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Goals

* Organize and reuse targeted assays
— Search and review a large body of data
— Use previous results to inform new experiments
* Facilitate data sharing
— Private, with access for internal/external collaborators
— Public, for published data
* Excellent integration with Skyline

— Import and retain the complete data model
— Support data from various workflows
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History

Work started in late 2011
Announced at ASMS 2012

Publicly released in December 2012
— Part of LabKey Server version 12.3

Released to PanoramaWeb.org in February 2013
— Hosted server managed by MacCoss Lab

— Recorded webinar has full details

Second public release in April 2013

— Added search features, reporting enhancements, fixes
Next release scheduled for July 2013



LabKey Server

* Open source (Apache 2.0 license)
 Web user interface
* Powerful security and permissions system

e QOther assay data
— MS/MS peptide search

— Flow Cyt()metry Organize Analyze Collaborate
— Sequencing - -
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* Specimen tracking | Loae. | |k
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LabKey Software

Co-developers with MacCoss Lab on Panorama

Consulting company focused on LabKey Server

— 25 employees in Seattle and San Diego

— 8 years history working with scientists

Strength in computer science and data management
Partner with researchers to develop software
Related service offerings include:

— Training

— Technical support A LabKey Software’

— Customization -

— Hosting

FARTMERS IN SCIENCE




iy, Create Folder

1. Configure Targeted MS Fc %

« - C [ https://panoramaweb.org:9443/labkey/targetedms/MacCoss/brendanx/Josh%275%20TargetedMS/setup.view?wizard=true =

I : Admin v Help v jeckels v
PanoramaWeb (beta)

1. Create Folder Configure Targeted MS Folder

2. Users / Permissions O Experimental data - a collection of published Skyline documents for various experimental designs

3. Configure Targeted MS @ chromatogram library - curated precursor and product ion expression data for use in designing and
Folder validating future experiments

Rank peptides within proteins by peak area




Publishing to Panorama - Setup
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Viewing Runs - Precursors

i, Stergachis - Supplementa x|

&= C | 5 nttps

panoramaweb.org:9443/labk
‘ Human

Targeted MS Runs >

m
[a]
i
=]

Stergachis - Supplementary Data 2_2013-06-02_17-14-10.zip

Document Summary

Name
| Protein Count 96
| Precursor Count 1475

RENAME

-

Precursor List

VIEWS CHARTS EXPORT PRINT PAGE SIZE
Protein / Label Description
@ TAF11 HsCDO0301672 (1-A03)
Peptide Peptide Missed Peptide
Annotations Cleavages Neutral Mass
MDDAHESPSDK Quality Score: 4 0 1230.4823
EAAAEEGELESQDVSDLTTVER Quality Score: 4 0 2377.077
EDSSLLNPAAK Quality Score: 1 0 1143.5771
VDEDEIQK Quality Score: 2 0 974.4556
MQILVSSFSEEQLMR Quality Score: 1 0 1779.8825
| LIQSITGTSVSQNVVIAMSGISK Quality Score: 1 0 2332.267
| VFVGEVVEEALDVCEK Quality Score: 1 0 1820.8866
| WGEMPPLQPK Quality Score: 1 0 1181.5903
! GQIPNSK Quality Score: 4 0 742.39734
i = POLRZF HsCDO0301192 (1-A08)
i Dantids  Dantida Mizaad Dantids Naiitral

Ranl Praciranr

Stergachis - Supplementary Data 2_2013-06-02_17-14-10.Zip pOWNLOAD

Peptide Count 1475
Transition Count 10806

o

% @

Targeted MS Dashboard Data Pipeline + |

m

1-10 of 96 Next > Last »

Protein Annotations

Precursor
Annotations

Rank Precursor

MDDAHESPSDK
EAAAEEGELESQDVSDLTTVER
EDSSLLNPAAK

VDEDEIQK
MQILVSSFSEEQLNR
LIQSITGTSWVSQNYVIAMSGISK
VFVGEVVEEALDVCEK
WGEMPPLQPK

GQIPNSK

Pracuranr

Label Precursor Q1 m/z Q1 Transition
Neutral Mass Z Count

light 1230.4823 616.2484 2+ 7 A
light 2377.0769 1189.5457 2+ 11 _&_
light 1143.5771 572.7958 2+ 7 h
light 974.4556 488.2351 2+ 4 fi
light 1779.8826 B90.9485 2+ 10 A
light 2332.2671 1167.1409 2+ 12 _,&_
light 1820.8866 911.4506 2+ 11
light 1181.5903 591.8024 2+ 6 A
light 742.3973 372.2060 2+ 3 A

| ahal Praciranr Mantral

01 miz

M1

Transitinn Cannt




Viewing Runs -

Transitions

Opening Stergachis - Supplementary Data 2 2013-06-02_17-14-10zip (SNES0

i, Stergachis - Supplementa ® \

You have chosen to open:

=

g

C | B https;//panoramaweb.org:9443/labkey/targetedms/MacCoss/brenc

PanocramaWeb (beta)

Admin ~ Help ~ jeckels -
Human
Targeted MS Runs >

~ Stergachis - Supplementary Data 2_2013-06-02_17-14-10.zip

Document Summary

_——ﬂ Stergachis - Supplementary Data 2_2013-06-02_17-14-10.zip
which is & WinZip File
from: https://panoramaweb.org:9443

What should Firefox do with this file?

Open with | WinZip (default)

@ Save File

[ Do this automatically for files like this from now on.

Name Stergachis - Supplementary Data 2_2013-06-02_17-14-10.zip powNLOAD
Protein Count 96 Peptide @ [ 0K l l Cancel ‘
Precursor Count 1475 Transitiol
RENAME h = =
i’ N
=HPEn X
| Transition List ~ ———
) « Dow... » Stergac.. - | + Search Stergachis - Supple |
| (-2 9 [ 4] g pple.._P
VIEWS CHARTS EXPORT PRINT PAGE SIZE
[l protein / Label Description | Organize = Extract all files 32 |- | O ':EZ'
DE! TAF11:i= HsCDO0301672 (1-A03)
i || human_censensus_final_true_lib.blib
Peptid Peptid Mi d Peptid Rank P -l .
o e e e | L] A 45 Stergachis - Supplementary Data 2.sky
f o : ! . .
Mass ) i OSDisk (C2) || Stergachis - Supplementary Data 2.sky.view
MDDAHESPSDK uality Score: 4 0 1230.4823 MDDAHESPSDK . .
= i a Recovery (D) f;]Stergachls - Supplementary Data 2.skyd
MDDAHESPSDK Quality Score: 4 0 1230.4823 MDDAHESPSDK 2TEDrive (F)
MDDAHESPSDK Quality Score: 4 0 1230.4823 MDDAHESPSDK — ) =
MDDAHESPSDK Quality Score: 4 0 1230.4823 MDDAHESPSDK
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: 18 BRMOO1BASEEGDAF
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Peptide Group

Protein / Label CTCF!

Description HsCDO0O78657 (2-D02)
D £ale,
Mo

Fil

= Sequence Coverage

e | 30 a0 50 [s2 70 [s0 50
MEGDAVELIVEESETFIKGKERKIYQRRREGGQEEDACHLPQNQTDGGEVVQDVNSSVQMVMMEQLDEPTLLQMETEVMEGTIVAPEREAAVDDTIQIITLQV
100
THHEEQ] g Peptides
200 VIEWS = CHARTS * EXPORT~ PRINT PAGE SIZE™ 1-23of 23
AEETEE
=] Peptide Peptide Neutral Mass Missed Cleavages Rank Awvg. Measured RT Predicted RT
DETAILS ) MEGDAVEAIVEESETFIK 1095.9347 0. - 24.9907. i
= 4
RAFRTV: DETAILs, DPDYQPPAK 1029.4767 o Peak Areas
DETAILS )  VVGNMKPPKPTK 1294.7432 :
DETAILS}  TFQCELCSYTCPR 1720.7008 CTCE
-5 DETAILs)  SHTDERPHK 1105.5265 :
[ Drrams» NHLNTHTGTRPHK 1511.7705 w
DETAILs )  CPDCDMAFVTSGELVR 1855.7903 : z
B pETAILs»  HTHEKPFK 1022.5298 ~ 50
DYLCRQ b
] DETAILS ) CSMCDYASVEVSK 1534.6102 : v
DETAILS» SHTGERPFQCSLCSYASR 2141.937 j s
] DETAILS ) THSGEKPYECYICHAR 2006.8727 : o
KMRSEE]  peransy  FTQSGTMK £08.4210 = 0 _
DETAILS ) HTENVAK 797.40314 : ' LY Y YECEEYYe Yy UL luYY Yy g
70 pDETAILS}  FHCPHCDTVIAR 1511.6761 ;Iapgzégmﬁzgg&gI‘?T&IééEg%
T = o I
EEEAQP! perans) SDLGVHLR 895.48755 : 2 g zitzRbot30009ccEhphyged
DETAILS ) QHSYIEQGK 1088.525 E*Egéggﬁﬁtéaﬁgég5555>i‘l
DETAILS ) YCDAVFHER 1195.508 : a5 g § . g =8 % 5= % i é g
=1 perans, YALIQHQK 999.5502 W+ EgaTwe & 2 wI 2 2
i — T o x
pETAILs ) CDQCDYACR 1246.4165 : 5 =2z ) & g o SR
DETAILS »  THTGEKPYACSHCDK 1789.7512 o = = g Ra=1 b= = E = g
[Tl
DETAILS»  QLLDMHFK 1030.527 : R g + é & £
DETAILS )  YHDPNFVPAAFVCSK 1750.8137 i L U [?‘J: s Y Eoa o
DETAILS HADNCAGPDGVEGENGGETK 2012.813 g = g FF =
T ]
VIEWS = CHARTS * EXPORT~ PRINT PAGE SIZE™ Peptlde




Name
Group
Sequence

Peptide Summary

Human_plasma.zip

AZMG

SSSMEEVMFLTVQWK

NeutralMass 1696.8342

Avg. RT

26,6774

Predicted RT 26.3900

Precursors

= Peak Areas

= Chromatograms

1-100f 81 Mext> Last»

25
o]o]
75
50
25
0o
1.75
1.50
1.25
1.00
0.75
0.50
0.25
0.00

(R I S R VI W R PN QP |

Peak Area 10/G

Al Al Al
SSSNEEVMFLTVOVK SSSNEEVMFLTVOVK - 849.4244+ + SSSNEEVMFLTVOVEK - 853.4315+ + (heavy)
:-_U.:’ : :é Bl :-_ Bkl
@ 100 ' ' & 40 : & 20 ;
SSSNEEVMFLTVQVK - 8 : : :
75
SSSNEEVMFLTVQVK - 8 < c 20 o
fn fn F
7 S0 7 20 i 10
= c c
= = 2z
£ 25 E 10 £ 5
0 0 0
26.5 27.0 27.5 26.5 27.0 27.5 26.5 27.0 275
Retention Time Retention Time Retention Time
= Peak Areas
SSSNEEVMFLTVQVK Group By: Condition 4
1.50 CV Values:
'::D 1.25 Width: |5[]U |
= .
= 100 Height: 1300 |
o
-1}
= 0.75 UPDATE
<
£ 0.50
1]
0.00

Disease
Healthy

Annotation

W ++ heavy B ++ light




Mass Spec Search ~

J Protein Search ” Peptide Search ” Modification Search

Protein Mame *?
Search in subfolders ?

R —

Mass Spec Search ~ L

Protein Search H Peptide Search H Modification Search

Peptide sequence *? MQILVSSFSEEQLMNR SEARCH

Exact matches only ?

Search in subfolders ?

1 = Targeted MS Peptides

VIEWS= CHARTS~ EXPORT~ PRINT PAGESIZE~
Protein /  Peptide Path File

Label

DETAILS »

DETAILS ¢

. . . Stergachis - Supplementary Data
TAF11; MQILVSSFSEEQLMR /MacCoss/brendanx/Testl/Libraries/Human 2 2013-05-30_10-54-36.zip

. . Stergachis - Supplementary Data
TAF11: MQILVSSFSEEQLMR /MacCoss/brendanx/Testl/Libraries/Human 2 2013-06-02_17-14-10.zip

Distinct Count:

1 | [2




Targeted MS Modification Search

Search By:

Type:

Include:

Custom Mame:

Search in Subfolders:

0 Delta Mass

@ Modification Name

@ Mames used in imported experiments

D) Common Unimod modifications

2 All Unimod modifications

Structural

Label: 13C{E) 15N

Carbamidomethyl
Carbamidomethyl
Heavy K

Isotope Label

Targeted MS Peptides

Label: 13C(6)15N(
Phospho (S, T)
Phospho (Y)

VIEWS™ CHARTS™ EXPORT* PRINT PAGESIZE™ 1-200of48 Next» Last»
Protein / Label Peptide Precursor File -

DETAILS Rv3133c|devR§v TLLGLLSEGLTNE TLLGLLSEGLTHNK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS p Rv2526c|hrp1§v HLPEHAIVQFWK HLPEHAIVQFVK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS b Deccys%v HLIDDALK HLIDDALK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS Deccysév TLLGLLSEGLTNK TLLGLLSEGLTMNK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS Rv2623|TE531.7§v HLIDDALK HLIDDALK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS » Rv2031c|h5p>(§v TWSLPVGADEDDIK TVSLPVGADEDDIK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS » RV2031c|hst§v GILTWVSWVAVSEGKPTEK GILTVSVAVSEGKPTEK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS Deccysév TVSLPVGADEDDIK TVSLPVGADEDDIK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS Deccysév GILTWSWVAVSEGKPTEK GILTVSVAVSEGKPTEK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS Decoysév HLPEHAIVQFWEK HLPEHAIVQFVK SRMCourse_DosR-hDP__20130501_forBrendan.zip
DETAILS » BZMGEv VNHVTLSQPK VNHVTLSQPK Human_plasma.zip
DETAILS » C04A§v GSFEFPVGDAVSK GSFEFPVGDAVSK Human_plasma.zip
DETAILSy CO4A ~ LGQYASPTAK LGQYASPTAK Human_plasma.zip
DETAILS) CO5 v FQNSAILTIQPK FQNSAILTIQPK Human_plasma.zip
DETAILS ) CFA YGLVTYATYPK YGLVTYATYPK Human_plasma.zip

DETAILS ) BZMG ~ VEHSDLSFSK VEHSDLSFSK Human_plasma.zip

DETAILS ) APOAl ~ DLATWVYWVDVLEK DLATWVYVDVLK Human_plasma.zip

DETAILS b QLNEINYEDHK QLNEINYEDHK Human_plasma.zip

DETAILSp GELS:~ AGALNSNDAFVLE AGALNSNDAFVLK Human_plasma.zip

pETAILs) CIR ~ YTTTMGVNTYK YTTTMGWNTYK Human_plasma.zip

VIEWS~™ CHARTS™ EXPORT™ PRINT PAGESIZE~™ 1-200ofd48 Next» Last»




Customizing Views, Sorts, Filters

Targeted MS Peptides

VIEWS CHARTS EXPORT PRINT PAGE SIZE 1-20 of 48 Next > Last »
Columns Available Fields Selected Fields x
Filter =3[ Peptide *  Protein / Label
®[ Group Peptide
Sort (1) Peptide = Precursor
[[] start Index File
[] End Index Predicted RT

[C] Peptide Neutral Mass

[C] Missed Cleavages

[7] Rank Targeted MS Peptides
[[] RT Score
Predicted RT

[[] avg. Measured RT

VIEWS CHARTS EXPORT PRINT PAGE SIZE 1- 20 of 37 Next»

I Decov View: With RT X
[F] show Higden
Filter: (PredictedRetentionTime = 15)
Protein / Label Peptide Precursol Protein / Label  Peptide Precursor File Predicted RT + =
DETAILS» Rv3133c|devRi» TLLGLLSEGLTNK TLLGLLSE DETAILS Co6:.~ IGESIELTCPK IGESIELTCPK Human_plasma.zip 17.6500
DETAILS Rv2626c|hrpli» HLPEHAIVQFVK HLPEHAT\ DETAILS PON1:i~ IQNILTEEPK IQNILTEEPK Human_plasma.zip 17.7100
oeraie EZEEE . e PP berams, Rv2626c|hrplic  HLPEHAIVQFVK HLPEHATVQFVK ﬁgg‘f;gi;aggiffmmen S 17.9000
DETAILS Rv2623|TB31.7,~ HLIDDALK HLIDDALE _
DETAILS» Rv2031c|hspXi~ TVSLPVGADEDDIK  TvsLPvG  DETAILS Decoys;~ HLPEHAIVQFWVK HLPEHATWVQFVK ﬁgyfggigaggifforerendan.zip 17.9000
DEFAILS) Rv2031c|hspX(> GILTVSVAVSEGKPTEK GILTVSV: | |opbrapgy,  [THBGI - EGQMESVEAAMSSK EGQMESVEAAMSSK  Human_plasma.zip 18.0700
DETALLS ) _Decoys » TVSLPVGADFDDIC  TVSLPVG — aris)  FN1w SYTITGLQPGTDYK  SYTITGLQPGTDYK  Human_plasma.zip 19.3800
DETAILS Decoys GILTWVSVAVSEGKPTEK GILTVSV.
DETAILs)  Decoys - HLPEHAIVQFVK HLPEHAD  perarLs) Rv2031c|hspX v GILTVSVAVSEGKPTEK GILTVSVAVSEGKPTEK ﬁgycoggigaggiﬁorarendan 2ip 20.2700
DETAILS B2MG:~ VNHVTLSQPK VMNHVTLE = = .
DETAILS ) CO4A ~ GSFEFPVGDAVSK  GSFEFPV  pprays,  Decoys - GILTVSVAVSEGKPTEK GILTVSVAVSEGKPTEK ﬁggﬂcoggigaggiﬁmarendan . 20.2700
DETAILS CO4A:~ LGQYASPTAK LGQYASF — — -ZIp
pDETAILS ) COS5 ~ FQNSAILTIQPK FQNSAIL DETAILS HPT: - VTSIQDWWVQK VTSIQDWWVOQK Human_plasma.zip 20.4300
DETAILS CFAB:~ YGLVTYATYPK YGLVTYA DETAILS GELS:~ AGALNSNDAFVLEK AGALNSNDAFVLK Human_plasma.zip 20.5000
DETAILS )  B2MG - VEHSDLSFSK VEHSDLS ~ peransy C1QBi~ LEQGENVFLQATDK  LEQGENVFLQATDK  Human_plasma.zip 20.6600
B R G LTINS DLATVYV  nerams, CFAB YGLVTYATYPK YGLVTYATYPK Human_plasma.zip 20.6800
perans, |(CPAB~ QLNEINYEDHK QLNEINYL o aTisy  CO5 FQNSAILTIQPK FQNSAILTIQPK Human_plasma.zip 20.6900
DETAILS GELS:~ AGALNSNDAFVLEK AGALNSM SRMCourse DosR-
pETAILS ) CIR ~ YTTTMGVNTYK YTTTMG  perams, Rv2031c|hspX ~ TVSLPVGADEDDIK  TVSLPVGADEDDIK hDP_ 20130501_forBrendan.zip 20.7000
oo i pETAILS) Decoysiw TVSLPVGADEDDIK  TVSLPVGADEDDIK ﬁgycozl‘-gigaggiﬁorerendan.zip 20.7000
DETAILS AACT EIGELYLPK EIGELYLPK Human_plasma.zip 21,3600
DETAILS TTHY: AADDTWEPFASGK AADDTWEPFASGK Human_plasma.zip 21.4600
DETAILS RET4:~ FSGTWYAMAK FSGTWYAMAK Human_plasma.zip 21.8700
DETAILS CO4A: ~ GSFEFPVGDAVSK GSFEFPVGDAVSK Human_plasma.zip 22.9400
DETAILS IC1i~ VTTSQDMLSIMEK VTTSQDMLSIMEK Human_plasma.zip 23,8500

VIEWS CHARTS EXPORT PRINT PAGE SIZE 1-20of 37 Next>



Targeted MS Peptides

1, Edit PeptideCounts: /Mac' x

VIEWST  CHARTS™ - PRINT  PAGESIZE® €« > C h‘rtps://panoramaweb.org:9443/Iabkey/query/MacCc\ss/bremdan)(/'l'estl/Libraries/Human/sourceQuery.View?schemaName=t'§:‘3| 0 = [
Excel @ Excel 2007 File {.xlsx) Maximum 1,048,576 rows a ) | ol
Text @) Excel 97 File (.xls) Maximum 65,536 rows and 256 ) Q. Search Panorama\Web (beta)
. ) Refreshable web Query (.igy) PanoramaWeb (beta)
S
s D Huma i, Edit PeptideCounts: /Mac %
& : : ibrari i - =
Filter: (PredictedRetentionTime > 15) « > C http5.//panoramaweb.org.9443/labkey/query/MacCoss/brendan)(fl'estl/lerarles/Human/sourceQuery.\ﬂew?schemaName_tsﬂ?| @ =
Protein / Label  Peptide Precursor Query S ) |
DETAILS ) CO6i~ IGESIELTCPK 1GESIELTC Edit Q Search PanoramaWeb (beta)
DETAILS) PON1iv TQNILTEEPK TQNILTEEP PancramaWeb (beta)
DET)
Fd Admin
i W Insert Page Layout Fi Ry’
DET) i Human Targeted MS Dashboard Data Pipeline +
DET] * SANE
ﬂ E3 Calibri Query Schema Browser > targetedms Schema =
DET) T 15E c c
| =t o Iu-| 2 Edit PeptideCounts
DET]
4
Clipboard =
oo | Ipboar ZFR
DET) Al - (‘ f | Prote TGR [ P ”
DET) 8 urce || Data ” XML Metadata ]
DET/ A A | B ‘
f— 1 [Protein / Label |Peptide EXPORT~ PRINT PAGESIZE~ 1 - 100 of 1,690 Mext * Last »
DET/ 2 COB IGESIELTCPK Peptide Max Meutral Mass Total Count
3 |PON1 : AAADTLAVR 886.48724 2
DET] 4 Rv2626clh #% R Script gene AADDTWEPFASGK 1393.615 1 E
DET) v |hrp 3 AADEPQLLHGAGICK 1578.7825 2
oerany | 5 Decoys £ This script ma AAEEAPEEAPEDAAR 1554.6798 2
DET & THBG - AAEMELOQK 918.44806 2
using the pack
DET, 7 |FNL : g B AAGAAIAGQASLPVLPGWDR 1833.0109 2
DET] AALPQLSGLDPR 1236.6826 2
v 8 Rv2031c|hspXl ¢ see nttps:// AALSAAAAHHHNPWTVSPFSK 2199.0974 2
9 |Decoys AANVTLLTSLVEGEAVHLAR 2063.1375 4
10 |HPT library (Rlabkey) AAPLPAGPSK 907.5127 2
11 GELS AAQCGHPVLCWVQPHHIGWVAVK 2277.1624 2
12 |C1QB £ Select rows in AAQPSPSTVPK 1081.5768 2
AATVGSLAGQPLOER 1405.7947 1
13 |CFAB AAVAQKPR 839.49774 2
14 CO5 mydata <- labkey.selectRo AAVEWFDGK 1021.4860 5
15 Rv2031c|hsp! AAVPSGASTGIYEALELR 1803.9366 1
AAYMADHLEK 1018.4906 2
M <+ VM| data ACLPTPPLQSNLFASLDETLLAR 2526.3152 2
Rea ADEDSIR 504.3014 2 =

4

containerFilter=NULL)




iy, https:/fpanoramaweb.org %

« =>C [ https://panoramaweb.org:9443/| abkey/security/MacCoss/brendans/projecti ew? ﬂ?‘l @ =

Admin v Help v jeckels v
PanoramaWeb (beta)

Permissions for /MacCoss/brendanx

| SAVE AND FINISH | | SAVE | | CANCEL |

Folders J Permissions ” Project Groups ” Site G ps ” Imp te ” Group Diagram
41 MacCoss

I L] absterga

» 1 brendanx

VIEW PERMISSIONS REPORT b
Inherit permissions from parent

Roles Groups
» Jgenn Id dmini
Folder Administrator | BRENDANX@PROTEINMS.NET [x||
» (I maccoss Folder Administrators have full control over
i CImaccosstester their particular folder, but not others. Add user or group... |V|
] mberaman
& £ nicksh Editor |Add user or group... |V|
€3 spioni Editors may read, add, update and delete
b &) spionin information.
» CJwsharma
Author _ o | MACcoss MEMBERS (]| | ABSTERGA@UW.EDU [X]|
Authors may read and add information in
some cases, but may update and delete 0n|y|Add user or group... |V|
information they added.
Reader _ _ | Maccoss MemBERS (X | GUESTS (X
Readers may read information but may not
change anything. |Add USEr Or group... h]
Submitter |Add USEer or group... |"|

Submitters may submit new information, but
may not read or change anything.

Assay Designer |Add USer or group... |V|
Assay designers may perform sewveral actions
related to designing assays.

* indicates permissions are inherited




Chromatogram Library Export

I Chromatogram Library Download ~ + X
1,500
1,250 :
Download Library:
b el
=z
-.-u — \
H: 500 | Opening Rat_rev8.clib I&
s You have chosen to open:
250 1 ARCHIVED REVISIONS
|| Rat_rev9.clib
0

Srel i e

M Froteins M Peptides

Library Statistics:

The library contains 270 proteins with 1,762 ranked peptidd
The 1,762 ranked peptides contain 12,173 ranked transition Do this automatically for files like this from now on.

which iz & clib File

from: https://pancramaweb.org:9443
|
' What should Firefox do with this file?

@ : Save File

1

[ QK ]| Cancel |




W I a library spectrum is avaiable. pick ts most intense ions
Case o
3 product ions
@ From fitered ion charges and types
Pick peptides matching: () From fitered ion charges and types plus filtered product ions

nx\data\MacCoss\ChromLibrary\Human_rev1.clb

Spectral Library Links:
PeptideAtlas  NIST  GPM




Chromatogram Library Usage

- ~
tig Skyline - In vivo versus in vitro Comparison.sky | == X
File  Edit View Settings Tools Help

DO H & 2@

Tar%:ECTCF e K562 (nuclear) 11 -x Library Match 1 I - x || PeakAreas B

- @ ¥ KTFQCELCSYTCPR R [264, 276] frank 1] —— y7-9433760+ —— y7-943.3760+ V6 - 783.3454+ (w7 043

Y W 861.3576++ (dotp 0.98) | — y6-783.3454~+ — y4-533.2500+ ¥3 (rank 5) — G- 783,

@ _fl, CH7- 9433760+ frank 1)[1] 3000 —— ¥4 -533.2500+ — y5(rank7) 3 (rank 4) 4 -533.

@ .fh. 5 [y6] - 783.3454+ frark 2)[2] T Y31[rankl(8}é v10 (rank 6) 80 T

@y T by4]- 5332500+ fank 3)3] I g bt dotp

- @ '), KCSMCDYASVEVSK L [352, 364] rark 3) 238 0.98

@ _fy, 768.3124++ (dotp 0.93) L r

@ _fy AR7-719.3934+ frank 2)2] 2500 + 80

- @ M 5 [y6]- 648.3563+ fank 3)[1]

- @ My E 4] - 4622558+ fank 1)[3] s0 I

=@ '8y, RYALIGHOK.S [479, 486) (ank 2) | r

S @ _fy, 5007824+ (dotp 0.97) 2000 | L

@ _fy Lyl - 766.4570+ frank 1)[1) 3 C

@ _fiy | 5] - 653.372%+ rank 2)[2) L

@ _fly @ byd] - 5402889+ frank 3)3]

= f" MAX

- @ ', KDSFHSLR.D [31, 37] fank 3

T @ _fy, 4312143+ (dotp 0.35)

@ _fy, F 5] - 659.3624+ fank (3]
@l Hvdl-512.2340+ fank 1)1) 1000 .
@y, 5 3 - 375.2350+ fank 2)[2] T 0
-2 ‘9, RDSVPSLQGEK.A [38, 47] frank 2) i 30 r
- @ fy, 530.2685++ (dotp 0.98) . :
@ _fl, P i7]- 758 4043+ fank 1)[1] - 20 I
@ _fy 5 br6]- B61.3515+ frank 2)[2] 500 + r
@ _fly, L5l - 574.3195+ fank 3)[3]
= @ B, KATEYIQYMR.R [57, 5] frank 1) [

- @ _fy, 587.7817++ (dotp 0.96)
@ _fl, Y [v6] - 873 4287+ fank 2)[2] o | | . f\/;)c* 0 e !

@ _fy, 18] - 710.3654+ fank 3)[1] 202 204 206 208 300 302 37.0 372 374 376 378 380 382
@ _fl, O Iy4]-557.2813+ fank 1)3]

1500 +

Intensity
Peak Area (10*3)

Intensity (1043)
[#)]
L]
}

fand
m
&=
=
—

K562 (nuclean)

Retention Time Retention Time Replicate

Ready 1/2 prot 1/6 pep 1/6 prec 1/18 tran




How to Get Panorama

 PanoramaWeb (panoramaweb.org)
— Hosted at University of Washington
— Request access for a lab or organization
— Data can be private or public
* Create your own installation
— Download and documentation at labkey.com

— Install on Windows, Linux, OSX, etc

* Use LabKey Software’s private hosting



Release c

Future Plans

hromatogram library support

— July 2013
— Will coincide with new Skyline release

Store ano
times (iR’

calculate normalized retention

)

Store anc
Show mo

view QC runs
re Skyline graphs

Support response curves with QuaSAR



More Information

e Poster tomorrow

— Sharing Targeted Proteomics Assays using Skyline
and Panorama

— MP 382

¢ panoramaweb.org
— View recorded webinar
— Request a project

* |abkey.org/labkey.com

— General information
— Downloads for installers and source code
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Panorama

Questions

Josh Eckels
jeckels@labkey.com

Skyline Users Group - June 9, 2013



