
 

 

Users Guide 

Version 1.0 

May, 2009 

 

 

 

 

Copyright 2009 Proteome Software 



 

Contents 

Task 1: Load Data ......................................................................................................................................... 3 

What data can Scaffold Q+ load? ............................................................................................................. 3 

Loading a Sample Dataset ........................................................................................................................ 3 

Task 2: Setting up the Q+ Isobaric Tag Window ........................................................................................ 11 

Task 3: Detecting Changes over entire experiment .................................................................................... 15 

Task 4:  Analyzing changes for specific proteins ........................................................................................ 17 

Peptide Pane ........................................................................................................................................... 17 

Spectra Pane .......................................................................................................................................... 18 

Protein Sequence .................................................................................................................................... 19 

Protein Level Charts ................................................................................................................................ 19 

Peptide Level Charts ............................................................................................................................... 21 

Spectrum ................................................................................................................................................. 22 

Task 5: Statistics ......................................................................................................................................... 23 

Sample Wide fold Changes..................................................................................................................... 23 

Sample Wide Scatterplot ......................................................................................................................... 24 

Quantitative Settings and Quantitative Testing ........................................................................................... 26 

Quantitative Settings ............................................................................................................................... 26 

Normalization to entire dataset average ................................................................................................. 27 

Quantitative Testing ................................................................................................................................ 28 

Organize Samples ................................................................................................................................... 29 

Fold Change Calculation ............................................................................................................................. 30 

 

 

 



Task 1: Load Data 

 

What data can Scaffold Q+ load? 
Scaffold Q+ is Proteome Software's labeling quantitiation software package. It loads iTRAQ 

(Applied Biosystems) and Tandem Mass Tagged (TMT, Thermo Scientific) labeled data. Scaffold 

Q+ can load SEQUEST, Mascot, X!Tandem, Phenyx, OMSSA, Spectrum Mill, and Waters 

Identity
E
 data. 

Loading a Sample Dataset 
This task will explain the process of loading data into Scaffold Q+. There is a sample set of 

iTRAQ labeled data in the demo folder of the Scaffold Q+ program directory. Use 

"iTRAQ_test.dat" for this task. When you first open Q+ the welcome screen will present itself. 

 

Select "New" and Scaffold Q+ will launch the load data wizard. 

  



Select the labeling reaction used for this data, in this case iTRAQ(4-plex), and click Next. 

Now Scaffold opens the iTRAQ 4-plex sample setup window. Here you enter your iTRAQ sample 

name and description. You can select the MuDPIT checkbox if you are working with MuDPIT 

data.  

You may wish to select the "Condense data as it is loaded" option if you are loading large 

amounts of data that could cause performance problems when running Q+. For this dataset it is 

not necessary to check the condense data checkbox.  

 

The iTRAQ purity correction can be set by the user. Leave this as default iTRAQ 4-Plex Purity 

Correct for this example. The purity correct can be modified if needed by clicking on the ñAdd 

Correction button. Click "Next."   



Now add your data files by selecting "Queue Files for Loading." 

 

Navigate to your Scaffold Q+ directory and select the demo folder.  Inside the demo folder select 

the iTRAQ sample dataset. 

 

Click on the "Add to Import Queue.ò 



Now you are in the load database wizard  

 

The FASTA database associated with these files is located in the demo folder of the Scaffold 

directory. To add it to Scaffold, click "Add Database." 

When you click "Add Database" the Edit Databases window appears. Select "New Database."  

 

 



Navigate to the demo folder of the Scaffold Q+ directory. Select iTRAQ_test.fasta  

 

Select the iTRAQ_test.fasta database and click open. Scaffold opens the file in the Configure 

Database Parse window. Here you can select those parse rules that display protein accession 

numbers and protein descriptions. The parser makes a best guess at which parsing rules it 

should use, and in this case it is correct. Click apply and the database will be parsed into 

Scaffold. 

  

 

 



After the database has been parsed into Scaffold it appears in the drop down list of choices in the 

FASTA database selection window.  Select "OK." 

 

Select "Next" in the FASTA database window. 

 

 


