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STAGE 1: 
EXCEL FILES FOR DATA DEPOSITION 
 
STUDY DESIGN 
 
Template for study design: Sheet 1  
https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-
nClt3Ft5Hbf-tbU/edit?usp=sharing 
 
Steps 

1) Fill out first column with sample names (you can use the same name as the raw file 
name). Include the pools. 

2) Fill out second column with sample source (for example: mouse plasma).  
3) Fill out the third column with a factor that identifies your groups. For the pool 

samples, you can put N/A. Example: this in this experiment we had plasma samples 
from mice with leptomeningeal metastasis (LM+) and without leptomeningeal 
metastasis (WT). I called the factor disease but you have some flexibility in terms of 
defining your samples (they will carefully review everything when you submit and 
they will communicate with you if something does not make sense and provide 
suggestions).  

4) Fill out the fourth column with the raw file names. Be careful that these exactly 
match the raw file names that you plan to upload AND the Sample_ID name from 
the first column. 

5) Copy and paste from your excel sheet into this box, and it should look something 
like what you see in the image below. 

6) Choose View/check study design. 

 
7) After choosing View/check study design, it will load something similar to the 

following table. 

https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-nClt3Ft5Hbf-tbU/edit?usp=sharing
https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-nClt3Ft5Hbf-tbU/edit?usp=sharing


8) You can read the instructions for what is required, but you will need the following 
columns: Sample_ID, Sample Source, Factor, and Raw file name. You will see in the 
instructions that you can add additional columns, but these are optional. MAKE 
SURE YOU CHOOSE FROM THE DROP DOWN THE CORRECT IDENTIFICATION FOR 
THE COLUMN (see arrows in image below). 

9) Choose Yes from the drop down for does this submission contain raw data? 
10) Choose Process study design data. 

 
 
 
 
 
 
 
 
 
 



ASSAYS 
 
Template for Assay: Sheet 2 
https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-
nClt3Ft5Hbf-tbU/edit?usp=sharing 
 
Steps 

1) Transpose your normalized data file so the metabolite names are in the first column 
of the excel sheet and the sample names are in the first row at the top of the excel 
sheet, and beneath them are all the normalized peak areas. To transpose, highlight 
the whole data set, copy, paste special > transpose. Since these are the normalized 
peak area values, you won’t have your pool samples here.  

2) Copy and paste the contents of the excel file into the box. 
3) For the Units of measurement (required), you can put a.u. 
4) Choose View/check metabolite data. 

 
 
Note: I have not used OPTION 2, so I am not sure how this one works. 

 

https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-nClt3Ft5Hbf-tbU/edit?usp=sharing
https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-nClt3Ft5Hbf-tbU/edit?usp=sharing


5) After choosing View/check metabolite data you should see something like the 
image below. 

6) Choose Upload data. 
 
 

 
 
Template for Metabolite metadata: Sheet 3 
https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-
nClt3Ft5Hbf-tbU/edit?usp=sharing 
 
Steps 

1) If you have specific metabolites for your experiment, you will need to fill this out 
with those metabolites. If you are looking generally at polar metabolites from HILIC, 
you can copy and paste from the template sheet the metabolites that you report 
from your assay (the sheet may not include all the polar metabolites, so you may 
need to add additional based on the metabolites you report). 

2) Copy and paste the contents of the excel sheet in the box. 
3) Choose View/check metabolite metadata. 

https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-nClt3Ft5Hbf-tbU/edit?usp=sharing
https://docs.google.com/spreadsheets/d/1SkFFhAYc1Ajp9OqGA8vEKKTXbl0-nClt3Ft5Hbf-tbU/edit?usp=sharing


 
4) After clicking View/check metabolite metadata you should see something like the 

image below. 
5) Choose Upload metabolite metadata. 

 
 



 
 
STAGE 2: 
ORGANIZING YOUR SUBMISSIONS 

• You will create a new submission for every metabolomics experiment that you 
reference in your publication. 

o You can include two different columns as a part of one submission (for 
example: if you ran mouse plasma on both C18 to detect folates and HILIC to 
detect polar metabolites, this can be part of one submission). 

o Metabolomics Workbench prefers that you separate submissions based on 
tissue-type (for example: if you ran mouse plasma and mouse CSF on both 
C18 to detect folates and HILIC to detect polar metabolites, the mouse 
plasma would be one submission and the mouse CSF would be a separate 
submission). 

• For multi-part studies (several experiments all belonging to the same project), you 
can indicate on the first page that it is a multi-part study. Despite what it says, you 
do not need to include in the comments “Study part m of n” unless you know.  

o Metabolomics Workbench reviewers will know something is a multi-part 
study if there are several submissions with identical Project Titles and 
Project Summaries. 

• Submissions that are all a part of one project should have identical Project Titles 
and Project Summaries. 

o The Project Title and Project Summary are more generic and describe 
overarching goals and results, while the Study Title and Study Summary are 
more detailed. The Study Summary should clearly highlight the 
differences/how the study is unique and is included within the project. 

 
 
 
 



NEW SUBMISSION 
Steps 

1) Create account and login 
2) Go to New Submission tab and fill out the information (see below) 

a. Name of raw data file(s) to be uploaded: give your project a name (for 
example: retinoids_mouse_CSF_HILIC.zip) 

b. Data type being submitted: choose among MS, Targeted MS, Untargeted MS, 
Targeted and untargeted MS (for Kanarek Lab projects, for the most part it 
will be Targeted MS) 

c. Protocol/methods filename(s): protocol.docx 
d. MS/NMR instrument manufacturer: Thermo 
e. MS/NMR instrument model: Q Exactive Orbitrap 
f. Binary data format: .RAW 
g. Open source text formats: mzML 
h. MS level in raw data (if MS data): choose MS2 only if applicable 
i. Multi-part study: choose Yes or No 
j. Samples analyzed by Metabolon: No 
k. Embargo: choose Yes or No (generally yes if the paper has not been 

published yet) 
l. Embargo until: provide date in the future 

3) Submit 

 
 
 
 



UPLOAD AND MANAGE EXPERIMENTAL DATA AND METADATA 
Steps 

1) Choose New online study submission. 
2) You will see a page that asks whether you want to start a new online study 

submission or use another study as a template, choose Start a new online study 
submission. 

a. After creating your first experiment submission, it will appear as an option to 
use as a template in future submissions, which may be helpful for creating 
additional submissions that are part of the same project. If it is the first 
submission for the project, choose Start a new online study submission. 

 
 
PROJECT METADATA 
Steps 

1) Fill out all fields highlighted in red. 
a. Project Title: may want to use your paper title (this will be identical for all 

submissions for this project) 
b. Project Summary: may want to use your paper abstract (this will be identical 

for all submissions for this project) 
2) BCH Address: 61 Binney St Boston, MA 02115 
3) Choose Add project metadata. 



 
STUDY METADATA 
Steps 

1) Fill out all fields highlighted in red. 
a. Subject Type: choose an option from the drop-down menu 
b. Study Title: should be more specific to the specific experiment/submission 
c. Study Summary: should be more specific to the specific 

experiment/submission 
2) BCH Address: 61 Binney St Boston, MA 02115 
3) Choose Add study metadata. 



 
 
SUBJECT METADATA 
Steps 

1) Fill out all fields highlighted in red. 
a. Subject Species: choose option from drop-down menu 

2) Choose Add subject metadata. 
 



 
 
STUDY DESIGN 
See How To Create Metabolomics Workbench Excel Files document. 
 
 


