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Part 1: Transferring Project Files to TDPortal

1. Request access to TDPortal on the Resource Software page of the NRTDP website:
http://nrtdp.northwestern.edu/resource-software/

© National Resource for e X

&« C' [ nrtdp.northwestern.edu/resource-softwa

b
n

Mail - proteomics@northwestern.edu

o NATIONAL RESOURCE FOR TRANSLATIONAL
AND DEVELOPMENTAL PROTEOMICS

NRTDP Research Collaboration

Training & Dissemination Personnel Contact Us

Resource Software

As part of the dissemination goals of the national resource, we present the following software packages.

€ Prosight EEIEYY
@ Lite web search

ProSight Lite is a free Windows
application for matching a single

NRTDP Galaxy is the front end to
our search system running on high
performance computing at
Northwestern University.

candidate protein sequence and its
modifications against a set of mass
spectrometric observations.

m [— _

Other Links

Complex Search Tool: A new search engine designed for hierarchical top-down analyses. identification, and scoring of whole protein complexes

by native, tandem mass spectrometry is available on-line. An example of the type of results that can be used is available here. A description of
this tool along with several use cases was recently published and can be found here.

2. Complete the request form. The TDPortal administrator will email login information.
3. Use and SFTP application to transfer raw files to be searched. We recommend WinSCP.
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4. On WinSCP, create a New Site.
a. The File Protocol is SFTP, the Host name is portal.nrtdp.northwestern.edu, the
port number is 22. The TDPortal administrator will provide username and
password information. Click Save. Click login.

By Login - WinscP - X

d' Mew Site Session
B rtfeller@sfip.sdarchive.iu.edu File protocal:

SFTP o

Host name: Port number:
|p-:urtal.nrt-:lp.nu:urﬂ'n'n'estern.edu | | 22 = |

User name: Password:

|resear|:her | |-Ilu|lnlulllll-|| |

Save - Advanced... |v

Tools - Manage - | Lngin |"| Close Help
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5. Once logged in, % of the screen will show the local computer and % of the screen will show
the SFTP folder.

6. Create a folder that will contain all raw file(s) to be searched.

B HCD - researc kelleher, du - WinSCP =
Local Mark Files Commands Session Options Remote Help

B &5 B3 synchronize [l F | & [ Queue - - Transfer Settings Default -

[ resear kelleh du G New Session

a3 krgData -2 2% HCD -E2FE D & G FindFiles | T

£ (& i} [ Download [ ¥ A L Properties |EF [ S [H] -] &

X:\Projects\2015 Greer - Testing\TDS\Samples L D

Name  Bxt X Size Type Changed Name  Ext

. Parentdirectory  4/15/2016 145:57PM| | & ..

(£ 20160130_hds056_ApoAl_other_standard_... 43,448KiB  Xcalibur Raw File 2/7/2016 5:06:17 AM Sompies!

2016011_Ifs732_TestHiHi_standard_11.raw 33,111 KB Xcalibur Raw File 1/12/2016 4:02:52 AM|

< >« >

0B of 96,559 KiB in 0 of 2 0Bof0Bin0of1

& sFPs 0:00:36

7. Log into TDPortal at: http://portal.nrtdp.northwestern.edu. The TDPortal administrator will

provide username and password information.

Authentication Required *

http://galaxy kelleher.northwestern.edu requires a

username and password.

Your connection to this site is not private.

User Mame: | alexandravannispen@northwester

aazaaaaa|

Password:

Log In Cancel
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Part 2: TDPortal Page Orientation

8. Get oriented to the page.

Analyze Data D HH Using 178.2 ¢8|

Tools i
W i oo o Six subheadings R
NRTDP Tools Unnamed history t
Get Data 0 bytes “ %y
Workflows

load your own data or get datal

@ This history is empty. You can |
from an external source

= All workflows

Tools
Panel

History
Panel

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

The NRTDP TDPortal SOP®

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.

NATIONAL RESOURCE FOR TRANSLATIONAL Northwestern
O AND DEVELOPMENTAL PROTEOMICS Proteomics N U IT

UNIVERSITY
Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy team is a part of BX at Penn State, and the Biology and Mathematics and Computer Science
departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emory
University.

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

a. There are six subheadings that link to different pages.

b. 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 3: Preparing Raw files for the TDPortal Search

9. 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 Analyze Data

Using 178.2 GB
Tools &

search tools [x)

NRTDP Tools
Get Data

Workflows

= All workflows

Share or Publish

Extract Workflow

Dataset Security

Resume Paused Jobs
Collapse Expanded Datasets
Unhide Hidden Datasets

Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down ::Lf:eg:‘:i:rfmms

proteomics searches. o e
Export to File

The NRTDP TDPortal SOPR Delete

Check NRTDP TDPortal Global Progress

Import from File

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 TRANSLATIONAL Northwestern
O AND DEVELOPMENTAL PROTEOMICS Proteomics N U I T

NORTHWESTERN
UNIVERSITY

Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy team is a part of BX at Penn State, and the Biology and Mathematics and Computer Science
departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emory
University.

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

10. Rename the new history by clicking on “Unnamed History.”

Analyze Data

search tools [x)

NRTDP Tools
Get Data

Workflows
= Al workflows

All | None

For all selected...

load your own data or get data

© his history is empty. You can
from an external source

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

The NRTDP TDPortal SOPm

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.

NORTHWESTERN

NATIONAL RESOURCE FOR TRANSLATIONAL Northwestern
O AND DEVELOPMENTAL PROTEOMICS Proteomics NU lT
UNIVERSITY

Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy team is a part of BX at Penn State, and the Bioloy and Mathematics and Computer Science
departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emor:

University.

Please feel free to email the development team if additional assistance is required: nrtdp-help@northwestern.edu
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11. Go to Tools Panel and click on “NRTDP Tools.” A menu containing all the available NRTDP
tools will appear.

Analyze Data

Using 178.2 GB

Tools ES History cud
search tools [) ()

2015 Dec DeHart - MagLab
0 bytes % ®

Workflows

All | None For all sele:

= All workflows

load vour own data or get data

© This history is empty. You can
from an external source

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

The NRTDP TDPortal SOPR

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.

NATIONAL RESOURGE FOR TRANSLATIONAL Northwestern
O AND DEVELOPMENTAL PROTEOMICS Proteomics N U I T

Horthwestern University Information Technology

UNIVERSITY
Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy team is a part of BX at Penn State, and the Biology and Mathematics and Computer Science

departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emory
University.

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

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

Analyze Data

Tools L History [ - Ju)

()

search tools Q

NRTDP Tools

2015 Dec DeHart - MagLab
0 bytes Yo e

Create Linked Library Create
Linked Library

Raw Files to mzML Files
Convert dataset collection of raw
files into mzML zip file

All | None For all selected...

© This history is empty. You can
load your own data or get data
from an external source

Standard Search on Quest
Search mzML zip file on Quest

Advanced Search on Quest
Search mzhL zip file on Quest

Generate Workflow Job 1d
Generate Workflow Job Id

Get Data

Welcome to the National Resource for Translational and Developmental Proteomics (NRTDP) TDPortal for performing Top Down
Workflows proteomics searches.
= All workflows

The NRTDP TDPortal SOPR

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.

NATIONAL RESOURCE FOR TRANSLATIONAL rthwestern
AND DEVELOPMENTAL PROTEOMICS Proteom

NUIT

Hortiwestern University Information Technology NORTHWESTERN
UNIVERSITY

Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy team is a part of BX at Penn State, and the Biology and Mathematics and Computer Science

departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emory
University.

Please feel free to email the development team if additional assistance is required: nrtdp-help@northwestern.edu
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External TDPortal

- Galaxy

Tools

search tools o

NRTDP Tools

Create Linked Library Create
Linked Library

Convert Raw Files to mzML Files
Convert dataset collection of raw
files into mzML zip file

Standard Search on Quest
Search mzHL zip file on Quest

Advanced Search on Quest
Search mzML zip file on Quest

Generste Workflow Job Id
Generate Workflow Jab Id

Get Data

Workflows

= All workflows

Tutorial: SOP 04

13. Select the dataset that will be searched. Click “Execute.”

Analyze Data f are

 Options

# Create Linked Library Create Linked Library (Galaxy Tool Version 1.0.1)

Project

2015 DeHart - MaglLab

Available projects

Dataset

December 2015
Available datasets for selected project.

What it does

Creates alibrary from all the raw files in the user selected folder.

Input

Selected samples folder

Output

Linked library

Help

rthwestern. edu/static/ Galaxy

Please review the SOP for additional information about using the NRTDP Galaxy Portal http://qalaxy-d uick Start Guide 20160224 v3 jba.pdf

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

Shared Data-

Analyze Data

Using 178.2 GB

History com
()

2015 Dec De Hart - MaglLab

0 bytes =% e

1 This history is empty. You can
load vour own data or get data
From an external source

14. Click on the “Shared Data” subheading and “Data Libraries” view available linked library.

Using 178.2 GB

Tools L
search tools [x)
NRTDP Tools

Create Linked Library Create
Linked Library

Convert Raw Files to mzML Files
Convert dataset collection of raw
files into mzML zip file

Standard Search on Quest
Search mzML zip file on Quest

Advanced Search on Quest
Search mzML zip file on Quest

Generate Workflow Job 1d
Generate Workflow Job 1d

Get Data

Workflows

= Al workflows

library

Data Libraries
0 1 job has been successfully added to the gueue - resulting in the following, o acias B

1: Linked Library
Published Histaries
You can check the status of queued jobs and view the resulting data by refre  Published Workflows the job hes been run the stetus will change from 'running! ta ‘finished if
completed successfully or "error’ if problems were encountered. oublished Visuslizations

Published Pages

Shared Data -

o - il
[}

History

2015 Dec DeHart - MagLab

1 shown

0 bytes & %/»
1: Linked Library ®|#

15. The Data Libraries screen displays available data libraries. Click on the desired data set

Data Libraries

Advanced Search

Data library name|

Data library description

2015 DeHart - Maglab: December 2015

Page | 8



External TDPortal Tutorial: SOP 04

16. 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.”

17.

Data Library 2015 DeHart - MagLab:December 2015"

< Name

¥ | LCA_CD_DLD1par_10per_f1_freshdil3X_IPAgradientvd_1000A_Sum_PLRPS_alt_param.raw ~

| LCA_CD_DLD1par_10per_f2_freshdil3X_IPAgradientvd_1000A_Sum_PLRPS_alt_param.raw ~

| LCA_CD_DLD1par_10per_f3_freshdil3X_IPAgradientvd_1000A_Sum_PLRPS_alt_param.raw ~

¥ | Lca_CD_DLD1par_10per_fd_freshdil3X_1PAgradientvs_1000A_Sum_PLRPS_alt_param.raw «

¥ | LcA_CD_DLD1par_10per_fS_freshdilSX_1PAgradientvs_1000A_Sum_PLRPS_alt_param.raw ~

% | LcA_CD_DLD1par_10per_f6_freshdilSX_1PAgradientvs_1000A_Sum_PLRPS_alt_param.raw «

| LcA_CD_DLD1par_10per_f7_freshdilSX_IPAgradientvs_1000A_Sum_PLRPS_alt_param.raw ~

| Lca_CD_DLD1par_10per_f8_freshdilSX_IPAgradientvs_1000A_Sum_PLRPS_alt_param.raw ~

| Lca_cD_DLD1par_8per_f1_freshdil10X_IPAgradientvs_1000A_Sum_PLRPS_alt_param.raw ~

¥ | Lca_cD_DLD1par_Bper_f1_freshdil10X_IPAgradientvs_1000A_Sum_PLRPS_alt_param_025q.raw ~

¥ | Lca_cD_DLD1par_Bper_f1_freshdil10X_IPAgradientvs_1000A_Sum_PLRPS_alt_param_3EGMS1.raw ~

¥ | Lca_cD_DLD1par_Bper_f2_freshdil3X_IPAgradientvd_1000A_8um_PLRPS_alt_param.raw =

@ | Lca_cD_DLD1par_8per_f2_freshdil3X_IPAgradientvd_1000A_8um_PLRPS_alt_param_025q.raw ~

@ | Lca_cD_DLD1par_8per_f2_freshdil3X_IPAgradientvd_1000A_Bum_PLRPS_alt_param_3EGMS1.raw ~

@ | Lca_cD_DLD1par_8per_f3_freshdil3X_IPAgradientvd_1000A_Bum_PLRPS_alt_param.raw =

| Lca_cD_DLD1par_8per_f3_freshdil3x_IPAgradientva_1000A_8um_PLRPS_alt_param_025q.raw ~

| Lca_cD_DLD1par_8per_f3_freshdil3X_IPAgradientva_1000A_8um_PLRPS_alt_param_3EGMS1_attempt3.raw =

| Lca_CD_DLD1par_8per_fa_freshdil3x_IPAgradientva_1000A_8um_PLRPS_alt_param.raw =

| Lca_cD_pLD1par_8per_f4_freshdilax_IPAgradientva_1000A_8um_PLRPS_alt_param_025q.raw ~

iz

For selected datasets: | Import to current histery ¥ | Go

PLRPS_alt_param_3EGMS1.raw ~

ownload this dataset’ from the context menu (triangle) next to each dataset's name.

© TIP: Several compression options are available for downloading multiple library datasets simultaneously:

Message

Data type

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

RAW

Date uploaded

Thu Jan 7 18:10:

Thu Jan 7 18

Thu Jan 7 18:10

Thu Jan 7 18

Thu Jan 7 18:10

Thu Jan 7 18

Thu Jan 7 18:

Thu Jan 7 18:10

Thu Jan 7 18:

Thu Jan 7 18:

Thu Jan 7 18:10

Thu Jan 7 18:

Thu Jan 7 18:

0

Thu Jan 7 18:

Thu Jan 7 18:

Thu Jan 7 18:

0

Thu Jan 7 18:

Thu Jan 7 18:

Thu Jan 7 18:

0

Thu Jan 7 18:

0:40 2016 (UTC)

0:35 2016 (UTC)

0:37 2016 (UTC)
0:40 2016 (UTC)
0:34 2016 (UTC)
0:33 2016 (UTC)

0:33 2016 (UTC)

0:42 2016 (UTC)
0:38 2016 (UTC)
0:42 2016 (UTC)
0:37 2016 (UTC)

0:36 2016 (UTC)

Add datasets

38 2016 (UTC)

:39 2016 (UTC)

:39 2016 (UTC)

141 2016 (UTC)

140 2016 (UTC)

136 2016 (UTC)

134 2016 (UTC)

142 2016 (UTC)

Add folder Library Actions

585.8 MB

577.3 MB

657.0 MB

753.7 MB

853.1 MB

984.8 MB

958.2 MB

L16GB

760.4 MB

795.0 MB

730.3 MB

1.0 GB

L16GB

1021.1 MB

1.0 GB

L16GB

997.9 MB

L16GB

L16GB

L16GB

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 Actions

‘ © 20 datasets imported into 1 history: 2015 Dec DeHart - Maglab
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€ NRTDP

18. 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.

Analyze Data

Tools

search tools

NRTDP Tools
Get Data

Workflows

= All workflows

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

The NRTDP TDPortal SOPR

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.

NORTHWESTERN

NATIONAL RESOURGE FOR TRANSLATIONAL Northwestern
O AND DEVELOPMENTAL PROTEOMICS Proteomics N U I T
UNIVERSITY

Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy team is a part of BX at Penn State, and the Bioloqy and Mathematics and Computer Science
departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emory

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

History cold
©

2015 Dec DeHart - MagLab

~Z% e

21:1CA CD DIDIp ® & x|
or_Bper f4 freshdi |
13X_IPAgradientvd 1000A 8u |
'm_PLRPS alt param 3E6MS1.
raw

20:1CA CD DLD1p @ & x

ar 8per f4 freshdi

I3X_1I radient 000A 8u
m PLRPS alt param 025q.ra

w

19:1CA CD DLDIp @ & X |
ar_8per f4 freshdi
13X i 1000A 8u |

| m_PLRPS alt param.raw

18:1CA CD DLDIp ® & X
ar 8per f3 freshdi
1000A 8u |

13X 11 i
m _PLRPS alt param 3E6MS1
|_attempt3.raw

f17:1LCA CD DLDIp ® ¢ X

1000A 8u |

13X 11 i
m_PLRPS alt param 025q.ra
w

16:LCA CD DIDIp ® & X
ar 8per f3 freshdi

| 13X_1PAgradientv9 1000A 8u
m PLRPS alt param.raw

15:1CA CD DIDIp @ & X
ar 8per f2 freshdi
I3X_IPAgradientv9 1000A 8u
| m _PLRPS alt param 3E6MS1.
raw

14:LCA CD DLD1p @ & X
ar 8per f2 freshdi

dientv9 1000A

X_Ii
m _PLRPS alt param 025q.ra
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19. Next create the dataset list. To do this, navigate to the History Panel.

a.

Click on the checkbox.

Select the raw files that will be searched.
Click For all selected

Select Build Dataset List

Analyze Data

€ NRTDP

Using 178.2 GB

Tools

search tools

NRTDP Tools
Get Data

Workflows
= All workflows

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

The NRTDP TDPortal SOPR

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.

NUIT

orthwestern
Proteomics

Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy team is a part of BX at Penn State, and the Biology and Mathematics and Computer Science
departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emory
University.

NATIONAL RESOURCE FOR TRANSLATIONAL
AND DEVELOPMENTAL PROTEOMICS

NORTHWESTERN

UNIVERSITY

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

c#
(%)
2015 Dec DeHart - MagLab

History

hovin

0 bytes

All | None |[ Forallselected...

Hide datasets

Build Dataset List I

ar  Build List of Dataset Pairs

(¥ 19:LCA CD DLD1par Sper

fa_freshdil3X IPAgradien
tv9 1000A S8um PLRPS alt p
aram.raw

() 18:LCA CD DLD1par Sper

3 freshdil3X IPAgradien
tvo 1000A Sum PLRPS alt p
aram 3EGMS1 attempt3.raw

17:LCA CD DLD1par Sper
_f3 freshdil3X IPAgradien
tv9 1000A 8um PLRPS alt p
aram 025qg.raw

(0 16:1CA CD DLD1par 8per

£3_freshdil3X_IPAgradien
tv9 1000A Bum PLRPS alt p
aram.raw

D 15:LCA CD DLD1par 8per

f2 freshdil3X IPAgradien
tv9 1000A S8um PLRPS alt p
aram 3E6MS1.raw

() 14:LCA CD DLD1par Sper

2_freshdil3X IPAgradien
tvo 1000A Sum PLRPS alt p
aram 025g.raw

D 13: LCA CD DLD1par Sper

f2 freshdil3X IPAgradien
tv9 1000A Sum PLRPS alt p
aram.raw
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20. A new dataset list will appear in the History Panel.

Analyze Data

Tools

search tools [x)

NRTDP Tools
Get Data

Workflows

= All workflows

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

Iproteomics searches.

The NRTDP TDPortal SOPR

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.

Northwestern
Proteomics

NUIT

NATIONAL RESOURCE FOR TRANSLATIONAL
AND DEVELOPMENTAL PROTEOMICS

UNIVERSITY
Galaxy is an open, web-based platform for data intensive biomedical research. The Galaxy tesm is a part of BX at Penn State, and the Bioloay and Mathematics and Computer Science

departments at Emory University. The Galaxy Project is supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The Institute for CyberScience at Penn State, and Emory
University.

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

Step 4: Running searches on TDPortal

History c&d

©

2015 Dec DeHart - MagLab

% ®

0 bytes

(¥ 21:LCA CD DLD1par 8Sper

f4_freshdil3X IPAgradien
tv9 1000A Sum PLRPS alt p
aram 3E6MS1.raw

¥ 20:LCA CD DLD1par Sper
f4_freshdil3X IPAgradien

aram 025q.raw

¥ 19:LCA CD DLD1par Sper

f4_freshdil3X_IPAgradien
tv9 1000A Sum PLRPS alt p
aram.raw

(0 18:1CA CD DLD1par 8Sper
3 _freshdil3X_IPAgradien
tv9 1000A Bum PLRPS alt p
aram 3E6MS1 _attempt3.raw
(0 17:LCA CD DLD1par 8per
3 freshdil3X_IPAgradien

aram 025q.raw

() 16:LCA CD DLD1par Sper

£3 freshdil3X_IPAgradien
tv9 1000A Sum PLRPS alt p
aram.raw

() 15:LCA CD DLD1par Sper

2 freshdil3X_IPAgradien
tv9 1000A Sum PLRPS alt p
aram 3E6MS1.raw

() 14:LCA CD DLD1par 8per
£2_freshdil3X_IPAgradien

tv9 1000A Sum PLRPS alt p

aram_025q.raw

(0 13:1CA CD DLD1par 8per

2 _freshdil3X_IPAgradien
tvo 1000A SBum PLRPS alt p
aram.raw

21. 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.

-_ Galaxy
Published Workflows

Shared Data

Advanced Search

me Annotation Owner Community Ratin Community Tags
Standard Search Workflow Version 1.2.0 | + joseph-greer

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

Using 178.2 GB

Last Updated |

May 17, 2016

Using 178.2 GB

You can start using this workflow or return to the previous page.

‘ o Workflow "Standard Search Workflow Version 1.2.0" has been imported.
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23. Click the “Workflow” Subheading. Click “Run” in Standard Search Workflow Version 1.2.0
dropdown.

Workflow ar sualization~  Help~  User~ Using 178.2 GB

Your workflows O Create new workflow || 4 Upload er import warkflow

Name # of Steps

imported: Standard Search Workflow Version 1.2.0 = 4

imperted: Standard Search Workflow | 4
l Run
imported: Standard Search Workflow are or PuBlish 5

Download or Export

imported: Standard Search Workflow 5
1 Copy

imported: Standard Search Workflow \f ~Rename 5
View

imported: Standard Search Workflow V| pejete 5

imported: Standard Search Workflow Version 1.0.2 = H

imported: Standard Search Warkflow Version 1.0.2 = 5

imported: Old Standard Search Workflow Version 1.0.1 ~ H

imported: 0ld Standard Search Workflow Version 1.0.1 ~ 5

imported: Standard Search Warkflow Version 1.0.1 ~ 5

Workflows shared with you by others

No workflows have been shared with you.

Other options

Configure your workflow menu

24. Input search parameters and click “Run Workflow.”
a. Select Dataset list.
b. Select Organism to be searched.
c. If performing quant, insert regex provided by an administrator.
d. Select Data file Resolution
e. Select Fragmentation Type.
£

Run Workflow.

Analyze Data
1+
Tool: . -
e Running workflow "imported: Standard Search Workflow Version 1.2.0" Expand Al | Collapse
search tools [x]
Step 1: Input dataset collection
NRTDP Tools
Input Dataset Collection
Get Data
22: Mew Dataset List M
Workflows ! ’ L

T T
= Al 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
Bos taurus (Bovine) : (Taxon 510516 - July 2014) &

Precursor Resolution
High Resolution (#

st 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 5: Monitoring Progress of TDPortal Searches

25. 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.

root <root@localdomain.localdomain>
Galaxy Workflow or Job Finished

To M Joseph Brent Greer

from: ADMIN@Your.Galaxy.org

The following datasets needed to be available before sending this notice:
- Generated Biological Proteoform Report

Please clean up unneeded datafiles, including hidden files (select 'show hidden).

26. The search will be added to History Panel.

Analyze Data

Using 178.2 GB

Tl L History cam

search tools [) (<)
NRTDP Tools 2015 Dec DeHart - MaglLab
Get Dats 26 shown

0 bytes =% ®

Workflows : ated Top Down Report
= All workfloy . : O a

All workflows 26: Quant SAS Input © 26: QuantSAST @ & X

nput

© 25: I @4 x
op Down Report

329 mzMLZIP fil @ & %
e

23: Generate Workf @ 4" x
low Job Id

22: New Dataset List x

2 list of datasets.

27. Monitor Search progress by clicking on Check Progress button under mzML Zip file in the
History Panel.
5: mzML ZIP file & F K

data
format: data, database: ?

Co\Usersh\administratoripulsartfiles's
CoUserstadministratoripulsarifiles's

inputDirectoryInfo
golden.raw

Maonitoring file conversion
continueloop

True

inside loop

"C:\Program Files
(B61WInSCP\WinSCP.exe

= e o= > »
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28. 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

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

Search Progress

Step Percent Complete

Conver ASSS S S S S S SN

Prepare b [ w0
Search
earc . [ 22% |

Percentage of search

. leted file.
File Percent Complete < COMPIEEea pe RaivEte

<«

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.

30. 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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<2 Reply IE2 Reply All €} Forward G5 IM

Tue 805 PM

root <root@localdomain.localdomain>
Galaxy Workflow or Job Finished

To M Joseph Brent Greer

from: ADMIN@Your.Galaxy.org

The following datasets needed to be available before sending this notice:
- Generated Biological Proteoform Report

Please clean up unneeded datafiles, including hidden files (select 'show hidden).

31. An email will be sent when the search completes.
2 Reply 1£2 Reply All (3 Forward G5 IM

root <root@localdomain.localdomains>
Galaxy Workflow or Job Finished

To M Joseph Brent Greer

from: ADMIN@Your.Galaxy.org

The following datasets needed to be available before sending this notice:
- Generated Biological Prateoform Report

Please clean up unneeded datafiles, including hidden files (select show hidden’).

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

Search Progress

Simp

Prepare AR
— (S W e N

File Percent Complete

[ et W W)

AR T NN
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Step 6: Generating and Viewing the Top Down Report

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

155: Generated Top @& & X
Down Report

0937.0 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= > »

34. 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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