Archive Server by any metadata used during the deposition, various search fields, time of deposition and type of requested data (Fig. 7).
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Fig. 7
You need to enter or choose (clicking at the magnifying glass beside the entering filed) the requested data and start searching by clicking at the Metadata Search button. You must use only the internal application green buttons clear, back, cancel, etc; don’t use back or forward buttons of your web browser. Use the roll-down menus for choice of the category you search. You can display all available values for the given category by clicking at the magnifying glass beside the entering filed. An asterisk (*) is used as a wildcard. The system is case sensitive. An example for the author search is on the fig. 8. All data and metadata XML files are stored under the same IS-DB identification number together with the bibliographic reference and they are displayed after clicking at the “Publication Overview” button (Fig. 9). If you don’t access the Archive Server for several minutes, you will be logged out automatically and you have to log in again.
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Fig. 8
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Fig. 9
Finally, the spectrum is displayed after clicking at the “Spectrum Viewer” icon (Fig. 10). You need to have Java installed on your computer (the spectrum viewer will ask you for the installation automatically, but on Windows NT/2000/XP you will need the administrative rights) and you also have to agree with the Java applet installation (Fig. 11).
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Fig. 10
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Fig. 11
You can provide basic operations with the displayed spectrum using the buttons situated at the left top edge of the applet. The first button is used for the spectrum moving. You can also move the spectrum using the slide bars and the arrows under and on the right side of the applet. The second button switches the applet to the standard view mode. The third button is used for the spectrum magnifying. Draw a box using the mouse click and drag and then click again to magnify the view (Figs 12 and 13). The next button is used for the reading of the maxima. Chose the top of the peak using the cross cursor and fix its position by clicking. You can now read the maximum position on the status bar in the left bottom corner of the applet (Fig. 13).
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Fig. 12
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Fig. 13
The next button is used for measuring of the distances between the maxima. Click at the first point to fix it, move to the second one and fix it again by clicking. The distance is now readable at the status bar in the left bottom corner of the applet (Fig. 14). The remaining buttons are used for displaying the notes about the spectrum and to switch the view between absorbance and transmittance.

The Archive Server is based on the modified version of the Q-DIS/PANDA software.
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Fig. 14
Hints for IS-DB Archive searching

· IS-DB Archive server has a special interface using your web browser. On this account don’t use web browser back or forward buttons, it would case your log-off. Use only the internal application green buttons clear, back, cancel, etc. Archive server system is case sensitive, if you wouldn’t find desired data lowercase, try to change first character or whole keyword to uppercase.

· You can search the Archive Server by any metadata used during the deposition, various search fields, time of deposition and type of requested data. You need to enter or choose (clicking at the magnifying glass beside the entering filed) the requested data and start searching by clicking at the Metadata Search button. Use the roll-down menus for choice of the category you search. You can display all available values for the given category by clicking at the magnifying glass beside the entering filed.

· The most useful way to find out desired sample is to use Sample Description item in Supplementary Data Metadata entry. It is necessary to use wildcards (asterisk – *) at the beginning and also at the end of searched keyword, e.g. *saccharide*. After clicking at the magnifying glass you can refine your search selecting desired compound and clicking at Metadata Search button. You can also click at Metadata Search button directly without refining your search and select desired data from Search Results table.

· You can also use various other items in Publication Metadata and Supplementary Data Metadata fields (e.g. author, keywords, publication year) and logically combine them.

· On the Search result table you can click on Publication overview icon to obtain all items related to chosen dataset. Clicking at Details icon displays all available metadata of chosen item. And, finally, spectrum viewer opens new browser window with spectrum of chosen compound. Spectrum viewer requires Java installed on your computer. After first run you need to agree with Java installation.

· You can provide basic operations with the displayed spectrum using the buttons situated at the left top edge of the applet. The first button is used for the spectrum moving. You can also move the spectrum using the slide bars and the arrows under and on the right side of the applet. The second button switches the applet to the standard view mode. The third button is used for the spectrum magnifying. Draw a box using the mouse click and drag and then click again to magnify the view. The next button is used for the maxima position reading. Choose the top of the peak using the cross cursor and fix its position by clicking. You can now read the maximum position on the status bar in the left bottom corner of the applet. The next button is used for measuring of the distances between the maxima. Click at the first point to fix it, move to the second one and fix it again by clicking. The distance is now readable at the status bar in the left bottom corner of the applet. The remaining buttons are used for displaying the notes about the spectrum and to switch the view between absorbance and transmittance. You can also display NMR spectra using spectrum viewer and provide with them some basic operations like moving, magnifying, reading maxima, measuring distances, integrating, setting threshold and setting zero peak.

Please share this information with your colleagues, or with whom you think may be interested in depositing or accessing spectroscopic information. Thank you.

