---------------------------------------------------------------------------------------------------------------------------
[Dataset name]	Comment by Jan Vališ: Don't forget to change the name here
---------------------------------------------------------------------------------------------------------------------------

  ReadMe version: 1.0 (YYYY-MM-DD)
  Dataset version: 1.0 (YYYY-MM-DD)
  Dataset DOI or other PID: 	Comment by Jan Vališ: DOI or Handle to be placed here once dataset DOI is reserved in the repository.

--------------------------------------------------------------------
CONTACT	Comment by Jan Vališ: If PI, Data manager and contact person are the same, feel free to delete the PI and DM positions.
--------------------------------------------------------------------
  Name Surname
  EMAIL@imc.cas.cz
  ORCID: 0000-0000-NNNN-NNNN
  Dept. XXX, Institute of Macromolecular Chemistry, Czech Academy of Science	Comment by Jan Vališ: Adjust to your taste
  Heyrovského square 2, 162 00, Prague 6, Czech Republic

______Creators______	Comment by Jan Vališ: Consider using CRediT taxonomy analogy - indicate, who measured what, who analyzed what, who proccessed the data, organized the dataset etc.
  Name Surname (ORCiD), Institution

______Contributors______
  Name Surname (ORCiD), Institution
  Name Surname (ORCiD), Institution

--------------------------------------------------------------------
DATA AVAILABILITY AND ACCESS INSTRUCTIONS	Comment by Jan Vališ: Delete the ones that don't fit
(i.e. if you publish data, keep the 1st one, if not, sellect 2nd or 3rd). Edit the statement as needed
--------------------------------------------------------------------
  The dataset is openly accessible under the DOI listed above. The license and terms of reuse are shown in the following chapter below.

  Ethical and/or legal reasons prevent us from publishing the dataset openly. However, access to the dataset may be requested through the contact person listed above. 

  With respect to IP right protection and/or commercial interest protection, the dataset is not published openly. However, access to the dataset may be requested through the contact person listed above. NDA might be required. 

--------------------------------------------------------------------
LICENSE	Comment by Jan Vališ: Consider, under which licemce you wish to publish your data and modify the dataset name in the first line accordingly
--------------------------------------------------------------------
______ReadMe file license______
  ReadMe by [Name Surname] is licensed under CC BY 4.0	Comment by Jan Vališ: Enter name
  License information: https://creativecommons.org/licenses/by/4.0/	Comment by Koutentaki Georgia: these are example licenses and you must change them to the correct one. List of creative commons licenses here: https://creativecommons.org/share-your-work/use-remix/cc-licenses/

______Dataset license______
  [Dataset name] by [Creators] is licensed under CC BY 4.0	Comment by Jan Vališ: Enter dataset name	Comment by Jan Vališ: Enter name of the creators
  License information: https://creativecommons.org/licenses/by/4.0/

______SW license______
  The [SW name] by [Creator] is licensed under CC BY 4.0	Comment by Jan Vališ: Enter name	Comment by Jan Vališ: Enter name
  License information: https://creativecommons.org/licenses/by/4.0/

--------------------------------------------------------------------
DESCRIPTION AND METHODOLOGY
--------------------------------------------------------------------

______About the dataset______	Comment by Jan Vališ: This should be a short abstract-like section describing why and how the data were created. It doesn't need to go super in depth as far as the sciece goes, but it should provide a glimps for the data users into the dataset to set it in context.
Vibrational spectroscopies are powerful tools for structural analysis; however, they are best suited for pure substances or simple mixtures. Human serum is, however, a mixture of a number of substances with high-molecular weight and powerful spectral signature, which overshadows the less abundant components of said serum. For this reason, microcentrifugal separation of the abundant parts of human serum is being tested. However, so far no one has looked into the long-term stability of the used filters.
Here we used two sets of 100, 50, 30 and 10 kDa microcentrifugal filter in 20 consecutive runs to see how stable of a filtration these provide. In order to produce reliable results free of inter-individual differences in serum composition, human pooled serum was used as a sample. 

______Sample preparation______
All samples of the human pooled serum were first separated using microcentrifugal filters (Amicon, SigmaAldrich, USA) at 14 kG for 4 hrs.
The samples were then stored at -80 °C and thawed before spectroscopic measurements.

______Methods of data collection______	Comment by Jan Vališ: This is almost like methods&materials section in an article - it should explain how and under which conditions the data were created.
  Raman spectra
     HW1: HT Raman spectrometer (EM Visison, USA) with fibre-optic microprobe (EM Vision, US) + 785 nm narrow line laser (RealLight, CN)
     acquisition: 3x2 s, power on sample 20 mW

  FT-IR spectra: 
     HW2: iS50 (ThermoFisher, USA) with ZnSe ATR crystal (ThermoFisher, USA)
     acquisition: 256 scans, 4 cm^-1 resolution

______Methods of data processing______	Comment by Jan Vališ: If the dataset contains not only raw but also procesed data, then a) delete the second paragraph,
b) describe the processing/analytical methodology It should be rather brief, so referencing a relevant publication of yours is an otption too.

The dataset contains only raw data; therefore, no processing is described.

The dataset contains the raw data set after the use of a common baseline for all data. The data were also processed to remove any data points that were out of the average expected value.

--------------------------------------------------------------------
DATASET STRUCTURE	Comment by Jan Vališ: Can be printed out from the terminal/command line
--------------------------------------------------------------------
- 000_ReadMe.txt
- 001_Data_Raw:
        DummyProject_Data-Raman_Raw_original
        DummyProject_Data-Raman_Raw_converted
        DummyProject_Data-FTIR-ATR_Raw_original
        DummyProject_Data-FTIR-ATR_Raw_ converted

--------------------------------------------------------------------
FILENAME STRUCTURE + ABBREVIATIONS	Comment by Jan Vališ: In case file names are not systematic through the dataset - make sure at least the folders are systematically named, and at least fiels within each folder have some reasonable organisation by name
--------------------------------------------------------------------
  [project]_[WPN]_[IIIII]_[date]_[description]_[version].[extension]
     WP = work package (WP + number = 3 characters)
          WP0 – Documentation
          WP1 – Spectroscopic data
          WP2 – Diagnoses
          WP3 – Code
          WP4 – Publications
     IIIII = institution abbreviation (max. 5 char.)
          UCT - University of chemistry and technology, Prague
          BUH – Bulovka University Hospital
          TUD – Technical University of Dublin
     date = YYYYMMDD (8 characters)
     description – free form internally separated by “-“
     version for:
          data – “raw”, “proc” (processed), “anlsd” (analysed)
          code and other – N-N-N (=n.n.n, e.g. 1.0.0)

  Raman spectroscopic data are described as follows:	Comment by Jan Vališ: In case the description of each filename part gets too long, feel free to explain it further, e.g. like this
     Raman-[HW]-[sample]-[time]-[scans]-[power]-[X]-[Y]-[repet]
         [HW] = HW described in methodology (HW + number, 3 char.)
         [sample] = (p+[patient No]s+[biopsy sample No], 9 char.)
         [time] = acquisition time (NN+s, 3 char.)
         [scans] = number of scans (NN+a, 3 char.)
         [power]= (NNN+pct, 6 char.) or (NNNN+mW, 6 char.)
         [X] = position X (x+NNNN, 5 char)
         [Y] = position Y (y+NNNN, 5 char)
         e.g.
         [repet] = repetition (rep+NN, 5 char)
     FTIR-ATR-[HW]-[sample]-[resolution]-[scans]-[X]-[ Y]-[repet]
         [HW] = HW described in methodology (HW + number, 3 char.)
         [sample] = (p+[patient No]s+[biopsy sample No], 9 char.)
         [resol] = spectral resolution in cm^-1 (NN+cm, 4 char.)
         [scans] = number of scans (NN+a, 3 char.)
         [X] = position X (x+NNNN, 5 char)
         [Y] = position Y (y+NNNN, 5 char)
         [repet] = repetition (rep+NN, 5 char)

  E.g. DummyProject_WP1_UCT_20260212_Raman-HW1-p0001s001-02s-02a-020mW-x0001-y0004-rep01_raw.csv	Comment by Jan Vališ: Give some exaples, so users know how the name really looks

  E.g. DummyProject_WP1_UCT_20260212_FTIR-ATR-HW2-p0001s001-4cm-256a-x0001-y0004-rep01_raw.csv

--------------------------------------------------------------------
FILE TYPES & FORMATS, SW TO OPEN AND DIMENSIONS & UNITS	Comment by Jan Vališ: For each file type (e.g. spectra, chromatograms, tables, documents etc.), provide:
- a list of formats (original and if applicable, converted),
- SW necesary to open the orignal (converted only if not a common format like TXT/CSV etc.)
- dimensions & units (with description which is in which column of CSV)
--------------------------------------------------------------------
  Raman spectra
     original format: .SIF
          SW: Solis (v 1.1, Andor, UK)
     converted format: .CSV
     horizontal axis/first column: Raman shift (cm^-1)
     vertical axis/second column: Intensity (a.u.)
  FT-IR spectra
     original format: .SPC
          SW: Omnic (v 3.2, ThermoFisher Scientific, USA)
     converted format: .CSV
     horizontal axis/first column: Wavenumber (cm^-1)
     vertical axis/second column: Absorbance (-)
