DeconTools Autoprocessor &
DeconConsole.exe

This document contains information on:
» DeconTools_Autoprocessor

» DeconConsole.exe

» The DeconTools parameter file.

Contact:
Gordon Slysz
gordon.slysz@pnl.gov

o

Pacific Northwest
NATIONAL LABORATORY

Proudly Operated by Battelle Since 1965



DeconTools Autoprocessor &
DeconConsole.exe

» DeconTools_Autoprocessor:
m User interface
m Supports batch processing of files
» DeconConsole.exe
m Console-based automated processing

DeconTools AutoProcessor_v1.0.4062

sssss

Overall file processing progress:

Frame: Heatures (cument scan)

Scan: Total features:

Optional output path deave empty for default)

Processing Status:

m Useful for insertion into multi-step, multi-application

workflows
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DeconTools Autoprocessor

» For automated MS Feature finding (deconvolution)

DeconTools AutoProcessor_v1.0.4062 @
Setup Wizard
AutoProcess Abort
Status
File:
Chverall file processing progress:
|  Frame: Heatures (cument scan)
I Scan: Total features: Processing Status:
Options Cluit
Optional output path Jeave empty for default)
|

1. Click ‘Setup Wizard’

"
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DeconTools Autoprocessor: selecting the
target MS datafile

Enter folder path:

|\\protoapps\UserData\SIysz\DeconTools_TestFiles | E/'"
Extension Fiter: [~ || wr || uwF | Raw || Do | [ -] Done
Files available: MNote... you can dragédrop from Bxplorer

“Wprotoapps'\UserData*Slysz\Decon Tools_TestFiles'35min_QC_Shew_Formic_4T_1.8_500_20_30ms_fr1550 .

“protoapps'UserData"Shysz Decon Tools_TestFiles'3_c_elegans_eqd yafms
“protoapps'\UserData"Slysz\DeconTools_TestFiles'3_c_elegans_eqd_isos cav 2
\\protoapps'UserData\Siysz\DeconTools_TestFies\LTQ_Orb_SN2_PeakBROpt7S_PeptidsBR1_Thrash sl th at CcCO ntal ns th e targ et
“protoapps'\UserData'Slysz' \Decon Tools_TestFiles L TG _Ob_SN2Z_PeakBR1pt3_PeptideBR1_PeaksOnly xn

“\protoapps*UserData"Shysz Decon Tools_TestFiles' L TQ_Orb_SMNZ_PeakBR1pt3_PeptideBR1_RAPID xml

“\protoapps'UserData"Shysz Decon Tools_TestFiles'35min_QC_Shew_Formic_4T_1.8_500_20_30ms_fr1950 — . ¢ N y
\\protoapps'\UserData\Slysz\Decon Tools_TestFiles'35min_QC_Shew_Fommic_4T_1.8_500_20_30ms_fr1950, _ 1 ( ; | IC k S et VV 1Za rd
“\protoapps*UserData"Shysz Decon Tools_TestFiles35min_QC_Shew_Fomic_4T_1.8_500_20_30ms_fr1550 | = . u p
“hprotoappsUserData"Shysz Decon Tools_TestFiles'3_c_elegans_eqd_log bt
“\protoapps'UserData"Shysz Decon Tools_TestFiles'3_c_elegans_eqd_scans csv
\\protoapps’UserData'Slysz\Decon Tools_TestFiles\LTQ_Orb_SNZ_PeakER1pt3_PeptideBR1_Thrashaml  ~ M S d ataﬁ I e

| ]

“Wprotoapps'\UserData*Slysz \Decon Tools_TestFiles'35min_QC_Shew_Formic_4T_1.8_500_20_30ms_fr1550
“protoapps'\UserData"Slysz" \Decon Tools_TestFilesBrukerSolarix_12Ttest_000003_scand_XYData td
“protoapps'\UserData'Slysz'\Decon Tools_TestFiles"QC_Shew_08_04pt5-2_11Jan09_Sphirec_08-11-18.RAW
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DeconTools Autoprocessor: selecting the
target MS datafile

Click ‘Setup Wizard’

WaardyD ataheaia agilentD WG5S 080708-003.4
i ilentD3T_Mormal_2007_02_15.=ml

entDYES080708-003_izos. cav . N aV| g ate tO th e fo | d e r

3_agilentD%WES080708-003_log. bt
GAGordyData \Z _agilentDG5080708-003_scans CEv

that contains the target
MS datafile.

Select the file/folder
and click ‘Done’

—

rdhD atalLaia_agilen
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DeconTools Autoprocessor: selecting the
parameter file

Step 2t Select Parameter File @
N
| . v Computer » LaCie (G » Gord » Data » Zaia_agilentD » - |+ Search Zaig_agilentD p|

'\_J P 9 + 3

oot -2 |4, Selecta . XML
- L ] [ ]

2l Recent Places  *  Rame Diate modified Type Size . .
L s e i parameter file. This
ﬁj'Drar'es 1| 9T_Morrmal_2007_02_15.rmi 1071172010 5:34 PR XML File 43 KB

3 t . .

i M”“‘me" ? [ sampleParameterFilexmi 10/11/2000 11:24 .. XML File 44 KB param ete r fl Ie IS th e

usic

gl] My Resources .

o same one used in

= Pictures

g s earlier versions of
Boreer E DeconTools.

File narne: SampleParameterFilesml - lxmlfiles ** v]

T ] [ o ]

**Note: A sample parameter file is provided (same folder as
DeconToolsAutoprocessor.exe)
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DeconTools Autoprocessor

4. Select a . XML

parameter file. This
parameter file is the

same one used In

earlier versions of
DeconTools.

I . ‘ ,
T e e 5. Click ‘AutoProcess
| ptis | o |

Options
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DeconTools Autoprocessor

Things to note:

] DeconTools AutoProcessor_w1.0.3936 =]
» Three files are created in -
the same folder as the
original MS datafile folder: AucFeces et
m the isos.txt file Stats
. File:
. the _Scan.tXt flle Overall file proceszing progress:
- the _IOg.tXt flle Frame: Hfeatures [curment scan)
Scan: IT otal features: Frocesszing Status: |
O ptions it
Optional output path [leave emphy for default]
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DeconTools Autoprocessor

» Log file is created in the same folder as the raw
data file. This can be opened unobtrusively. The
log file is updated every 15 minutes, so this is
another way of monitoring progress.

£ EditPad Pro - [GGord\Dats\Zaia_agilentD}GS080708-003 log.tt] =N Ch ==

File Edit Project Search Block Mark Fold  Tools  Macros  Extra  Corvert  Options  Wiew  Help

[~-foll-w @ B-U-10-0- 40 BB ET -EHM& |-
ﬁ = 9T_Nnrma|_2DD?_02_15.xm|1 || GS080708-003_log,txt |'|_| SampleParameterFile. xml

18/11/2@1@ 5:34:31 P4 DeconTools.Backend.dll wersion = v1.@.3936.28395 -
18/11/201@ 5:34:31 PM  ParameterfFile = 9T_Normal_ 2007 @2_15.:ml
18/11/281@ 5:34:31 PH4  DeconEngine version = wl.@.3924,26313
12/11/2@1@ 5:34:31 P4 RapidEngine version = vl.@.3165.35432
18/11/201@ 5:34:31 PM  UIMFLibrary wersion = w1.@.3819,22135
18/11/281@ 5:34:32 P4 Deconwolution_Algerithm = DeconTools.Backend.ProcessingTasks.HornDeconvolutor
18/11/201@ 5:34:32 PM  Started file processing
12/11/2010 5:49:33 PM Processed scanfframe 1828, 60.7% complete, 28858 accumulated features
12/11/201@ A:24:34 PM Processed scan/fframe 2822, ®4.1% complete, 32906 accumulated features
18/11/201@ 6:87:56 P Finished file processing
18/11/201@ 6:87:56 P4 total processing time = 81:33:24
12/11/201@ 6:@7:56 PM  total features = 34487
P b %

12: 47 Insert 803 Licensed to: Battelle EMSL for the US DOE, Matthew Monroe -- Copyright @ 1996-2010 Jan Goy
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DeconConsole.exe

» DeconConsole.exe is console-based means of
automating MS_feature extraction.

B requires two arguments:
o filename

o DeconTools parameter file (.xml). This Is the same
parameter file used in previous versions of
DeconTools.

» Sample command, entered at a DOS prompt:
DeconConsole.exe BSA_TOF4.d SampleParameterFile_Scans10-12.xml \3?/
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DeconTools Parameter file information

<?xml version="1.8" encoding="utf-8" standalone="yes"?> ] PeakBackgroundRatio is a key parameter.
Eltparameters> . A low value will result in many peaks
<version>l.8</version» .
B <PeakParameterss being detected. Too many peaks greatly
<PeakBackgroundRatio>1.3¢/PeakBacks i slow down deconvolution (THRASH)

<SignalToNoiseThres hold)E(;’SlgnalTonseTh reshold>

<PeakFitType>QUADRATICL/ PeakF 1‘tType}
<WritePeaksToTextFile»False</
</PeakParameters:>

= <DTAGenerationParameters: Set this to ‘TRUE’ to export all detected

<MinScan>1</MinScan» peaks. Look for a _peaks.txt file.
<MaxScan>1880888</Maxscan> -

<MinMass>»288</MinMass>

<MaxMass>5008</MaxMass>

<MinIonCount>35</MinIonCount:> The
<ConsiderChargerFalse</ConsiderCharges :
<ChargeValueToConsider>8</Chargeyaluslotensitersy DTAGenerationParamet
<CCMass>1.88727638</CMass> ers are not currently
<WindowsizeToCheck>5</WindowSizefoCheck> used.

<ConsiderMultiplePrecursors>Falsg</ConsiderMultiplePrecu
<IsolationWindowSize>3</IsolationWinflowSizes
<OutputType>DTA</OutputType>
<IsProfileDataForMzXML>False</IsProflleDataForMzXML:
<IgnoreMsnScans>False</IgnoreMSnScans
</DTAGenerationParameters> .
<HornTransformParameters Deconvolution parameters.
<TagFormula /> HornTransform = THRASH.
<AveragineFormula>C4.9384 H7.7583 N1.3577 01.4773 50.8417</AveragineFormula
<DeleteIntensityThreshold:1</DeleteIntensityThreshold> —
<MaxFit>@.3</MaxFits
<MinIntensityForscore>1@</MinIntensityForscores

|
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DeconTools Parameter file iInformation

I\ </DTAGenerationParameters:
= <HornTransformParameters:
<TagFormula />
<AveragineFormula>C4.9384 H7.7583 N1.3577 01.4773 50.8417</AvgragineFol
¢{DeleteIntensityThreshold:1</DeleteIntensityThreshold:>
MaxFit>»@. 3¢/ MaxFit>
{MinIntensityForScore:18</MinIntensityForScore>
<MaxCharge>18</MaxCharge>

<MaxMu> 18886 < /MaxiW:

<NumPeaksForsShoulder:>1</NumPeaksForShoulder:

<016018Media>False</016018Mediay THRASH deconvolution
¢PeptideMinBackgroundRatio>1</PeptideMinBackgroundRatio> — parameters

{UseAbsolutePeptideIntensity:False</UseAbsolutePeptidelntensify:
<AbsolutePeptideIntensity>@</AbsolutePeptideIntensity>
<ThrashOrNot>True</ThrashOrNot:
¢CheckAllPatternsAgainstChargel»False</CheckAllPatternsAgainsiChargel:
¢<CompleteFit:*False</CompleteFit:
<CCMass>1.88727649</C(CMass>
¢IsotopeFitType*AREA</IsotopeFitType>
UseMercuryCaching>True</UseMercuryCaching>
<SumspectrarFalse</SumSpectras
<SumSpectraAcrossScanRangerFalse</SumSpectrad . Summing parameters. Set

<NumberOfscansTosumldver:>1</NumberOfscansToSumlver: SumSpectraAcrossScanRange to ‘TRUE’ to
<NumberOfscansToAdvance>@</NumberOfscansToAdvances> SUM across scans.

<sumspectrafcrossFrameRange>Trued/SumspectraAcrossFrameRanges»
<Mumb5rﬂ-FFramesToSunﬂveﬂg{fMumberﬂ-FFrEmesToSunﬂuer) g NumberOfScansToSumOver represents the
¢<IsActualMonoMZUsed>False</IsActualMonoMZUsed: +/- number of scans to sum.
<LeftFitStringencyFactor>1l</LeftFitStringencyFactor:
<RightFitStringencyFactor>1</RightFitStringencyFactor>
<UseRAPIDDeconvolution»False</UseRAPIDDeconvolutions

<ReplaceRAPIDScoreWithHornFitScorexFalse</ReplaceRAPIDS coreHithHﬂrnFit/
T <NumPeaksUsedInAbundance>1</NumPeaksUsedInfAbundance>

</HornTransformParameters>
I|E| <Miscellaneous>

¢{UseScanRange:False</UseScanRange>
/ NATIONAL LABORATORY
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DeconTools Parameter file iInformation

I\ </DTAGenerationParameters:
= <HornTransformParameters>
<TagFormula />
<AveragineFormula>C4.9384 H7.7583 N1.3577 01.4773 50.8417</AveragineFol
¢{DeleteIntensityThreshold:1</DeleteIntensityThreshold:>
MaxFit>»@. 3¢/ MaxFit>
{MinIntensityForScore:18</MinIntensityForScore>
<MaxCharge>18</MaxCharge>
<MaxMu>1eeea</ MaxMu:
{NumPeaksForshoulder»1</NumPeaksForshoulder:
¢016018MediaxFalse</016018Mediax
¢PeptideMinBackgroundRatio>1</PeptideMinBackgroundRatio>
{UsefAbsolutePeptideIntensity:False</UseAbsolutePeptidelntensity:
<AbsolutePeptideIntensity>@</AbsolutePeptideIntensity>
<ThrashOrNot>True</ThrashOrNot>
¢CheckAllPatternsAgainstChargel»False</CheckAllPatternsAgainstChargel:
¢<CompleteFit:*False</CompleteFit:
<CCMass>1.88727649</((Mass>
<IsotopeFitType>AREA</IsotopeFitType> RAPID deconvolution. See Park et al
UseMercuryCaching>True</UseMercuryCaching> (2008). Set this to ‘“True’ to override
<SumspectrarFalse</SumSpectras THRASH deconvolution.
<SumSpectraAcrossScanRangerFalse</SumSpectraAcrossScanRanges
<NumberOfscansToSumOver:1</Number0fScansToSumOver:
<NumberOfscansToAdvance:8</NumberOfScansToAdvance?
<SumspectrafAcrossFrameRange>True</SumSpectradcrossEg
<NumberOfFramesToSumOver>3<,/Number0f FramesToSups
<IsActualMonoMIUsed:False</IsActualMonoM
<LeftFitStringencyFactor>1</LeftFit encyFactors
<RightFitStringencyFactor>1</Rig tstringencyFactor:
<UseRAPIDDeconvolution:False</UseRAPIDDeconvolutions
<{ReplaceRAPIDScoreWithHornFitScorexFalse</ReplaceRAPIDScoreWithHornFit
i <NumPeaksUsedInAbundance>1</NumPeaksUsedInAbundance: Miscellaneous section.
</HornTransformParameters>
= <Miscellaneous>
|‘ est

¢{UseScanRange:False</UseScanRange>
/ ORATORY
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DeconTools Parameter file information

) . .  Set ‘UseScanRange’ to ‘True’ if you want to
<{ReplaceRAPIDScoredithHornFitScore»False</ReplaceRAPIDScoreWithHornFi trict ina t =i : fth
¢NumPeaksUsedInfAbundance>1</NumPeaksUsedInAbundance: e pr(_)cessmg Ll reg"?” iz
</HornTransformParameters> MS data file. Then set the boundaries
Bl kmiscellaneous> “MinScan” and “MaxScan” .
<UseScanRange>False</Usa
<MinScan>58ea</Minscan>
<MaxScanr>6eea</MaxScan>

<UseMIRange>True</UseMZRange> Setting this to ‘TRUE’ means that the mass

<MANMZ>200</MintZ> spectrum will be Savitzky-Golay smoothed.
<MaxMZ>2086</ MaxMZ >

<ApplySavitzkyGolay>False< Hppriye:

<SGNumLeft>2</SGNumLeft> Setting this to ‘TRUE’ will result in zero-

<SGNumRight»2</SGNumRight>
<5G0rder>2</5G0rder:
<ZeroFillDiscontinousAreas>Falsed/Zas
{NumZerosToFill»3</NumZerosToFill:
<ProcessMsMS>False</ProcessMsMS>
<ExportFileType>TEXT</ExportFileType>
<DetectPeaksOnly NoDeconvolution»False</DetectPeaksOnly NoDeconvolutis
<Process_MS:True</Process_Ms»

{EIE;Z:E;:E:::‘:“} Setting this to TRUE’ means that only

| </parameters> peaks will be detected and no
deconvolution will be performed. Ensure

that you set the ‘WritePeaksToTextFile’ set

to “True

Pacific Northwest
NATIONAL LABORATORY

filling. Good to use for sparse raw data
(e.g. TOF-MS).
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