GETTING YOUR DATA INTO THE RIGHT FORMAT-

Ideally the programs should allow you to effortlessly process the data from your spectrophotometer by dragging and dropping or opening the files from a menu. In fact the programs in this suite require a particular binary format  of data ("native format"). Import utilities are available for the .spc files of the Shimadzu UVPC program and for Olis XTML files, as well as plain-text and comma-delimited formats described below.  If your spectrophotometer uses another common format, the developers would be glad to work with you to prepare import utilities for your format- we would need files of several spectra together with a description and or a plots of the spectra.

Until then, if your spectrophotometer does not save spectra in a file we can import, you will need to export the spectra to some ascii format (plain text or spreadsheet) and prepare one of the following:

1. .CSV (comma-separated values) file. These files can be read and written by spreadsheet programs such as microsoft Excel and openoffice scalc.

Two formats are available. In each the main spectral data is included in lines containing the data at one wavelength point. Each line concists of the wavelength value, followed by one or more absorbance values for the one or more spectra at that wavelength point., all values separated by commas. The values will be read as decimal numbers representing the absorbance. 

In the first format . . . 

In the second format . . .

This describes the format for "import csv" option in scanedfp:

Sreadsheet (.csv) format. If your spectrophotometer can export spectra to a spreadsheet (excel) file,  it may be trivial to edit that to a format scanedit can read. This format consists of a table of the data, with columns being the spectra (one file contains one or more spectra) and the rows being the wavelengths. The first column contains the wavelength values, so the number of columns is one greater than the number of spectra.

A one-line header above the table contains labels for the columns, which are taken as the "descriptive comment" of each spectrum. A zero in the first column in the line below the last data point marks the end and tells the program to stop reading.

Open in spreadsheet program. Verify that the main body consists of a first column of wavelength values (they can be in ascending or descending order), the the rest of the columns contain data of one spectrum each.  

Delete all but one header row and enter labels in it:   The first field can be anything (e.g. "nm"). The rest of the fields should be descriptive commnts for the respective spectra. Put something in each even if you do not need comments because the number of fields in this row is used to determine the number of spectra.  The comments can be up to 64 characters long and can contain spaces. They must be enclosed in quotes if they contain commas, since this will be saved as a comma-delimited file.

Then go down to the bottom of the spreadsheet and put the value "0" inthe first field of the first row after the data. This will be taken as the sign to stop reading. Save as .csv and open from within the program 9991 "import" program. (drag-and-drop opening functionality will be added) Examine the spectra to see if conversion succeded, and save in the native binary or text (.mat) format.

Two formats are available. In each the main spectral data is included in lines containing the data at one wavelength point. Each line consists of the wavelength value, followed by one or more absorbance values for the one or more spectra at that wavelength point., all values separated by commas. The values will be read as decimal numbers representing the absorbance. 

In the first format . . . 

2. .MAT ascii files – The first three lines contain a single number each, respectively the number two, the number of spectra, and the number of points in each spectrum (each spectrum has to have the same wavelength sampling).  

These are followed by the absorbance values, first all the points from the first spctrum, then all the points from the second spectrum, and so on. The values can be separated by spaces, commas, or newlines (i.e. it is alright to have a single value on each line).  The values will be read as integers between –32786 and +32767, so should be absorbance values multiplied by some scale factor. Within the programs you can set this scale factor so the spectra repreent the correct absorbance values.

After all absorbance values of all spectra, then comes adecimal number representing the wavelength of the first point of the spectra, then a second decimal number representing the wavelength increments between points. Following that therer are as many more lines as trhere are spectra, with each containing the "descriptive comment" for the respective spectrum. Of course these can be blank

 For example if there are three spectra running from 340 nm to 650 nm with 10 points per nm, the file would look like:
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descriptive commen for spectrum 1

descriptive comment for spectrum 2

descriptive comment for spectrum 3

This is the format used by the fitting program for the basis (standard) spectra. However it can be read into memory (8 load spectrum, then for filename put "ASC", then provide the real filename. 

Because the file is read one spectrum at a time (rather than one wavelength at a time) it is easier to convert  spreadsheet data via .csv files if the data are present as rows in the spreadsheet. If this is not the case, save separate files with just one column (spectrum) each, and catenate them. 

