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Internal TDPortal Tutorial: SOP 03

Part 1: TDPortal Orientation

1. Loginto TDPortal at: http://portal.nrtdp.northwestern.edu. The username is your
Northwestern email and password.

Authentication Required *

httpy//galaxy kelleher.northwestem.edu requires a
usemame and password.

Your connection to this site is not private.

User Mame:  slexandra.vannispen@northwester

Log In Cancel

2. Get oriented to the page.
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Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
protecmics searches.

The NRTDP TDPortal SOPm
h lohal

Known Issues

The NRTDP will address urgent needs in disease research by advancing technology and its accessibility in a range of protein-
based measurements using ultra-high performance and beyond state-of-the-art In mass spectrometry-based proteomics.

NATIONAL RESOURCE FOR TRANSLATICNAL Northwestern
AND DEYELOPMENTAL PROTEDMCS Proteomics

an open, web-based platform for data intengive biomedical ressarch. The &
e M Erory Univergily. The Galaey Profect is supported i part by HRcR],

T 15 @ part of B B
gk [osttises of th

Injersit

Please fesl free to email the development team if additional sssistance is required: nrtdp-help@northwestern.edu

a. There are six subheadings that link to different pages.
The History Panel is on the right. When data is uploaded or an analysis is
performed, each output generates a dataset. These datasets are stored by
TDPortal in the History Panel.

c. All of the available tools are located in the blue Tools Panel on the left.

d. The NRTDP designed tools are located in the NRTPD Tools menu in the Tools
Panel.
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Part 2: Preparing Raw files for the TDPortal Search

3. Create a new history. Go to the history column and click on the gear in the top right & A
drop down menu will appear. Click on “Create New.”

-_ Galaxy Arsbyan Dt

Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
protecmics searches.

The NRTDP TDPortal SOPm

P | Global P %

Known Issues

The NRTDP will address urgent needs in disease research by advancing technology and its accessibility in a range of protein
based measurements using ultra-high performance and beyond state-of-the-art in mass spectrometry-based proteomics.
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Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
protecmics searches.
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Check NRTDP TDPortal Global Progress

Known Issues

The NRTDP will address urgent needs in disease research by advancing technology and its accessibility in a range of protein
based measurements using ultra-high performance and beyond state-of-the-art in mass spectrometry-based proteomics,
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5. Goto Tools Panel and click on “NRTDP Tools.” A menu containing all the available NRTDP
tools will appear.

_ Galaxy

Werkdlows
o 8 workflowy

Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
protecmics searches.

The NRTDP TDPortal SOPD
Check NRTDP TDPortal Global Progress

Known Issues

The NRTDP will address urgent needs in disease research by advancing technelogy and its accessibility in a range of protein
based measurements using ultra-high performance and beyond state-of-the-art in mass spectrometry-based proteomics.

woneseermmasunons. (|| Northwestern
AND OEVELOPMENTAL PROTEOMACS Proteomics

NORTHWESTERN
UNIVERSITY
a part of B o Penn 5

Gl is an open, web-based platfarm for data intensive biamedical research. The
d o Emary University, The Galasy Protest is supported in part by [

uniyers
Please fesl free to email the development tesm if sadibon

anice IS required; nrtdp-help@northwestemn, edu

6. Click on “Create Linked Library” to create a linked library.

History

201% Dec Debart - Maglab
O bytes.

10 This history & emoty. You can
Inad veur oom data or get data
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Generate Workflaw Job 14

Gt Dats

Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
protecmics searches.

The NRTDP TDPartal SOFD
P | Gl [d

Known Issues

The NETDE will address urgent needs in disease research by advancing technology and its accessibility in a range of protein-
based measurements using ultra-high performance and beyond state-of-the-art in mass spectrometry-based proteomics.
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Select the dataset that will be searched. Click “Execute.”

2015 Dex De Hart - MagLab
0 bytes % e

NETDF Tools
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Corvert B Fibes o oMl Files 10 This history is emoty. You can
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Standard Search on O

Search mzML Zip file on Quest

Advanced Search on O
Search mzML zip file on Quest Wit it does

, ko M T Creates a library from ail the raw Files in the user selected folder,
Gengrate Workflow Job 1d

Generate Workflow Job 1d Input
G4t Dats Selected samples folder
Warkdloves Cutput
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Help

Flesse review the SOF for addaionsl information sbout wsing the NRTDP Galavy Portsl hito,
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Advanced Search on Cuest
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Gt Data
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The Data Libraries screen displays available data libraries. Click on the desired data set
library

—77 Galaxy Shared Data Using 0 bytes

Data Libraries

Q
Advanced Search
Data library name| Data library description
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10. The next screen displays the dataset raw files. Select files to import to history by checking
their checkboxes. At the bottom of the page there is a “For selected datasets” dropdown
menu. Set the dropdown next to “Import to current history” and click “Go.”

shared Data HH Using 178.2 GIY

_PLAPS_alt_param.raw *

_PLAPS_alt_param.raw * B This Jan 7 19:

_PLAPS_alt_param_|

_FLAPS_alt_param_JEGMSL.

# PLEPS st param.rim * & Thu Jan 0GB
m_PLRPS_8t_parsm, » Ay Thu Jan LG8

- LT Thu Jan 0211 MB

- & Th Jan 0GB

- O_CLbipar_Sper_{3_freshd R Thu Jan -}

¥ | woa_co b er_f3_freshdiay R Thu Jan ST Mb

- XX Lt Thu Ja =}

¥ | LCA_CO_DLDNpar_Bper_f4_freshdilix_tPAgradientvi_10 & The Jan 18

-~ — n Thu Jan -

For eslected datasete: | Import o current history * || G

ad this dataset” from the context menu (tnangle] next to each dataset’s name.

TIP: Sewesl cormguesseon opbons ae mvslable for dovnloading multiple hbrary dsasets simwiltanesinly

11. Once the files are successfully imported this confirmation will be displayed at the top of the
page.

Data Library “2015 DeHart - MagLab:December 2015 add datasets | | Add folder || Library Actians

© 20 daasets imported into 1 histary: 2015 Dec DeHart - Maglab
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12. Click the Galaxy icon at the top of the page to return to the home page. The history has
been populated with a green box for each imported raw file.

Anslyrn Dats

Toals L Histary o am
earch tools o o

HRIDE Tools 2015 Dec Betart - Haglab

= .  bytes

Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
protecmics searches.

The NRTDP TDPortal SOPR

Check NRTDP TDPortal Global Progress

Known Issues

The NRTDP will address urgent needs in disease research by advancing technolegy and its accessibility in a range of protein
based measurements using ultra-high performance and beyond state-of-the-art in mass spectrometry-based proteomics.
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Please fesl free to amail the develspment tesm if sdditional sssistance is required: nrtdp-help@northwestern edu

Page | 7



Internal TDPortal Tutorial: SOP 03

13. Next create the dataset list. To do this, navigate to the History Panel.
a. Click on the checkbox.
b. Select the raw files that will be searched.
c. Click For all selected
d. Select Build Dataset List

Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
proteomics searches. 4_freshdil3x_1PAaradicn
1v8_1000A Sum PLEFS alf 8

Th P | o

Check NRTDP TDPortal Global Progress

Known [ssues [ 1Z:LCA_C0_DLD1Dar Sper

The NRTDP will address urgent needs in disease research by advancing technology and its accessibility in a range of protein =
based measurements using ultra-high performance and beyond state-of-the-art in mass spectrometry-based proteomics. 8 m“ﬂ” IJ'"EMIE!I
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arpo JLGHS1 v

I\;,.:._—’,/"I
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Emry Uisversily. The Galary Broie: - it Lifs Scascnd. Tio "

part by HHOAL,

Please fewl free to emad the develcament team if addtional sssistance is required; nitdi-help@northwestern. sdy
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Internal TDPortal Tutorial: SOP 03

14. A new dataset list will appear in the History Panel.
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Step 3: Running searches on TDPortal

15. Navigate to Shared Data. Click on “Published Workflows” in the drop down menu. Import
Published Standard Search Workflow 1.2.0 by clicking on the down arrow of the “Standard
Search Workflow Version 1.2.0” tab.

Published Workflows

@
Advanced Search
I Annotation owner Loty Bating Community Tags Last Undated|
Standard Search Werkflom Version 1.2.0 - inseph-greer Mar 17, 2016

16. When the workflow has successfully imported, this screen will appear.

0, Worldlow “Standard Search Warkflow Version 1,2.07 has been imparted.
You can gtact uing thes workflow or petuen to the orevious 0os.
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17. Click the “Workflow” Subheading. Click “Run” in Standard Search Workflow Version 1.2.0

dropdown.
Your workflows G Create new warkliow | | ¥ Uload o :
Nanme ® of Steps

imparted: Stand flow Version 1.001 = s

Workflows shared with you by others

e workflows hive baen shared with you,

Other options

anfigure vour workfiow meny

18. Input search parameters and click “Run Workflow.”
a. Select Dataset list.
Select Organism to be searched.
If performing quant, insert regex provided by an administrator.
Select Data file Resolution

Select Fragmentation Type.
Run Workflow.

-0 o0 T

Analyze Data

Tools

Running workflow "imported: Standard Search Workflow Version 1.2.0" Expand All || Callapse

(%]

search tools
Step 1: Input dataset collection

NRTDP Tools >
Input Dataset Collection
Get Data
22: New Dataset List
Workflows - u -

= All workflows
Step 2: Generate Workflow Job Id (version 1.0.1)

Step 3: Convert Raw Files to mzML Files (version 1.0.1)

Step 4: Standard Search on Quest (version 1.0.1)

mzML zip file
Output dataset list_output’ from step 3

Job Id
Output dataset 'out_file1' from step 2

Organism

Precursor Resolution
High Resolution (#

\ Bos taurus (Bovine) : (Taxon 510516 - July 2014) &
\ Regex (only Required for Quant Searches)

Fragmentation Type
Auto [

Action:
Email the current user from server galaxy.kelleher.narthwestern.edu when this step successfully completes.

Send results to a new histary

|
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Step 4: Monitoring Progress of TDPortal Searches

19. An email will be sent once the workflow has started containing history and job id
information as well as a link to check progress outside of Galaxy.

roat <root@localdomain.localdomai
Galaxy Workflow or lob Finished

The following datasets needed to be avalable before sending this notice;
- Generated Diokygical Proteoform Report

Please dean up unneeded dataliles, induding hidden files [select 'show hidden').

20. The search will be added to History Panel.

Tusls L Histary - A
! dard Search Workfiow Wersian 1.2.0°. The fesavwng datasets have heen added to the queus

aaeh 18 o )
MEIDF Tools 2015 Dec Detart - MagLab
F 5 uls

0 bytes ¥ee

Workdlow:

A woikRows O SAS T w S x

nout
© 25 Generaled T = o/ %
o0 Down Report

oL P Tl @ S
£

23: Generate Workl =/ x

21. Monitor Search progress by clicking on Check Progress button under mzML Zip file in the
History Panel.
5: mzML ZIP file @ R

data
format: data, database: ?

Co\Usersh\administratoripulsartfiles's
CiUserstadministratoripulsarifiles's

inputDirectoryInfo
golden.raw

Monitoring file conversion
continueloop

True

inside loop

"C:\Program Files
(wB61WInSCP\WwWinSCP.exe

= e o= > »
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22. In progress, the date of the search, and user email will be visible.

Date 2016-04-25
User alexandra.vannispen@northwestern.edu

Last Raw File Searched

23. Four percentages are displayed in search progress. The page refreshes every 30 seconds.

Search Progress

Step Percent Complete

Conver S SSSAWweSeRNN
a

Prepare b B L "'."‘“ L |
Search . [ 22% |

Percentage of search
completed per raw file.

File Percent Complete <«

Reporting d Queued

a. The Convert percent is the percentage of raw files that have been converted to
mzML.

b. The Prepare percent is the percent of mzML files that have been prepared for
search.

c. The Search percent is the percent of searching all the mzML that has completed.

d. The search percent for each mzML file is also displayed.
The Reporting percent is the percentage of the creation of the tdReport that has
completed.

f. The Search Progress also displays errors during search with a descriptive
message.

24. TDPortal will send an email immediately if a step in the workflow fails. The email will
contain history and job id information.
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raot <roo

Galaxy Workflow or Job Finished

from: ADMINEYour Galaxy. o

The following datasets needed to be avallable befose sending this notice:
- Generated Diolagical Prateotorm Repert

Please dean up unneeded dataliles, including hidden files [sehect 'show hidden').

25. An email will be sent when the search completes.

Hegply

rogt <root@localdomain.localdomair

Galaxy Workflow or Job Finished

from: &

Evour Galaxy.ong

The following datasets needed to be avallable befose sending this notice:
- Generated Diolagical Prateotorm Repert

Please dean up unneeded dataliles, including hidden files [sehect 'show hidden').

26. The History Panel items will turn green when the search fully completes.

Dute
Last Porw Fike Saarthad

Search Progress

Staps Poicast Complem

[ S e
s [ W s
Fie Pescant Conplets
THZII 121517 i et [ N Dewn W W)

Raperting [ e W
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Step 5: Generating and Viewing the Top Down Report

27. Download search results by clicking “download” button under the Generated Top Down
Report subsection in the History Panel.

155: Generated Top @& & X
Down Report

937.0 MB
format: tdReport, database: 2

1/projects/p20729/scratch/stagir

2taxon2606_reviewed.db
3
4/projects/p20729/scratch/stagir

5/projects/p20729/scratch/stagir

6/projects/p20729/scratch/stagir
3

lele c= > »

28. Open results in TDViewer (topdownviewer.northwestern.edu)

§ Galoxy6-[Generated_Top_Down_Report].tdReport - Top Down Viewer™

Q@ Setup Study Design 1% FDR v

Use this viewer to setup your experiment before data processing begins. This is a crucial step; in order to properly run a study, it must be designed.

- [m] X

xf Proteins ;
Project Factors Search Result Sets
Use these factors to organize yaur data files into logical groups. ol ten i aer e e b et

= Proteoforms N

@ Compare = Id IsActive Name
Remove 4646 BioMarker
4647 Tight Absolute Mass
4648 Find Unexpected Modifications

dll  Statistics

@ Reports

Data Files and Categorization
The files organized by factors below canstitute the abservations of your study.

File Name

goldenmzML
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