[bookmark: _Ref257908369][bookmark: _Ref270931484]Supplementary Table 1. Summary of the different raw data types included in the eTDB and whether the eTDB had automated postprocessing routines embedded. 
	Data type
	Manufacturer
	Raw data format
	For each acquisition, files generated and naming convention
	Automated metadata reading pipeline available
	Automated preprocessing pipeline available

	HRMAS
	Bruker
	XWin-NMR 3.1 or Topspin processed
	Group of files: acqu/acqus/audita.txt/fid/format.temp/pulseprogram/scon plus a directory containing 1i/1r/auditp.txt/meta/meta.ext/outd/proc/procs/title
	YES
	YES

	HRMAS
	Varian
	fid
	Group of files: fid/log/progpar/text
	YES
	NO

	Microarrays
	Affymetrix
	Affymetrix
	[basename].cel, [basename].chp, [basename].rpt
	YES
	NO

	MV
	GE
	Probe 11x
	P[basename] or P[basename].7 (and P[basename].shf required to perform the automated metadata reading pipeline)
	SOME
	NO

	MV
	GE
	Probe 8x
	P[basename] or P[basename].7 (and P[basename].shf required to perform the automated metadata reading pipeline)
	SOME
	YES

	MV
	Philips
	Gyroscan
	[basename].sdat for data, [basename].spar for the header, one pair for suppressed water acquisition and another for the unsuppressed water acquisition
	SOME
	NO

	MV
	Philips
	Gyroscan
	[basename].sdat for data, [basename].spar for the header, one pair for suppressed water acquisition and another for the unsuppressed water acquisition
	YES
	YES

	MV
	Siemens
	Magnetom Vision VB33A and D
	[basename].raw, one for the suppressed water acquisition and another for the unsuppressed water acquisition
	SOME
	NO

	MV
	Siemens
	Numaris 4 RDA
	[basename].rda, one for the suppressed water acquisition and another for the unsuppressed water acquisition
	SOME
	NO

	SV
	GE
	Probe 10x
	P[basename] or P[basename].7 (and P[basename].shf required to perform the automated metadata reading pipeline)
	SOME
	NO

	SV
	GE
	Probe 11x
	P[basename] or P[basename].7 (and P[basename].shf required to perform the automated metadata reading pipeline)
	SOME
	NO

	SV
	GE
	Probe 12x
	P[basename] or P[basename].7 (and P[basename].shf required to perform the automated metadata reading pipeline)
	SOME
	NO

	SV
	GE
	Probe 5x and 5.8x
	P[basename] or P[basename].7 (and P[basename].shf required to perform the automated metadata reading pipeline)
	SOME
	YES

	SV
	GE
	Probe 8x
	P[basename] or P[basename].7 (and P[basename].shf required to perform the automated metadata reading pipeline)
	SOME
	YES

	SV
	GE
	Probe 9x
	P[basename] or P[basename].7 (and P[basename].7.shf required to perform the automated metadata reading pipeline)
	SOME
	YES

	SV
	GE
	Sage Header 2.1 or previous
	[basename].sdf for data, [basename].shf for the header
	SOME
	YES

	SV
	Philips
	Gyroscan
	[basename].sdat for data, [basename].spar for the header, one pair for the suppressed water acquisition and another for the unsuppressed water acquisition
	SOME
	NO

	SV
	Philips
	Gyroscan
	[basename].sdat for data, [basename].spar for the header, one pair for the suppressed water acquisition and another for the unsuppressed water acquisition
	YES
	YES

	SV
	Siemens
	Magnetom Vision VB33A, D and E
	[basename].raw, one for the suppressed water acquisition and another for the unsuppressed water acquisition
	SOME
	NO

	SV
	Siemens
	Numaris 4 RDA
	[basename].rda, one for the suppressed water acquisition and another for the unsuppressed water acquisition
	SOME
	NO
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[bookmark: _Ref323555758]Supplementary Figure 1: Single Voxel section.
Case et3364, from IDI-Badalona. The spectrum is a Single Voxel with code svs000-idf0000, aquired in September 2007. It is a PRESS with an echo time (TE) of 136 ms and a recycling time (TR) of 2000 ms, 128 metabolite spectral averages and 16 water averages, with 512 points collected over a spectral width of 1000 Hz. The calculation of signal-to-noise (SNR) and water linewidth (WLW) (two important quality parameters indicative of the quality of an MR spectrum) was automatically performed as in (1,2) and displayed as metadata fields. Water linewidth (WLW) is 4.88 Hz and Signal-to-noise ratio (SNR) is 18.33. When scrolling down the page, the “Quality control for the automatically processed spectra” block of fields is found, where the three ES (A, B and C) evaluate the automatically processed spectrum. Parameters evaluated include SNR, resolution, accuracy of water suppression, phasing, scalp lipid contamination, unexplained signals or other reasons. Each spectroscopist can accept or discard the spectrum and give a rating for its quality. There are options for rebuttal and the possibility of the originating spectroscopist to agree or disagree with the experts. The same fields can be found spreading out the “MRUI section”, for the manually processed spectra. Right panel: Spectroscopists and users can evaluate the processed spectra in the [-2,12] ppm (top right) and [0, 4.2] ppm ranges (bottom right).
[image: D:\PAPERS\eTDB\feina setmana santa 2012\Figure 4.tif]
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[bookmark: _Ref323808741][bookmark: _Ref323808735]Supplementary Figure 2. HRMAS section for case et3201. 
Top: HRMAS collected for case et3201. They all come from the same biopsy piece (hrmas000), were performed on a Bruker spectrometer, at a magnetic field of 500.13 MHz, data were processed with the Topspin program and the probe was a Double H (1H/13C double resonance probe). The following monodimensional (1D) sequences were performed, PRESAT, CPMG 30ms, JHARD 30ms, JHARD 136ms and NOESY (3,4).
Bottom left: Metadata from spectrum idf0000 (1D-PRESAT) which include information about date of measurement as well as other parameters, and also the results of the expert evaluation system with the three expert spectroscopists. 
Bottom right: Images of the processed spectrum. Top, full spectrum; bottom, [0,4.2] ppm.  
[image: D:\PAPERS\eTDB\feina setmana santa 2012\Figure 5.tif]


[bookmark: _Ref323564476]Supplementary Figure 3. Microarray page, case et3956.
Array from centre IDI-Bellvitge, code arra000, measured on an Affymetrix platform on January 20th, 2009. The biopsy weighed 34mg, and total RNA was isolated with the mirVana Kit, which had an expiration date November 1st, 2009. The batch was 710015. It was a patient sample, not a control and 2mg RNA were used for the microarray, obtaining 39.65mg of RNA after amplification. With respect to the Affymetrix cel file, the eTDB extracted the following parameters: scale factor (4.697), Average signal (877.0), Background (49.3), Percentage of present calls (52.9), Housekeeping control 1 (1.15), Housekeeping control 2 (1.07), Spike control 1 (0.88), Spike control 2 (1.19). Three files relevant to QC were loaded (RNA quality control 4). The following indices (and their values for this case in parentheses) are also automatically displayed from automated reading of the cel file and subsequent calculation: A260/A280 (1.92), A260/A230 (1.9), 28S/18S (2.0), RIN number (8.7), therefore passing the QC.
[image: D:\PAPERS\eTDB\feina setmana santa 2012\Figure 6.tif]



[bookmark: _Ref316482989][bookmark: _Ref316480919][bookmark: _Ref316480924]Supplementary Figure 4. CDV metadata corresponding to the case et2056.
Top: The right panel shows the “Surgery” tab corresponding to the clinical data section of the case. Other tabs that belong to the same section are “Presentation”, “Radiology”, “Outcome” “Clinical validation”, “Anatomopathological images”. The “CADS data” tab corresponds to specific information required for the decision-support system. The patient had a complete macroscopic resection of his/her tumour on January 28th, 2004. The pathologist at the clinical centre where the operation took place classified the biopsy specimen as a glioblastoma tumour (Glioblastoma 9440/3 according to (5)). The Consulting pathologists A and B at central review also classified the biopsy slide they received and stained as a glioblastoma. Since there was consensus between A and B, there was no need for further analysis by a C expert and the “histopathology validated” field was automatically filled with a “Yes” and the “consensus” with a “Glioblastoma 9440/3” value.
Bottom: The “Clinical validation” tab. Several combo boxes give details of the outcome of the validation process. For example, the validation class was selected to be “Other”, and in this case the “Other” free text field has been used to record on possible problems about being a case of recurrent tumour and indicating that the voxel position was possibly wrong. The “general clinical validation field” indicates that the case is considered “Validated” by the CDV Committee, with the above mentioned restrictions.
[image: D:\PAPERS\eTDB\feina setmana santa 2012\Figure 10.bmp]


Supplementary Figure 5. Main page of the eTDB.
Left panel (blue) where the main user options are shown: create, edit and view cases; advanced, direct and simple queries; edit users (this option only available to the data manager) , trouble ticketing and logout. Right panel shows the main window of a case – number et2898, anonymised – together with the creation date, the originating centre (IDI-BAD) and the user that created the case. The actions that can be performed here are VIEW, and there are hyperlinks (blue characters) to the different data types. 
There are also several combo boxes. “Section complete” indicates whether the section had all the information possible, and therefore that the case later had undergone the QA. Case et2898 for example, had undergone QA for the clinical information and the SV data. This does not mean that each of these sections is filled in to its totality, but that all the possible information types had been collected and quality assessment performed.
Two more combo boxes “Case fulfils indispensable dataset” and “Case fulfils ideal dataset” indicate whether these conditions are satisfied. These are automatically filled in by the database: based on a series of constraint checks, the system implements an automated algorithm that looks for key pieces of information within the case and determines whether all the necessary conditions for the case to be considered as fulfilling the indispensable or ideal datasets are met.

[image: ]


[bookmark: _GoBack]
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