PEPPeR GenePattern Quick Start Guide

This guide assumes a basic understanding of GenePattern and familiarity with loading
new modules.

For more information about GenePattern please see the documentation:
http://www.broad.mit.edu/cancer/software/genepattern/

Requirements

PEPPeR is designed to leverage multiple processors in a cluster environment. It will
function on a single processor desktop computer but the computation time will increase
substantially depending on the number of experiments analyzed.

Example

This guide will quickly walk through using LandmarkMatching and PeakMatching using
the provided example file. Please download the PepperExample.zip file and extract it
to a known location.
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LandmarkMatching Step 1: Select the task

©) run LandmarkMatching - Mozilla Firefox = Inlil
File Edt View Go Bookmarks Tools Help

@580 Q] J o

Google ~ | ~| ‘|> G search v g FageRank ABC ceck + »
=
" GenePattern
pipeline
Landmarkatching
LandmarkMatching version Documentation: accurate_masses.bd

accurate_masses_Sh.bd PREFIT _COEF_25PPM.txt

peakList filename: * | Browse...
Zip file containing peak lists

retentionTime filename: * | Browse...
Zip file containing retention time (in this case from mapgquant)

1.

samplelnfo filename: ™ | Browse... |
CSV file with header: experiment, sample, class
globallD filename: ™ | Browse... |
Glohal list of identified peptides b
accuratemMass filename: | Browse... |
OPTIONAL: Specify the accurate mass table
_Browse... |

prefitCoeffilename: | Browse...
OPTIONAL: Specify the prefit coefficients in a file

Bootstrap: * INo .[ Use hootstrapping to calculate landmark match statistics

un | reset I help |

v

Done @ Open Motebook ~ ~

+ Select the LandmarkMatching task

» The bold options are required inputs
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LandmarkMatching Step 2: Fill out the form

©) run LandmarkMatching - Mozilla Firefox ol x|

File Edit View Go Bookmarks Tools Help

@'@'@ @I ;I@Go
Google -~ | ~| ‘|’ G search ~ G FageRank ABC ek + »

" GenePattern

pipeline

Landmarkatching

LandmarkMatching version Documentation: accurate masses bt
accurate_masses_Sh.bd PREFIT _COEF_25PPM.txt

peakList filename: * IC:'\PepperExample'xpeakData.zip Browse...
Zip file containing peak lists

1.

retentionTime filename: ™ IC:'\PepperExample"srtData.zip Browse...
Zip file containing retention time (in this case from mapgquant)

samplelnfo filename: * |C:"-.PepperE wampletsmallS ample.csy Browse... I
CSV file with header: experiment, sample, class
globallD filename: * |C:\PepperE wampletwvarmizGloballD. txt Browse... I
Global list of identified peptides b
accuratemMass filename: | Browse... |
OPTIONAL: Specify the accurate mass table
prefitCoef filename: | Browse... |

OPTIONAL: Specify the prefit coefficients in a file
Bootstrap: * | Mo .[ Use hootstrapping to calculate landmark match statistics

Can D) et | _help |
hd

| Done @ Open Motebook ~ ~

» Select the proper file for each option. The files are
contained in the PepperExample.zip file.

* Note: there are two samplelnfo files — small and large. The
small file will process 2 experiments while the large sample
will take longer and process 10 experiments.

 After filling out the form select run.
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LandmarkMatching Step 3: Processing...

) Running Task - Mozilla Firefox ol x|

File Edit View Go Bookmarks Tools Help {:’
@ -0 N <] ©
G°°81¢ v I j ‘|> IG, Search v @ @ ‘5 Check ~ »

. GenePattern T

pipeline

task I Filter by Suite

stop... I

email notification to: |

Running LandmarkMatching as job # 164 on Wed Oct 18 15:03:59 EDT 2006

LandmarkMatching ( peakList filename = peakData.zip , retentionTime filename = Data.zip ,
samplelnfo filename = smallSample.csv, globallD filename = varmixGloballD.td , accurateMass
filename =, prefitCoeffilename =, Bootstrap = No )

| Transferring data from cp995-9dS.broad. mit.edu. .. I__ @ Open Motebook ~ ~

» After pressing run GenePattern will begin to process the
data. For the small sample experiment (2 experiments) it
will typically take about 10 minutes to finish.

* The more experiments the longer the computational time
required to process the data.
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LandmarkMatching Step 4: Results and output

©) Running Task - Mozilla Firefox - ol x|
File Edit Vew Go Bookmarks Tools Help
@ - -5 00| - O
Google ~ I j <|' G search ~ G FageRank ABC rpeck + »
=
s elvfusaro@hroad.mit.edu
" GenePattern
pipeine foeach |
task I Filter by Suite i
stop... I
email notification to: |
Running Landmarkhatching as job # 164 onWed Oct 18 15:03:59 EDT 2006
LandmarkMatching ( peakList filename = peakData.zip , retentionTime filename = HData.zip ,
samplelnfo filename = smallSample.csv, globallD filename = varmixGlohallD.td ,
accurateMass filename =, prefitCoef filename = , Bootstrap = Na )
M MATCH_DATA
WM PEAK_LIST
M RT_DATA
M match_gue.pl
W DUMP_from_mass_calibrator bt ) . .
The main output is a zipped
B LMOutoutzio @ dlr_ectory of all the prgcess_ed files.
—=EEE This can be used as input into the
PeakMatch module.
W stdoutbd
It is a good idea to check the error
M stderrtt @ log to make sure that everything
was processed correctly.
v gp_task_execution_log.bd i
download selected results | checkall uncheck all
delete selected results | ﬂ
|Done @ Open Motebook ~ ~
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PeakMatch Step 1: Select the task

©) run PeakMatch - Mozilla Firefox - ol x|
File Edit View Go Bookmarks Tools Help
@ -5 00| =] 0w
Google ~ I j 4|' G| search ~ G FageRank ABC rpeck + i Autolink »
=
" GenePattern
pipeline
PeakMatch I Filter by Suite
PeakMatch version
peakList filename: * | Browse... |
Zip file containing peak lists
samplelnfo filename: * | Browse... |
C8V file with header: experiment, sample, class
LandmarkMatchOutput filename: | Browse... |
Zip file containing the output from landmark matching.
MZtolerance: | miz tolerance (ppm). Used if landmark match
outputis not supplied. Defaults to 10 ppm.
RTtolerance: | retention time tolerance (min). Used if
landmark match is not supplied. Defaults to 2
min.
outputName: ™ |PeakMatchOutput File name prefix for the output files
numherProcesses: | Number of processess when running in
parallel. Defaults to 1 {(sequential).
fun | reset I help | =
Done @ Open Motebook ~ ~

» Select the PeakMatch task

» The bold options are required inputs
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PeakMatch Step 2: Fill out the form

¥ run PeakMatch - Mozilla Firefox =JE|.I£I

File Edit View Go Bookmarks Tools Help

@'Q'@@I | ~| © 6o

Google - I j ‘|> G| search ~ G FageRank ABC rpeck + i Autolink »

": GenePattern

pipeline
PeakMatch

PeakMatch version

peakList filename: * IC: \PepperE xample\peakData.zip Browse... |
Zip file containing peak lists

samplelnfo filename: * |C:'\F’epperExample'xsmallSample.csv Browse... |
C8V file with header: experiment, sample, class
LandmarkMatchOutput filename: |C:\PepperE xample\DutputiLandmarkMatch\LMOutput.zip Browse... |
Zip file containing the output from landmark matching.

MZtolerance: | miz tolerance (ppm). Used if landmark match
output is not supplied. Defaults to 10 ppm.

RT tolerance: | retention time tolerance {min). Used if
landmark match is not supplied. Defaults to 2
min.

outputName: ™ IPeakMatchOu[pu[ File name prefix for the output files

numherProcesses: | Number of processess when running in
parallel. Defaults to 1 {(sequential).

un ) reset I help | Ll
Done @ Open Motebook ~ ~

» Select the proper file for each option. The files are
contained in the PepperExample.zip file.

* Note: PeakMatch is designed to run independently from
LandmarkMatching and does not require the
LandmarkMatching output. Ifitis included MZ and RT
tolerances will automatically be calculated from the data.

 After filling out the form select run.
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PeakMatch Step 3: Processing...

_io/x]
File Edit VYew Go Bookmarks Tools Help ’::o
@ D50 0| ] 0w
Google ~ I j 4|' G| search ~ G FageRank ABC rpeck + i Autolink »

": GenePattern

pipeline
task

stop... I

email notification to: |

Running Peakhatch as job # 165 onWed Oct 18 15:24:27 EDT 2006

PeakMatch ( peakListfilename = peakData.zip , samplelnfo filename = smallSample.csv,
LandmarkMatchOutput filename = LMOutput zip , MZ tolerance = | RT tolerance =, outputName =
PeakMatchOutput , numberProcesses =)

Transferring data from cp995-9dS.broad. mit.edu. .. | I @ Open Motebook ~ ~

» After pressing run GenePattern will begin to process the
data. For the small sample experiment (2 experiments) it
will typically take about 10 minutes to finish.

* The more experiments the longer the computational time
required to process the data.
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PeakMatch Step 4: Results and output

©) Running Task - Mozilla Firefox - ol x|

File Edit View Go Bookmarks Tools Help

@D B80Q T 0w

Google ~ | ~| 4|' G| search ~ G FageRank ABC rpeck + i Autolink »

": GenePattern

pipeline
task

stop... I

email notification to: |

Running Peakhatch as job # 165 on'Wed Oct 18 15:24:27 EDT 2006

PeakMatch ( peakListfilename = peakData.zip , samplelnfo filename = smallSample.csy,
LandmarkMatchOutput filename = LMOutput zip , MZ tolerance =, RT tolerance = | outputName =
PeakMatchOutput , numherProcesses =)

M PEAK LIST

M run-peak-match.r . _ .
The main output is a gct file that

can be used in other GenePattern
modules for further analysis.

2 PeakMatchOQutput-matched.gct @

V' MATCH_DATA _ o
The corresponding class file is

also output. This corresponds to
the information that was listed in
the samplelnfo file.

V' peakmatchOutput-matched.cls @

v run-peak-match.r.Rout

It is a good idea to check the error
M stdouttd @ log to make sure that everything
was processed correctly.
M gp_task_execution_log.bd e

download selected results | checkall uncheckall

delete selected results | J
v

Done @ Open Motebook ~ ~
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Troubleshooting

* For more information about each module please see the PDF
documentation included with each module. The documentation
will describe the necessary file formats.

» We are currently only supporting LSF clusters. If there is
interest in getting PEPPeR to work with a different cluster we
can help you modify the code.
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