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Introduction

Protein Metrics applications have common Reporting features:

Review all plots on the same page through the Plot Tab.

Export the report into PDF, Microsoft Excel workbook, or CSV (common separated values)
format.

Perform further data analysis through the Pivot Table.
Organize project information into a Summary.
Reuse the report design saved as a template on future data sets.

Time-saving — Reports are automatically generated through Byos workflows.

This manual will focus on reporting capabilities of the Byos suite of applications (mainly Peptide Analysis,
Intact Analysis, and Chromatogram Analysis).

Data Flow

When the user creates a report, application data is passed into the Report Module as a Flat Input Table.
The Flat Input Table is a table of rows and columns, similar to the CSV format or an Excel worksheet. The
user can add Dynamic Columns to further analyze data through the Pivot Tables. A simplified diagram
detailing the data flow is shown below:

N h
PMI Applic_a‘[ion data Report Modules Report Exlpon
csv/json PDF/csvijson

J/ J

PivotTable PivotTable +
Flat Input Table presets (FlatinputTable + presets »| post-pivot
P pre-pivot js pre-pivot dynamic post-pivot js - dynamic

columns) columns

Figure 1: Data flow module for report generation
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Creating Reports

To create a report, select File > Export > Report or simply click the report icon = below the Help menu.

4P Protein Metrics

File Edit Window Help

% New Project... Ctrl+N

B= Open Project... Ctrl+0
Recent Projects 4

# Close Project Ctrl+W
Export * B Report..
Save a Copy As... Ctrl+5 Generate Multi-document Report...
Exit Ctrl+Q Export Fixed Excel Report (legacy)...

Figure 2: Generating a report from the project File menu

A report opens with tabs defined by the default report template as shown in Figure 3 and Figure 4:

 Workflows '/ # PTM De...ion v5 " \/ 2 PTM_Deamidation_v5_report 1

File Edit Tabs

© Show configuration Copy pivot table to clipboard  Find: |Enter text Va4

PTM Summary Tab *  %Mod by ModName across Samples *  Avg %Mod per AA by Sample * % Mod (Multi Mods per Peptide) *

dp Protein Metrics

Export of: C:Users\Morgan Vasas\Downloads'PTM_Deamidation_v5.6.blge
Creation time: 2025.09.30 12:32:00

Created by: Morgan Vasas

Protein sequence:

IGKC_HUMAN Ig kappa Coverage: (103 of 106) 97.17%
TVAAPSVEIFPPSDEQLKSGTASVVCLLNNFYPREAKVQWKVDNALQSGNSQESVTEQDSKDS
TYSLSSTLTLSKADYEKHKVYACEVTHQGLSSPVTKSFNRGEC

IGHG1_HUMAN Ig gamma-1 Coverage: (304 of 330) 92.12%
ASTKGPSVFPLAPSSKSTSGGTAALGCLVEDYFPEPVTVSWNSGALTSGVHTFPAVLQSSGLYS
LSSVVTIVPSSSLGTQTYICNVNHKPSNTKVDKKVEPKSCDKTHTCPPCPAPELLGGPSVFLEPP
KPKDTLMISRTPEVTCVVVDVSHEDPEVEFNWYVDGVEVHNAKTKPREEQYNSTYRVVSVLT
VLHQDWLNGKEYKCKVSNKALPAPIEKTISKAKGQPREFPQVYTLPPSRDELTENQVSLTCLVK
GFYPSDIAVEWESNGQPENNYKTTPPVLDSDGSFFLY SKLTVDESRWQQGNVFSCSVMHEALH
NHYTQKSLSLSPGK

Protein coverage:
IGKC_HUMAN Ig kappa

TVAAPSVFLFPPSDEQLESGTASVVC LLNNFYPREARVOWKVDNALQSGNSQESVTEQDSRDSTYSLSSTLT LSRADYERHRVYACEVTHOGLS SPVTRSFNRGEC

Figure 3: A default report.

In the legacy products, the report opens in a separate window. By toggling over the legacy product icon in
the task bar, the user can select to view the project or associated report.
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B u|B
"% Workflows |/ ¥ PTM De...ioll"v2 1/ & PTM_Deamidation v5_report [,
File Edit Tabs
shaw confiquration Copy pivot table to cliphoard  Find: Ente aw

PTM Summary Tab ¥ | %Mod by ModName across Samples *  Avg %Mod per AA by Sample * % Mod (Multi Mods per Peptide) *
Protein Metrics )
b

Lxport of:

Creation tin
Cr

asas' Dowiloads PTM_Deamidation_v3.6.blze
232:00

IGKC_HUMAN Ig kappa Coverage: (103 of 106) 97.17%
TVAAPSVFIFPPSDEQLKSGTASVVCLLNNFYPREAKVOWKVDNALQSGNSQESVTEQDSKDS
TYSLSSTLTLSKADYEKHKVYACEVTHQGLSSPVTKSFNRGEC

IGIGL IUMAN Ig gamma-1 Coverage: (304 of 330) 92.12%

ASTKGPSVFPLAPSSKSTSGGTAALGCTVKDY

FPEPVIVSWNSGALTSGVH TFPAVLQSSGLYS

LSSVVTVPSSSLGTQTYICNVNHKPSNTKVDKEVEPK SCDK THTCPPC PAPELL GGPSVELEPD

KPKDTLMISRTPEVTCVVVDYSHEDPEVKENWY VDGVEVENAK TKPREEQYNSTYRVVSVLT
VLHQDWLNGKEYKCKVSNKALPAPIEKTISKAKGQPREPQVY TLFPSRDELTKNQVSLTCLVE.
GFYPSDIAVEWESNGQPENNYKTTPPVLDSDGSFFLY SKLTVDKSRWQQGNVESCSVMHEALH

NHYTQKSLSLSPGK

Protein coverage:
2GHC_AEN Ta kavpa

TYAXPSVPTFPPSDEQLSGTASVVC LLNNFY PREARVOREVDNALOS GNSQRSVTEQD SKD STYSLE ST LT LSRADYERIRVYACEVTHQGLS SPUTRS PHRGEC

Figure 4: A default report template from Byos

In Byos, the report opens as an additional tab to right of the associated project. All default Byos workflows
contain a report template specifically designed to support that type of analysis. This is included in the
Processing nodes > Report section.

Samples Sequences and masses Sample-protein input Processing nodes

Intact

Mass Area and Relative Intensity Options

Advanced
v Report
Report Configuration Path
> Ul Configurations
‘ Time Settings

General

.\.\Intact\report_config\Intact_Mass_Pivot_Report_withPlots (ReferenceDefault).rptc

Figure 5: Set the report configuration in the Processing nodes tab during project creation

For details about the report template, see the Report Template and Default Report Template section.

To create a report based on data in multiple projects, please refer to the Multi-Document Report section.

File > Export > Fixed Excel report (legacy) exports the project to an Excel file in the same way that File
> Export > Export to Excel workbook exports from within a report.

Report Menu Overview

Menu

Sub Menu

Action and Notes

File

Load from File

Load a Report Template from the file system and create the tabs as
defined in the Report Template. This action replaces all current tabs.

Save to File

Save current tabs into a Report Template.

Save to Document

Save current report as associated with the current analysis. When
the project is next opened, the saved report will be attached to the
associated file.

Export

Export all or part of the report as PDF, Excel workbook, images, or
CSV. Refer to the Export section for additional details.
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Preset Load predefined Report Template, Tab Template, or Dynamic
Columns. Refer to the Preset section for additional details.
Close Close the Report.

Edit Current Tab Settings | Tab configuration settings. Refer to each tab section for additional
details.
Edit dynamic column | Add, edit, or delete a dynamic column. Refer to the Dynamic Column
section for additional details.
Copy pivot table to Enabled for the Pivot tab only. Pivot table content is copied to the
clipboard clipboard as tab separated values.
Tabs Add pivot table Add a pivot table tab. Refer to the Pivot Tab section for additional

details.

Add summary Add summary tab. Refer to the Summary Tab section for additional
details.
Add plots Add plot tab. Refer to the Plot Tab section for additional details.

Add flat input table

Add a tab displaying the contents of the flat input table. The flat input
table tab can be added only once. This option can be of use to
examine the data that goes into the Report Module.

Duplicate current tab

Make a copy of the current tab. The flat input table cannot be
duplicated.

Update tab content

Application changes, such as column filtering, will be updated and
reflected in all Report tabs.

Report File Menu

The File sub-menu contains various options to process reports:

File Edit Tabs
Load from file...
Save to file...

Save to document

Export »
Presets L4
Close

Figure 6: File Menus

Load from file loads in a previously saved report template and updates the report accordingly. Save to
file saves the current report template format. Save to document attaches the generated report to the
associated project.

File > Export includes five sub-menu items:
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Export
Presets
Close

Export to PDF...

Export to Excel workbook...
Export to image...

Export pivot table content (CSV)...

Export XY data from Traces (CSV)...

Export input content as flat file (CSV)...

Figure 7: File > Export menus

Export to PDF generates a .pdf document version of the report:

Export to PDF settings - o x

Export options

@ Export all tabs

O Export plot tabs only

O Export without plot tabs N
Show headers on every page

Page settings

Margins (pixels): ‘20 e |
Page numbers: Bottom right .
Qrientation: Auto @
Export width (pixels): ‘1920 = |

Image compression level:

@® Uncompressed (Large file size, highest quality)
O Low

O Medium

O High (Small file size, good for sharing)

Save... Cancel

Figure 8: Export to PDF settings

The Export to PDF settings includes:

o Export options to choose to export all tabs, only plots, or all tabs except plots.

e Page settings to set page margins, visibility and placement of page numbers, page orientation
(Auto uses a combination of portrait and landscape as suits each tab), and total document width.

o Image compression level to set the image resolution quality, and thus, size of the exported file.
The higher the compression, the smaller the size but the lower the image quality.

Export to Excel workbook generates a *.xlIsx file of all tabs. The PTM Summary tab, charts and plots are
rendered as images, while pivot tables are rendered as spreadsheets.




Reporting Manual v5.12 Protein Metrics

Export to Excel workbook settings - X

Pivot table display
® Merge pivoted rows and columns
O Display every row and column for each record

Show tab configuration

Save... Cancel

Figure 9: Export to Excel workbook settings

Export to image generates one *.png file for each of the tabs. Export to pivot table content (CSV) writes
the pivot table to a *.csv file. Export input content as flat file (CSV) writes a pivot table to a flattened *.csv
file (common values are repeated for all pivoted fields). Export XY data from traces (CSV) exports the
underlying XY data used to create the trace plot.

File > Presets refers to files that configure report formats:

Presets b Post pivot columns  #
Close Pre pivot columns ~ #
Report presets »
Tab presets r

Figure 10: File > Presets menus

Post pivot columns and Pre pivot columns presets load columns into the pivot tables. Report presets
lists the default report templates provided to support different types of projects. The list is different when
opening a *.blgc, *.ntms, and *.bmap project type. Tab presets loads additional default tab types into an
existing report. For more information, see the section Report and Tab Templates.

Close closes the report without closing the project. However, closing the Project will also automatically
close the associated Report.

Report Edit Menu

The Edit menu contains three sub-menus:

Edit = Tabs
Current tab settings...

Edit dynamic colurmns 4

Copy pivot table to clipboard

Figure 11: Edit menus

Current tab settings allow edits on certain tab properties; each tab type has a different set of properties
that can be edited. See the sections on the tab types for the kinds of edits allowed through the Current tab
settings dialog.

Edit dynamic columns allows the editing, addition, or removal of pivoted dynamic columns:
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Edit pre pivot dynamic functions *

Name

[IsoDmodname]

{Digest-Summary}

{Missed Cleavage?}

{Peptide-Label}

x| % % x|%

{XIC area summed isoX normalized}

Add new column... Finish and reload

Figure 12: Edit dynamic columns for Peptide Analysis project report

Click the & ' icon to edit the displayed name. Click the # icon to delete the pivot field. Click the Add new
column button to add another pivot field. Click the Finish and reload button to reload these edits. Please
contact support@proteinmetrics.com for support working with dynamic columns.

Copy pivot table to clipboard copies the pivot table data as tab separated values.

Report Tabs Menu

The Tabs sub-menus add additional tabs to an existing report:

Tabs

Add pivot table
Add summary
Add plots

Add flat table input

Duplicate current tab

Update tab content

Figure 13: Tabs menus

Add pivot table adds a new Pivot tab that can be edited using Edit > Edit dynamic columns. Add
summary adds a new Summary tab that defaults to the same format as the Summary tab included in many
reports. Add plots adds a new Plots tab (as well as File > Presets > Tab presets > Bmap_Plots) that
creates a report of all the project plot types. Add flat table input adds a new Flat Table Input tab that
contains data in many fields as a flattened pivot table. Right-click the header to see a list of available fields;
uncheck the checkboxes to hide unneeded field columns.

Duplicate current tab makes a copy of the selected tab with the same name; this can be useful to explore
altered layouts and displayed data fields. Please note the duplicated tab will appear at the very end of the
set of tabs in the current report (to the far right). The user can simply drag the tab to the desired location.
Double click the tab name to insert a cursor for editing.

Update tab content updates all the report tabs based on any new changes made to the project. Changes
to the project are not automatically reflected to the report.
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Report Toolbar

File Edit Tabs

Show configuration Copy pivot table to dipboard | Find:

I LR JUratior

Figure 14: Report toolbar

The Show configuration button displays the available pivot fields and all rendering and aggregation
options for the tab (for Pivot tabs only). When pressed again, these configuration options are hidden (to
make printed or exported reports more condensed, for example). The configuration settings are still
displayed in the report footer at the bottom left of the tab.

Copy pivot table to clipboard copies the pivot table data as tab separated values.

Find locates all occurrences of an entered text string within the current tab:

Find: ‘vd |A w

PTM Summary Tab *| Avg

09%
NNEYPREAKVQWEL I NALQSGNSQESV

46.36%

_VEDYFPEPVIVSWNSGALTSGVHTFPAV]
SHEDPEVEFNWYVDGVEVHNAKTEKPREE!
JPENNYKTTPPVLDSDGSFFLYSKLTVDKS

Figure 15: Find function

Report and Tab Templates

A report template, with *.rptc extension, contains the tabs and configurations, as well as both pre- and post-
pivot dynamic columns, for the generated report. When generating a new report from an application, a
default report template, with the name appended with “(Default)”, is read from installed configurations. Other
useful configurations are available in the same directories. To load a non-default report configuration file
from within a report, choose File > Presets > Report presets.

Users can also add new Pivot and Plot tabs to existing reports. There are a number of default tab templates
available for Pivot and Plot tabs. To load a new tab from within a report, choose File > Presets > Tab

presets.
Peptide Analysis contains the following report templates available in File > Presets > Report presets:

10
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Blgc_Disulfides.rptc
Blgc_ExportForChromeleon.rptc
Blgc_FeatureFinder.rptc
Blgc_Glycan_Profile.rptc
Blgc_HCP_peptide_and_protein_count.rptc
Blgc_HCPs.rptc

Blgc_HDX.rptc

Blgc_MAM.rptc

Blgc_MAM_CQA_NPD.rptc
Blgc_Oligo_Mapping.rptc

Blgc_PTM (Default).rptc
Blgc_PTM_wGlycation.rptc
Blgc_PTM_wProteinDuplicates.rptc
Blgc_Reconstruction_Export.rptc
Blgc_Replicates_And_Error_Bars_Example.rptc
Blgc_SVA.rptc
Blgc_SystemSuit(Default).rptc
Blgc_SystemSuit(Legacy).rptc

Figure 16: Peptide Analysis report templates

Peptide Analysis contains the following tab templates available in File > Presets > Tab presets:

Blgc_Pivot_ADC_Cuant.tabc
Blgc_Pivot_All_Peptide_ PTM_Cuant.tabc
Blgc_Pivot_BarChart_AAPosition.tabc
Blgc_Pivot_Heatrmap_Disulfide_DupCysLoc.tabe
Blgc_Pivot_Heatmap_Mod+AAPosition tabc
Blgc_Pivot_LineChart_XICAreavsProt.tabce
Blgc_Pivot_TableBarchart_Glycan_Comparetabce
Blgc_Pivot_TableBarchart_Mod+AAPosition (PivotTabDefault).tabe
Blgc_Pivot_TableBarchart_5eq+MeodPosition.tabce
Blgc_Pivot_Table_All_Mods.tabc

Blgc_Plots (PlotsTabDefault).tabc

Figure 17: Peptide Analysis tab templates

11
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Intact Analysis contains the following report templates available in File > Presets > Report presets:

HRIM_Intact.rptc

Intact_ADC_Report_withPlots.rptc
Intact_Mass_Pivot_Report (ComparisonDefault).rptc
Intact_Mass_Pivot_Report_withPlots (ReferenceDefault).rptc
Intact_Mass_Report_Export.rptc

Intact_Mass_Std.rptc
Intact_Sample_Name_And_Error_Bars_Example.rptc
Intact_UV_Peak_Purity.rptc

Intact_iclEF_Report.rptc

Figure 18: Intact Analysis report templates

Intact Analysis contains the following tab templates available in File > Presets > Tab presets:

Intact_DAR_Fraction_Reduced.tabe
Intact_Expected_And_Observed_Mass_With_Pprn_Error.tabc
Intact_Mass_Report_Export (PivotTabDefault) tabc
Intact_Mass_in_siloed_peaks.tabe

Intact_Plots (PlotsTabDefault).tabc

Figure 19: Intact Analysis tab templates

Chromatogram Analysis contains the following report templates available in File > Presets > Report presets:

Bmap (Comparison_Default).rptc
Bmap (MultiDocDefault).rptc

Bmap (Reference_Default).rptc

Bmap Relative UV Quant.rptc
Bmap_Detached_Glycan.rptc
Bmap_Disulfides.rptc
Bmap_MAM_Comparison_Default.rptc
HRIM_Glycan.rptc

HRIM_Peptide.rptc

Figure 20: Chromatogram Analysis report templates

Chromatogram Analysis contains the following tab templates available in File > Presets > Tab presets:

12
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Bmap Fold Change.tabc

Bmap_Plots (PlotsTabDefault).tabc

Pivot_BarChart EndAA.tabc
Pivot_TableBarchart_Mod+AAPosition (PivotTabDefault).tabc

Figure 21: Chromatogram Analysis tab templates

Oligo Analysis contains the following report templates available in File > Presets > Report presets:

OligonucleotideReport.rptc
Oligonucleotide_Purity_byOpticalTrace.rptc
Figure 22: Oligo Analysis tab templates

Once a report has been modified, a report configuration file can be saved and used by another project. To
save a report template, select File > Save to file. To load a custom report template, select File > Load
from file, navigate to the directory and file containing the report configuration file, and click Open.

A custom report configuration file can be set to be the updated default report template loaded with a new
report. The new default report template must be named a specific way and the old default report template
renamed so it is no longer loaded. To create a new default report template:

o For Peptide Analysis, add (Default) at the end of the *.rptc filename to create a default report. For
example, Blgc_Std_PTM Report(Default).rptc.
Paste the file into the directory: \Program Files\ProteinMetrics\PMI-
Suite\Base\presets\Byologic\report_config.
Rename the file Blgc_ PTM (Default).rptc so that it is no longer a default report template. These
actions require administrator privileges.

e For Chromatogram Analysis, add (Comparison_Default) or (Reference_Default) at the end of the
*.rptc filename to create a default report template for comparison or reference projects.. Paste the
file into the directory: \Program Files\ProteinMetrics\PMI-
Suite\Base\presets\Byomap\report_config. Rename the file Bmap (Comparison_Default).rptc or
Bmap (Reference Default).rptc so they are no longer the default report templates.

e For Intact Analysis, add (ComparisonDefault) or (ReferenceDefault) at the end of the *.rptc
filename to create a default report template for comparison or reference projects. Paste the file
into the directory: \Program Files\ProteinMetrics\PMI-Suite\Base\presets\Intact\report_config.
Rename the file Intact_Mass_Pivot_Report (ComparisonDefault).rptc or
Intact_Mass_Pivot Report_withPlots (ReferenceDefault).rptc so they are no longer the default
report templates.

Report Tab Management

The user can add Summary, Pivot Table, Plot, or Flat Input Tables as tabs in the Report.

To add a tab, select the Tab menu and select either Add pivot table, Add summary, Add plots, or Add
flat table input.

The user can add a custom logo to a report tab by dragging and dropping an image onto a report tab. The
customized image will be placed at the top left corner. The customization will apply to all tabs.

To remove the customized image, hover over the image until a red X appears at the top right corner of the
image. Click on the red X to remove the image from all tabs.

13
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x

Summary Tab

N #PROTEIN METRICS

Figure 23: Customizing the report logo

To rename a tab, double click the tab name to insert a cursor for editing.

To remove the tab, click on the black X to the right of the tab name.

Summary Tab

The Summary Tab includes some of the important table data from the project. An example Summary Tab
from a peptide analysis appears as follows:

[ summary Tab — O *
File Edit Tabs

™ Show configuration Copy pivot table to dipboard | Find: |Enter text | F

PTM Summary Tab *| %Mod by ModName across Samples *  Avg %Mod per AA by Sam
£ >
hIGHG] Peptide Coverage: (153 of 330) 46.36%
ASTKGPSVFPLAPSSKSTSGGTAALGCLVKDYFPEPVIVSWNSGALTSGVHTFPAVLQSSGLYSLSSVVTVPSSSLGTQTYIC
VELFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVDGVEVHNAK TKPREEQYNSTYRVVSVLTVLHQDWLNGKEY
KNQVSLTCLVKGFYPSDIAVEWESNGQPENNYKTTPPVLDSDGSFFLYSKLTVDK SRWQQGNVFSCSVMHEALHNHYTQ!

Protein coverage:
RIGKC

10 20 30 40 50 60 70 80 90 100
TVAAPSVF IF PP SDEQLKS GTASYV CLLNNF YPREAKY QWKVDHAL 0SGHS QESVTEQD SKDSTYSLSSTLTL SKADYEKHKVYACEVTHQGL SSPY TKSFNRGEC

hIGHG1L

10 20 30 40 50 60 70 80 90 100
ASTKGPSVFPLAPSSKSTSGGTAALGCLVKDYFPEPV TV SHHSGALTSGVHTFPAVL (SSELYSLSSYVTYPSSSLET(TYI CHYHHKP SHTKVDKKVEP KS CDKT

Figure 24: Summary tab

To edit the Summary Tab, select Edit > Current tab settings:
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Current tab settings *

—General options
Color code sample name

—Project table options:

(O Show predefined columns

(Undesired,Unexpected, Desired,Status,Sample name)
@® Show columns visible in application project table

(O Show customized columns

—Font options

Font size : 16 v
Font weight: Normal <
Font style: Normal v
Font name: Times New Roman =

Font color: #000000

AaBbCcDdKk13.13-HKN

Edit summary template... oK

Figure 25:; Editing the Summary tab in Current tab settings

Current tab settings for the Summary tab have three sections:

o General options contains Color code sample name which color codes the Project table text
with the sample colors.

PTM Summary Tab *| %Mod by ModName across Samples *  Avg %Mod per AA by Sample * % Mod (Multi M

Project table:

Alias Name Trpe Digestion Dynamic MS MS2 Search Search Server
Name P Type Exclusion Id Id Type URL
Day0) P:PMI-Demo'Managed'rawData'FD_Series'\JH121614_ProtMetl_T0_Tryp 01 RAW RAW  Tryptic 1
Dayl P:PMI-Demo'Managed'rawData'FD_Series'\JH121614_ProtMet]_pHEp5_1Day_Tryp 01 RAW RAW Tryptic 2

Day3 P-PMI-Demo'ManagedrawData'FD_Series'\JH121614_ProtMetl_pH8p5_3Day_Tryp_01 RAW RAW  Tryptic

Figure 26: Project table in Summary tab color-coded by sample name

o Project table options determines which columns are displayed in the report Project table. The
user may choose between pre-defined table columns, all table columns (primarily applicable to
Intact Analysis), and customized columns. When Show customized columns is selected, the
Edit columns button appears.
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Current tab settings *

—General opticns
Color code sample name

—Project table options:

O Show predefined columns
(Undesired,Unexpected, Desired, Status,Sample name)
O Show columns visible in application project table

@® Show customized columns

—Font options

Font size : 16 -

Edit summary template... Edit columns oK

Figure 27: Current tab settings with Show customized columns selected

To edit the visibility and order of columns in the Project table, click the Edit columns button.

Edit project table column visibility x
Column name Visible
Alias Name
Name
Type

]

Digestion Type

]

Dynamic Exclusion

MS Id

&

MS2 Search Id

K A&

Search Type

Server URL

O ®

SearchCheckbox

ok Cancel

Figure 28: Setting Project table column visibility and order in the Summary tab

To remove a column from the Project table, uncheck the column name. To reorder a Project table
column, click the column, drag it to the new position, and release it.

o Font options allows the user to adjust the size, weight (Normal or Bold), style (Normal or lItalic),
name and color of the font. An example of the formatted text is displayed in the dialog.

Advanced users can further edit the Summary tab by clicking the Edit summary template button to open
the Template Editor:
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# Template Editor ? >
Edit Format

&) @& :fv\a I:L| ETJ % shortCodes [l Preview

Export of: [File Path] -

Creation time: [Date] [Time]
Created by: [User]

Protein seguence:
[Sequences]

Protein coverage:
[ProteinCoveragelmage]

Column fitters: [ColumnFitters]
Modification fiters: [ModificationFiters]
Peptide filters: [PeptideFilters]

Project table: [ProjectOptionsTable] hd

Cancel

Figure 29: Summary tab template editor

See the Summary Tab Template Editor section for additional details.

Pivot Tab
According to Wikipedia:

A pivot table is a table of statistics that summarizes the data of a more extensive table (such as from a
database, spreadsheet, or business intelligence program). This summary might include sums, averages,
or other statistics, which the pivot table groups together in a meaningful way.

Pivot tables are a technique in data processing. They enable users to arrange and rearrange (or "pivot")
statistics in order to draw attention to useful information. By grouping hierarchical data (with one-to-many
relationships) under multiple column headings, complex data can be organized and condensed into a
simpler table.

For example, the data in the flat table in the figure below displays across 64 rows:
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Sample name -

Peak £ ~

Name -

Expected mass ~

Delta mass from calc. -

Sample name | Peak#! Name | Expected mass 1 | Delta mass from eale. 1

ADC 1000ug-ml_2-D,2_01_1185.d 4 ADC_linker , Drug(6) 151150 -3.85755
ADC_linker, Drug(5) 150191 316754
ADC_linker , Drug(4) 149227 2.85268
ADC_linker, Drug(3) 148274 -0.653685
ADC_linker , Drug(?) 147316 0.814321
ADC_linker , Drug(l) 146357 0.876487
ADC_linker, Drug(0) 145399 2.68384
ADC , Drug(8) 152835 257572
ADC, Drug(T) 151877 316825
ADC , Drug(6) 150918 -1.79026
ADC , Drug(5) 149960 -1.57985
ADC , Drug(4) 148996 4.49659
ADC, Drug(3) 148043 0.235289
ADC, Drug(2) 147084 0.93887
ADC , Drug(1) 146126 2.87699
ADC , Drug(l) 145167 2.84804

Figure 30: Flattened table data

The same data can be reorganized in a much more intelligible structure using a pivot table, as show in the

figure below:

sum =
Delta mass from calc. ~ Sample name ~
Name ~

Name |

Expected mass ~
ADC_linker , Drug(6)
ADC_linker , Drug(5)
ADC_linker , Drug(4)
ADC_linker , Drug(3)
ADC_linker , Drug(2)
ADC_linker , Drug(l)
ADC_linker , Drug(0)
ADC , Drug(8)
ADC , Drug(7)
Drug(6)

+ Drug(5)

anc,
ADC
ADC , Drug()
ADC , Drug(3)
ADC , Drug(2)
ADC , Drug(l)

ADC, Drug(0)

Peak # -

Sample name — ADC 100ug-ml 2-C.7_01_1182.d ADC 200ug-ml 2-C.8 01 _1183.d ADC $00ul-ml_2-D,1 01 _1184.d ADC 1000ug-ml 2-D,2 01 1185.d

Peak # —

1 2 3 4
Expected mass 1
151150 -5.656011 -3.029556 2168420
150191 -1.071813 -1.647766 -1.129801
149227 6420644 4435616
148274 -0.600375 -0.012828 0653685
147316 2353646 1.420844 0514321
146357 2773643 3.043483 0876487
145399 1.843527 4306960 2683840
152835 -2.338330 2.832138 723
151877 -3.638738 -2.834628 3168253
150918 1376361 -0.239236 1790259
149960 0335146 0.753834 0627207 -1.579847
148996 7586617 6335042 026441 4496550
148043 1.324480 1237413 1530263 0235289
147084 2879652 2298738 770845 0838870
146126 5 3.596316 3437993 2876987
145167 5236307 4782813 4458601 2548939

Figure 31: Pivoted table data

In the above example, the fields “Sample Name” and “Peak” were dragged above the table to create two
levels of pivoting. The numeric field “Delta mass from calc.” is removed from the field list in the left column,
and instead is selected in the drop-down at top left. The “Delta mass from calc.” field is now displayed for
the combination of the pair of row fields “Name” and “Expected mass” and the pair of column fields “Sample

Name” and “Peak”.
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Tour of Pivot Table Areas

File Edit Tabs Debug

“® Show configuration Copy pivot table to dipboard
Pivot Tab *
Sum
Table o XIC Ratio%
Apex Time (Posit) ~ Mod. Names -
GlycanFamily ~ Protein name ~
Glycans ~ Var. Pos. Protein ~

Glycoform -
Labels -

Mod. AAs ~

Scare -

Sequence (unformatted) -
Validate -

Var. Pos. Peptide -

XIC AUC ~
[runAliasName] ~

XIC Ratio% -

XIC arca summed -

z~

1. View type
Aggregator options
Show unused fields
Show row fields
Show column fields

Show row total

Nk wN

Show column total

Rendering Options

- MSId ~  MS Alias name ~

MS 1 —

MS Alias name —

Mod, Names 1 Protein name { Var. Pos, Protein
KIGHG1
BIGKC
Ammonia-loss-17.0265 KIGHG1 169
198
Deamidated/0.9840 KIGHG1 169
198
267
m
BIGKC 29
30
Dioxidation/31.9898 BIGHG1 196
Orxidation/15.9949 BIGHG1 41
135
196
an

Levelo =]

Totalz

[

Totalz

Level0 ¥

Totalz

Figure 32: The regions in a Pivot Table

534
0.429
0.0437
0.278
178
143
0.014
4.38

Levelo v

Totals

Pivoted data is not limited to tables; a variety of charts and plots can display pivoted data. To change the

data display type (rendering option), click the drop-down option at the top-left:
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Horizontal Stacked Bar Chart -

PCA

Protein 3D
Area Chart

Bar Chart

Col Heatmap
Error Bar Chart
Error Line Chart
Heatmap

Horizontal Bar Chart

Horizontal Stacked Bar Chart E

Horizontal Stacked Bar Chart §§
Line Chart

Pie Chart

Row Heatmap

Scatter Chart

Stacked Bar Chart

Table

Table Barchart

Treemap

Wenn Diagram v

A

Figure 33: Pivot tab rendering options

Category | Rendering Options | Current tab settings and notes
Chart Area Chart, Bar Common settings and Chart-specific settings.
Chart, Horizontal Bar | Line Chart also has an option to Show R2, slope and intercept
Chart, Horizontal values.
Stacked Bar Chart,
Line Chart, Pie
Chart, Protein Map,
Scatter Chart,
Stacked Bar Chart,
Table Barchart
Error Error Bar Chart, Error | Common settings and Error Chart settings.
Chart Line Chart Error Chart is enabled only if the post-pivot dynamic column
AllErrorColumns or StdDevErrorColumns are added into the Pivot
Table.
Heatmap | Col Heatmap, Common settings and Color settings.
Heatmap, Row Col/Row Heatmap defines the color range based on values within
Heatmap each column/row. Heatmap will consider all values of columns and
rows.
PCA PCA Common settings and PCA-specific settings.
Protein Protein 3D Common settings and protein 3D-specific settings.
3D
Treemap | Treemap Common settings only.
Venn VennDiagram Common settings and Chart-specific settings.
Diagram
Aggregator Options

Aggregators are the statistical method used to display sets of pivoted numeric data. To change the
aggregator, click the drop-down option to the right of the rendering option:
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sSum -
Average

Count

Integer Sum

Maximum

Minimum

Normalize Column
Normalize Row

FSum

sum as Fraction of Total
Sum over sum

Figure 34: Pivot tab Aggregator options

Aggregator Description

Average Displays average values.

Count Displays number of values. This function does not require a parameter.
Integer Sum Displays summed values for integers.

Maximum/Minimum

Displays maximum or minimum values.

Normalize Column/Row

Displays normalized values by column or row.

Normalize Column - | |Customr -
By field: |Expected mass
By value: 145167

Level 0 -

Delta mass from calc. ~

To normalize based on a specific value other than Sum or Max of all
values in a column (or row), select Custom. Normalize By field will list all
eligible fields. Normalize By value will list all values of the selected field.
Level defines the pivot level to normalize against. Level 0 normalizes to the
selected value. Level 1 and 2 normalizes by the first or second field values,
respectively.

Sum

Display summed values.

Sum as Fraction of
Total

Display summed value as a percentage of all values in column/row/table.

Sum over Sum

For example: Mn = Sum(intensity*mass)/Sum(intensity).

Sum over Sum ~
[intensity*mass] v
intensity v

Field Management

To change the numeric data field to pivot, click the drop-down option below the aggregate method:
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XIC Ratio% -

élpex Time (Posit) “ Var. Pos. Peptide ~
ycans Var. Pos. Protein

Labels ¥IC AUC

Mod. AAs XIC Ratio%

Mod. Names XIC area summed

MS Alias name z

MS Id {Digest-Summary}

Protein name {Missed Cleavage?}

Score {Peptide-Label}

Sequence (unformatted) v | |{XIC area summed isoX normalized} v

Figure 35: Data field to select for the pivoting

To add a new field to the table, click the field name from the available fields in the first column, and drag it
to the desired order of the displayed fields in the second column. To reorder a table field column, click the
field name in the second list, and drag it to the new order position:

Apex Time (Posit) - Mod. Names ~

Glycans - Protein name -

Score ~ Mod AAs -

Validate ~ WVar. Pos. Protein ~
Sequence (unformatted) -

Var. Pos. Peptide - Labels -

Figure 36: Drag-and-drop new fields into the table

To add a new field to the pivoted value columns, click the field name from the available fields in the first
column, and drag it to the desired order of the pivot fields above the table:

sum -

¥IC Ratio% = MSId - MS Alias name -
Va:r@s.Pepﬁde =

Mod. Names -

Figure 37: Drag-and-drop new fields into the pivoting

The pivot table editing as in the Figure above updates to reflect the new layer of pivoting shown in the
Figure below:

MSId — 1

[}

MS Alias name «— Day 0 Day 1

Var. Poz. Pepiide

—

Figure 38: Pivoted results after the table edit
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Filters

Data values can be filtered from the report in two ways. Include/Exclude filters, where unchecked values
are removed from the report and from all aggregate calculations, can be set for pivot row and column fields,
but also for unused fields. Show/Hide filters, where unchecked values are not removed from aggregate
calculations, but they are not displayed in the report, can be set for pivot row and column fields. The user
can only Show or Hide values that are included in a pivot tab. A value that is excluded from the report will
be disabled from Show/Hide selection. To open the filters, click the down arrow following the field name.
Both filter types will open:

Digest Missed Cleavages -

Digest Missed Cleavages (4) Digest Missed Cleavages (4)
Digest N-term ragged ~ Select All  Select None Select Al Select None
Digest Start Peptide -~ contains - contains -
Type of filters: T Incluide/Exclude ~ Type of filters- 7% Show/Hide v
End AA -
Exact inchide mode:[ ]
End time - [~10(33)
22)
End time Original ~ 1 (10)
2(3)
Glycans ~
Imported comment - Apply Cancel

Figure 39: Included/Exclude and Show/Hide Data filters

Click Select All to check all unique values and Select None to uncheck all values. If any values are
unchecked, the pivot field name is moved to the top of the field list and is marked in red with an exclude
filter U or a hide filter 7=* icon, as shown in Figure 40 below.

Mod. Summary - @&

Digest N-term ragged ~]

Digest Missed Cleavages -7 [Peak Eval] ~
Digest Missed Cleavages (4) Digest Missed Cleavages (4)
Digest C-term ragged - Select Al Select None Select Al Select None
_gipoum ~ contains ~ contains -
modids - Type of filters: Include/Exclude ~ Type of filters: " Show/Hide x,
Exact include mode:["|
_prot_id ~
Apex Int. (Posit) ~
Apex Time (Posit) ~
Byonic Comment - Apply Cancel

Figure 40: Filtered data is marked in red and shown with filter type icons

For numeric data, the filters apply to the aggregator calculation. Unchecked Include/Exclude filter values
are excluded from the calculation, while unchecked Show/Hide filter values are included in the calculation:
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XIC Ratio% (5424) XIC Ratio% (5424)

Select All Select None Select All Select None
contains ~ contains ~
Type of filters: 7 InchideExclide ~  Type of filters: 7 Show/Hide -
Exact inclide mode:[ ]
[]0(4280) ~ o
[](15378)
[+]0.000685339 (1) []0.000685339 (1)
[]0.000853712 (1) []0.000853712 (1)
[~]0.00171989 (1) []0.00171989 (1)
[]0.00207649 (1) [(]0.00207649 (1)
[»]0.00405588 (1) []0.00405588 (1)
[~]0.00408837 (1) []0.00408837 (1)

[]0.00440763 (2)

[ PPN

[]0.00440763 (2)

[ P APIPEY

Significant figures ~

 Significant figures |

Decimal places
Rppry— —Cancel

Figure 41: Filtering data from the aggregator calculation

To modify the data format for either the pivot column or pivot row fields, set the Significant figures or Decimal
place to be displayed. Note the displayed data format does not change the calculation result for aggregator
values.

To filter by string values or numeric ranges, select Contains for string values or a numeric operator. Then
enter the string or numeric value:

contains -

InchideExclude ~

Figure 42: Text filters using operators

The available list of values updates as the value is typed in:

=< v 0.133

Tvpe of filters: T InchudeExchude ~
Exact include mode: []

021

£10.0108482 (1)
10.0314462 (1)
10.118405 (1)
10.130214 (1)

Figure 43: Numeric filters using operators

24



Reporting Manual v5.12

Dotmatics

Protein Metrics

To reorder how the values of a pivot field is displayed, set Type of filters to Custom order, and drag and
drop the values to reorder them. Reordering does not affect the aggregation calculation:

Labels (3)
Select All
contains -

Type of filters:

Select None

=3 Custom order

N-}iso]%j:_‘l

N-:}D |: : _\I

Apply

Cancel

Figure 44: Reordering labels by drag-and-drop

Pivoted data can also be filtered inside the pivot table directly. To filter from within the pivot table, right-click

the lower-level pivot field to open the filter dialog:

Name |

ADC_linker , Drug(§)
ADC_linker , Drug(5)
ADC_linker , Drugi4)
ADC linker , Drug(3)
ADC_linker , Drug(2)
ADC_linker , Drugil)
ADC linker , Drug(0)
ADC , Drug(8)

ADC , Drug(T)

ADC, Drug(6)

ADC , Drugi5)

ADC, Drugi4)

ADC, Drugi3)

ADC, Drug(2)

ADC, Drug(l)

ADC, Drug(0)

Expected masz T
151150
150191
149227
148274
147316
146357
145399
152835
151877
150918
149960
148996
148043
147084
146126

145167

Sample name —

Peak # —

ADC 100ug-ml_2-C.7_01_1182.d

1
@ Filter values by (16)

Select All

contains -~

[~1-5 656011
[£]-1.071813
[]6.420644
0.600375
[]2.353646

[]-3.638739

Apply

2136307

Select None

Cancel

ADC 200ug-ml_2-C.8_01_1183.d

029556
647766
483616
012828
420844
043483
306260
832138
834629
239236
733834
335042
237413
299738
396316

4.782913

ADC 500ul-ml_2-D,1_01_1184.d

3

4

-2.168420

-1.129801

3 821059

8.389733

1.282910

-2215001

0.395879

-0.627207

7026441
1.530265
2770845
3437995

4438601

Figure 45: Filtering data in the pivot table through a right-click in the second pivot level

Sorting

-

ADC 1000ug-ml_3-D,2_01_1185.d

-3.857550

-3.167342

2.832682

-0.633685

0.814321
0.876487

2.683340

723

-3.168233
-1.790239

-1.579847

4486380
0.235289
0538870
2.876987

2.848939

To sort data in the display fields, click once to sort ascending (down arrow), twice to sort descending (down
arrow), and a third time to remove the sort (no arrow):
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Mod. Names |

Oxidation/15.9

Dioxidation/31.9898

hIGHG1 M

hIGHG1 W

hIGHG1 N

Deamidated'0,.9840

hIGKC N

Ammonia-los=/-17.0265 hIGHG1 N

Figure 46: Table sorting

Show/Hide Configuration

ﬁ Protein name ! Mod. A=t

135
311
41

168
198

Var. Poz. Protein 1

MSId —

MS Alias name «—

Day 0

When the report tab is fully configured, the configuration controls can be hidden to maximize the display of
the data. To hide the data and field configuration controls, click the selected Show configuration button

at the top left:

B Show configuration Copy pivot table to clipboard  Find: Enter text
PTM Summary Tab *

Protein Metrics

N

5

IGTIG1 AN e prmaa 1| N

16761 Ml grmaa £ N

[ETEpTETR——

[

N

5

TNWTVRGVEVIEGAK — IGTIG1 AN e g 1| N

Ammenis les 170068 | IGHGI_IUMAN Iy prmma £ X

GrpsoL s Mane1_L N

TG B w
NovstTeIvE TG ~
SETASYVELINTVPR TE TUMAN T 5
VINALOSGNSQESTTRGBSK. TKC ITMANTE ~
VVSVLTVLIGEWLNGK 3 16T AN Ty g || N

1261 IMAN i g 1| N

IGHGI_HUMAN Ig gt W

VHACKVIHQULSSY TR o
N

THEALHNHY TOK N

Oidtation 153543 Rt ————

Normalice Column - {XIC arca summed soX nomelized], Level |
Normalize type - Sum
Hidden values in: Mod, Names.

9%Mod by ModName across Samples  *

P 4

Avg ¥%Mod per AA by Sample  *

15

00052

bouasse

Ls6

% Mod (Multl Mods per Peptide)

Figure 47: Hide Configuration mode
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Pivot Tab Current Tab Settings: Common

To edit the Pivot Tab itself, select Edit > Current tab settings:

Current tab settings *®

—Number formatting:
Significant figures @ 3k

Number format:

~

Number “

—Pivot table settings:
Max number of values in filters menu:

OShow column totals: 1e
OShow row totals: 1
MShow unused fields

MShow column fields

MShow row fields

HMShow report details

HDisplay unit below pivot field name

Show all pivot fields i

10000 .

Ok Cancel

Figure 48: Pivot options in Current tab settings

Setting

Description

Number formatting

Options are Significant figures and Decimal places.

Significant figures

Significant figures range is 1 to 10.

Decimal place

Decimal place range is 0 to 10.

Number format

Options are Numeric, Scientific, Percent, or ppm.

Pivot table settings

Max number of values
in filters menu

Used to limit the number of pivot field values. If there are n values, and n-m
is set as max, the last/maximum m values are not displayed.

Show column totals

Displays the totals of all the column values within rows at different levels of
pivoting in a column to the right of the table. Level O displays a single total
for all rows. The highest level displays a total for each table row. The
allowed range is 1 to the number of pivot column (or row) fields + 1.

Show row totals

Displays the totals of all the row values within columns at different levels of
pivoting in a row at the bottom of the table. Level O displays a single total for
all columns. The highest level displays a total for each table column. The
allowed range is 1 to the number of pivot column (or row) fields + 1.

Show unused fields

Turns off display of the first column containing the unassigned row fields.

Show column fields

Turns off display of the pivot fields above the table.

Show row fields

Turns off display of the second column containing the assigned row fields.

Show report details

When “Show configuration” is unpressed, (set to “Hide configuration
mode”), pivot table aggregation and filtering information are displayed at the
bottom of the report. See Figure 48 and Figure 49.
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Show all pivot fields or
Show all common pivot

Show all pivot fields — show all fields which comes from the input flat table.
Show all common pivot fields — show fields which are listed in

fields

commonly_used_column_names.ccnson (which is in the application specific
presets folder, for example, Program Files > ProteinMetrics > PMI-Suite >
Base > presets > Byologic) as well as all pre pivot dynamic columns.

& Show configuration

PTM Summary Tab

Copy pivot table to clipboard

Find: |Enter text

%Mod by ModName across Samples

Protein Metrics

Table

[Apex Time (Posit) AcrassAve] ~

|Obs. miz AcrossAvg| -

[0bs.M Acrossavg] -

[ppm Acrossvg] -

[SummaryOfChargeStates] -
[XIC Tnd Acrassavg] -

[XIC Stast Acrossva] -

_epmm -
modids ~
_pwot_id -
Apex Int. (Posil) =
Apex Tume (Posit) -
Byonic Comment
Cale.miz -

Cale. time Var (min) ~

Calc. time Wild (min) ~

Cale M ~
Center of miz ~
Comment -
Delta (Dalton) -
Della Scere -

Delra Mod. Seare -

Delts R T. Obs- Delta RT. Prd.

Hormalize Calumn  ~ |Sum

Sequence (unformatted)

Macd, Nenes ~ 7
Protein name ~
Mod. AAs =

V. Pos. Prolein

Labels +

{XIC area summed s ¥ |Level 1 ~

av

Avg %Mod per AA by Sample  *

MS1d ~
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Figure 49: Show configuration with Show report details unchecked
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Figure 50: Same pivot table with Show configuration turned off and with Show report details checked.

28



Reporting Manual v5.12 @b Protein Metrics

Text can be added to the top or bottom of the Pivot tab, and text font in the tables can be formatted:

Current tab settings x

—Meodified residue rendering options:
[] Mark as red

[] Mark as underlined

—Free text settings
@ Text at the start
(O Text at the end

Edit free text

—Font settings

Type Preview
Column headers font AaBbCeDdKK13.13-HEN
Row headers font AsBbCcDdKL13.13-HKN 7
Cells font A3BbCeDAKK13.13-HKN 7
|—Filter|'ng settings | v

Ok Cancel

Figure 51: Modified residue rendering and Free text settings in Current tab settings

To mark modified residues as red and/or underlined in the report, the user must check Mark as red and/or
Mark as underlined in the Modified residue rendering options settings (figure above).

To add free text to the pivot tab, select whether to add the text at the start of end of the tab, then click Edit
free text. Enter the free text and click OK.

A pop-up window appears with options to change the font, justify text, and add bullets to the text.

Edit Text at the start

Figure 52: Edit Text at the end settings

Adjust the size, weight (Normal or Bold), style (Normal or Italic), name and color of the font and click OK.
In the figure above, the text “Crosslink reporter peaks:” is added. In addition to the free text, images can be
added in the window as well. Users can drag-and-drop an image into the free text in a report.
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Edit Text at the start

BiUus = Eis= » 9z

s = = i= =

Crosslink reporter peaks:|

120
100+
80

60

Count

40

20+

2 3 4 5
Crosslink Reporter Peaks - Charge

6

OK Cancel

Figure 53: A sample histogram image and free text added to the text box

Pivot Tab Current Tab Settings: Chart specific

Current tab settings

Show all pivot fields

Data axis:

Row &

—Chart settings:
Font size of axis:

OLabel orientation:

Width: |1266
OGrid lines
OCustom y range

CONumeric X-axis

OShow line equation on chart
OShow R2, slope and intercept

HAuto resize chart to window

Height: 2788

10
S0

<>

rCoIor settings:

Figure 54:

Ok

Cancel

Pivot chart options in Current tab settings
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Setting Description

Pivot table

settings

Data axis By default, the row is the X-axis. Sometimes the user wants to switch row and
column. If column is selected, column values will be used on the X-axis and row
values on Y-axis.

Chart settings

Font size of axis

Font size between 1 and 20.

Label orientation

To avoid label collision or for better readability, the user can place the label at an
angle. The angle range is -90 to 90 degrees.

Show R2, slope
and intercept

(Line Chart only)

When checked, R? values, slopes and intercepts are displayed on the top right of
the chart in the format y = mx + b:

Re=0.727
Current tab settings x|y x-64.8

[ PN

—Chart settings:
Font size of axis:

y=-5.65x +22.9

R® = #NIA

y=0x+347

[ Label orientation: 00
Show R2, slope and intercept

f{1SId-MSAlias name
Auto resize chart to window 13132 Theet- Try
[1031714—

1303 8817

Auto resize chart

When checked, the chart will fit within the display screen adjusting for Show

to window configuration (Show unused fields or Show row fields). When unchecked, the
chart will fit within the specified width and height pixel settings.
Grid lines When checked, the chart will display grid lines at the axis values.

Custom y range

When checked, the chart will be plotted on the specified minimum and maximum
Y axis range.

Numeric X-axis

(Except Pie chart and Table Barchart) - When checked, displays numeric labels
on the X-axis

Color settings

Color

Colors are assigned to the column field values. Colors in charts default to a
pastel palette. To change a color, enter a new RGB value or click the value to
display a color chooser. Please note values can be copied and pasted to apply
the same color to multiple components, if desired.

—Color settings:

e li ‘

vv

Ammonia-loss/-17.0265-hIGH
G1-N-169-:

Ammonia-loss/-17.0265-hIGH
G1-N-198-:

Deamidated/0.9840-hIGHG1-

Connect the dots

(Scatter charts only) - When checked, connects the plotted points with line
segments
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et

- ety

X-, Y-axis Log (Line charts and Scatter charts only) - When checked, displays and labels that
scale axis data with a logarithmic scale
—Color settings:
126355-: #FFaC4C
126336~:
126312+
126296-: #FF7FOE
126210-:
126195~
126151
126135~
126046-: #E377C2
126035
125983-: #BCBD22
125884-: #17BECF
Figure 55: Default colors from a high-contrast palette
55—@
CAE
45—'5
wds
E
35—§
S E
E
252
.

l

. mplesig
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2

3

P

M 128255 M 128235- M 128212- M 128296 M 126210- M 12e199- M 128151- M 128125 W 128048 M 128035 [ 125983 M 125884 M 125825 M 125774
0 124088 W 125021- 123997- 122960- M 123937- M 12390s- MM 123376- M 123885 M 120497 M-

Figure 56: Horizontal bar chart with high-contrast color palette
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Pivot Tab Current Tab Settings: Modification specific

Current tab settings x
- Filtering settings ' B
Filtering by modifications
Show Mods Description
O Sequence Variants Show sequence variants
O Oxidation Show oxidations
O Deamidation Show deamidations
O Ammonia-loss Show ammonia loss
O Disulfides/crosslinks Show disulfides/crosslinks
[ Glycation Show glycation
Glycosylation Show glycans
| All modified peptides Show all variable modifications
0 CorrespondTl:\g wildty [Show wildtypes co_rrespondT_ng to a showi
pe peptides ng modified peptide
[ Wildtype peptides Show all detyps:tT(cl)r;S;Jdes fixed modifi
O All peptides Show all modified and wildtype peptides
v

Ok Cancel

Figure 57: Filtering Pivot tables by modifications

Pivot tables can be filtered by individual modifications (e.g., oxidation, deamidation), or combinations of
modifications. Modification filters include the corresponding wildtypes. All peptides is checked by default.
To filter by one or more modification, check Filtering by modifications, uncheck All peptides, and check
the modifications to include. For example, the settings above produce a table like this:

sum -
XIC Ratio% = MSId ~  MS Alias name ~

= MSId — 1 2
Mod. Names™ ~

MS Alias name —
NISTmAb_Control MS2 NISTmAb_Stressed MS2

A Mod. Names 7 Protein name Mod. AAs 7 Var. Pos. Protein T | Labels 1
Protein name «

65.5 66.1

NGlyean/1241.4545 | gi|002|NISTHC NIST_REFSTD_HC N 300
Mod Ads - - - ) i __

903 o1

T | pmmm———— * __

877 834

e pm——— B __

NGlycan/1768.6395 | gi|002|NISTHC NIST_REFSTD HC N 300 o 0

Var. Pos. Protein ~

Labels ~

Figure 58: A pivot table filtered by glycosylation-only
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Pivot Tab Heatmap

Heatmaps are colored according to the values of the field set by the Color by option:

Heatmap S Sum w7

Color by: |Mass ¥ Intensity 7

Figure 59: Color by settings for heatmap views
The Current tab settings dialog for heatmaps contains color settings:

—Heatmap settings
Standard heatmap

Maximum: #5673AF

Figure 60: Standard color setting for heatmaps

The Standard heatmap is checked by default. This heatmap setting colors table cells from light gray for
the minimum values to dark blue for the maximum values. To change the color, enter a new RGB value or
click the value to display a color chooser. Values can be copied and pasted to apply the same color to
multiple components, if desired.

The user has more color options when Standard heatmap is unchecked:

—Heatmap settings
[] standard heatmap
Color range Value Color
Minimum: Use data min #FF0000
Maximum: Use data max #0000FF
Color range count: 255
[] Use an absolute min/max Add color
Value out of range color: |#FFFFFF |

Figure 61: Advanced heatmap color settings

The minimum value color changes to red, and it is editable. Specific minimum or maximum values can be
assigned by unchecking Use data min or max and entering those values.

The Color range count represents the number of color gradations between the two color ranges. To create
a gradual shift in color across values, use the maximum value, 255. To create distinct colors for a set of like
ranges of values, use a much smaller count. The total range will be divided into bins by the color count and
values in those bins will be given those distinct colors.
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Use an absolute min/max applies the larger of the maximum and the absolute value of the negative
minimum value as the range, thereby maintaining zero at its center.

The color by feature allows intermediate colors. To add an intermediate color range, click Add color. The
dialog updates to show an added intermediate color:

—Heatmap settings
[] standard heatmap
Color range Value Color
Minimum: Use data min #FF0000
Intermediate: 17.20 [ [#EBEBEB | %
Maximum: Use data max #0000FF
Color range count: 255 0
[] Use an absolute min/max Add color
Value out of range color: |#FFFFFF |

Figure 62: Heatmap color settings with an intermediate color

Two different color ranges are defined with an intermediate color value. This value is midway between the
minimum and maximum values. This value and the default color can be edited, as above. Additional

intermediate colors can be inserted with the Add color button. Click ¥ after an intermediate color to delete
it. The same intermediate color can be used to create a range of values with the same color, to deemphasize
some of the data. For example, consider the setting:

—Heatmap settings
] Standard heatmap
Color range Value Color
Minimum: Use data min #FFO000
Intermediate: 10.00 [ [#FFFFFF | %
Intermediate: 40.00 J [#FFFFFF | %
Maximum: Use data max #0000FF
Color range count: 15 2
[] Use an absolute min/max Add color
Value out of range color: #000000

Figure 63: Heatmap with a range of data marked in white
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This setting results in following heatmap:

ExchangeTime «— &0

Condition —

Apo Avg (H3 - Apo) H3 H3 - Apo
End AA T  Seguence T

8 -/ GHMSEPNL.5 g . 63.8 -4.13
12 -/ GHMSEPNLSAKD.L
14 - GHMSEPNLSAKDLAL
L.SAKDLAL
15 - GHMSEPNLSAKDLAL.L
L.SAKDLAL.L

- GHMSEPNLSAKDLALL.L
16 D.LALL.L

L.SAKDLALL.L

- GHMSEPNLSAKDLALLL.F

Figure 64: The heatmap resulting from the settings in the Figure above.

Default value color is assigned to values that are beyond the range of set minimum and maximum values,
or to cells without values.

A new Value out of range Label is introduced to label the feature values that fall out of a customized range.
The standard heatmap settings can be customized for a certain range. To change the settings, choose Edit
> Current tab settings and uncheck Standard heatmap. The user has an option to enter a custom value
for threshold i.e., uncheck Use data min and enter a cut-off to highlight values below the cut-off. Similarly,
to highlight values above a defined value, uncheck Use data max and enter a cut-off to highlight values
above the cut-off. The user can annotate using custom color and text fields. In the below Figure, values <
5 % are highlighted using the Use data min with a setting of 4.99. This results in all intensities less than 5
% to have “<5%” in table/heatmap view (highlighted in cyan boxes). “<5%” is just an example text, any
custom text can be used for this label.

Summary * ExpectedMass- Intensity * Expected Mass - Relative Intensity (%) *| Al Mass-Intensity *  All Mass - Relative Intensity (%) *

#PROTEIN METRICS

Current tab settings

Heatmap settings-

=] Standard hestmap

Color range Value Color
Mnimum: (] Use cata min +5a | EFrBABA
Meximum: 17 Usa cata max
Color range count; 2550

L se 2n sbsalute minjmax 220 color
T Show out of ranga values

Valus out of range color: ouezF7
Value out of range label: <5

Free text settings
@ Text at the start
) Text at the end

ok | Cancel

Figure 65: Labels to denote out of range values
Pivot Tab Error Charts

To create an error chart, add error columns to the pivot table. To add error columns, do the following:

1. Select Presets > Post pivot columns > AllErrorColumns.postpvtjs, RSDErrorColumns.postpvtjs, or
StdDevErrorColumns.postpvtjs:
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File = Edit Tabs
Load from file...

Save ta file...

Save to document

Export L

Presets b Post pivet columns  # AllErrorColumns.postpvtjs

Close Pre pivot columns ~ # HdxVisualization.postpvtjs

I Report presets b MHCVisualization postpvtjs
Tab presets b MaxFoldChangeRow.postpvtjs

NormalizedPPM. postpytjs
PValue.postpvtjs
RSDErrorColumns.postpytjs

StdDevErrorColumns.postpvijs
TotalGroup.postpvijs

Figure 66: Creating columns for error charts

2. Enter a name for the error column and click OK.

The Render options Error Bar Chart and Error Line Chart are now enabled. When either of these is
selected, error bars are displayed on the charts:

45
40
35
30
25
20
15
10

Figure 67: Formatted error line chart

The Current tab settings dialog for error charts contains the Error column name option:

Data axis: Row i
Error column name: error:abs:stdDev -~ v
Ok Cancel

Figure 68: Error column name setting
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e StdDevErrorColumns - the error values are based on standard deviation. The Error column
name is assigned to error:abs:stdDev

e AllErrorColumns - the error values are based on the minimum or maximum value. Choose Error
column name: error:abs:lower or error:abs:upper.

Note that the column name such as errors:abs:stdDev is defined in the pivot JavaScript, which can be
customized.

Pivot Tab Principal Component Analysis (PCA) Plots

A PCA view plots across a biosimilar experiment.

Normalize Column  ~ [Sum

) T [CAIC Jl [vao ] | [Sample] - [Replicata] -3
Digest Missed Cleavages - 8 =
=
Mod. Names ~ N Remsima-4
6f e
e Protem name ~ g
mod ids ~ 4 g JRemicade-1
= LRemicade-4
Apex Int. (Posit) ~ 2
Apex Time (Posit) ~
Cale m/z ~ ]
Calc_time Var (min) ~
Cale. time Wild (min) ~ 2 JLemsima-3
Cale M ~
4
e JRemsima-1
Delta (Dalton) ~ 6 JRemicade-3
DelRT. Obs- Delta R T. Prd. -
T 3 PC1 (27.07 %)
— -10 -8 -6 -4 -2 0 2 4 6 8 10
Figure 69: PCA plot
The Current tab settings dialog for PCA plots contains the following options:
Current tab settings %

Show all pivot fields 7

—Chart settings:
Font size of axis:

—Color settings:

20 C
Remicads-1:
Remicads-3:
Remicade-4: _
Remsima-1:
Remsima-3: #Ds2728 |
Remsima-4:

—Modified residue rendering options:
CMark as red

0
o]
=)
[a]
(0]

Ok

Figure 70: PCA options in Current tab settings
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Setting

Description

Color settings

Color

Colors are assigned to Sample Name values. To change a color, enter a new
RGB value or click the value to display a color chooser.

PCA settings

Data entries

By default, the row is X-axis/loading plot, and the column is Y-axis/data.
Sometimes the user wants to switch the row and column. If column is
selected, column values will be used on the X-axis and row values on the Y-
axis.

Select component

Specify eigenvalues used to show in the plot. These are sorted from highest
to lowest rank. By default, component 1 (the highest) and component 2 (the
second highest) are selected.

Show axis

Turns on or off the display of the X and Y axis.

Auto detect range

When checked, the X and Y range is defined by the data set. When
unchecked, the X and Y range is set to the specified values.

Show data labels

Turns on or off the display of the data point labels.

Label offset

Label offset can be used to avoid label collision.

Syntax: {“data label”:[x-offset, y-offset]}

For example:

{“labelsOffset”:[

{*-Trioxidation/47.9847”:[-150,0]},

{“-Dioxidation/31.9898":[0,15]}

I}

Note that the X and Y offset are from the label’s original location of [0, O].
Exact label name needs to be used.

Pivot Tab Pie Chart

Pie charts are now supported in Reports, with an option to create a single or multiple pie charts. To create

a Pie Chart:

1. Select File > Export > Report to open a report.

2. In the Report window, select Tabs > Add pivot table. A new tab is created but not selected.

3. Inthe Pivot Table tab, choose Pie Chart as the rendering option. The window updates with new
report options and a default Pie Chart pops up.

Sum b

XIC Ratio% “

MSId ~ MS Alias name ~

Pie Chart

Apex Time (Posit) ~
Glycans ~
Mod. AAs ~

Score ~

Data axis:  Row ~

Mod. Names ~T

Protein name ~

Var. Pos. Protein ~

Figure 71: Pie chart settings
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4. The pivots can be used to filter the data. To simplify the Pie Chart, few combinations of Mod.
Names are selected. This results in a Pie Chart which is basically slices of a circle, the area of
which explains the numeric proportion of the post-translational and other modifications present in
a sample of interest:

Figure 72: Pie Chart of different modifications present in the sample

5. To generate multiple pie charts, click Edit > Current tab settings. Under the Chart Settings,
enable the checkbox Display a separate pie chart for each field value and select the Field
value of interest to generate multiple pie charts (Digest End Peptide is the field selected in
below image).

—Chart settings:
Font size of axis: 10 2

MAuto resize chart to window

Width: (640 Height: 611
[OGrid lines

>
>

[OCustom y range

£
<

HDisplay a separate pie chart for each field value

Field value: ‘Digest End Peptic ~

Figure 73: Chart settings within Current tab settings

6. The above setting will result in many pie charts, and a snippet of which is shown in the figure
below:

B it st e o g 90 [ A 15003470 s g 1 5901 e 287
L PP — B o1 0 A 7 B Dhama 401 A P 27 1 et B N § o 38

Figure 74: Pie Chart showing proportion of modifications for different Digest End options
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Pivot Tab Protein 3D Plots

Protein 3D Visualization is now supported in Reports, using the three-dimensional structure of the Protein
Data Bank (PDB). To create a protein 3D visualization:

1. Select File > Export > Report to open a report.
2. In the Report window, select Tabs > Add pivot table. A new tab is created but not selected.
3. Inthe Pivot Table tab, choose Protein 3D as the rendering option (the top left drop-down arrow).

The window updates with new report options:

Protein 3D 2

PDB: file:/4ghl.pdb -

Residue No: | Start AA < Average hd
Color by: Avg (H3 - Apo) *| % deuteration -

Figure 75: Protein 3D settings

4. For PDB, select the desired protein database *.pdb file:

PDE:
Residue No:
Color by:

% deunteration

file:/4ghl.pdb

file:/1emt.pdb
file:/1hez.pdb
file:/1ztx.pdb
3y.pdb
file:/4ghl.pdb
file:/IgG1_Complete.pdb

file:/IgG1_Fab.pdb
file:/IgG1_Fc.pdb

Figure 76: Setting the PDB file

The *.pdb files are found in Program Files\ProteinMetrics\PMI-
Suite\Base\html\protein3DCoreFiles \protein_3d_files. To include a custom protein database file,
in this drop-down list, copy the file to the above directory.

For Color by, select the desired sample name (each replicate of each sample are options). The
pivot column fields will be mapped to the Color by field options. Each column can map to a chain
in the PDB.

For Index, select the pivot row field. The pivot row fields will be mapped to the Index field options.
The PDB file can contain multiple chains and amino acids in the sequence of each chain can be
accessed through the residue number.

Choose the desired statistical method (the default is Sum) and the desired pivot field (the default
is XIC Ratio%). The 3D version of the structure is displayed:
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Figure 77: 3D depiction of a protein

To rotate the 3D structure around the horizontal axis, depress the left-click button and move the cursor up

and down. To rotate the 3D structure around the vertical axis, depress the left-click button and move the
cursor right and left.

By default, only one chain is color mapped. To configure color mapping of additional PDB chains:
1. Inthe Report, select Edit > Current tab settings.

Protein 3D settings:

Chain Protein Color bar
L Chain
L hIGHG1 013 294 576 f w
[

Add chain configuration

Ok Cancel

Figure 78: Protein 3D chain configuration
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2. At the bottom, click Add chain configuration:

Add chain configuration x
—Paosition
Chain name: L b
Chain field: End AA
O all values @ single value: 8 <
Position offset: 0 :
—Color
Color range Value Color
Minimum: [ Use data min |#FFFFO0 |
Maximum: Use data max #0000FF
Color range count: 255
] Use an absolute min/max Add color
Value out of range color: |#FFFFFF |
Value undefined color: #000000
Add Cancel

Figure 79: Add chain configuration dialog

Use the drop-down arrow to select the Chain name.

For the Chain field, select all values or select single value and choose a value from the drop-
down. Optionally, set a Position offset value for the chain.

5. By default, the first color applies to the dataset minimum. To set a specific minimum value,
uncheck Use data min and enter the number under Value. To change the color for the minimum
value, click the Color cell and select a new color as the low end of the color range. The color in
the cell will update. Repeat as needed for the Maximum row.

6. The Color range count represents the number of color gradations between the two color ranges.
To create a gradual shift in color across values, use the maximum value, 255. To create distinct
colors for a set of like ranges of values, use a much smaller value. The total range will be divided
into bins by the color count and values in those bins will be given those distinct colors.

7. An absolute range uses the larger of the absolute value of a negative minimum and the maximum
value as the negative minimum value and the positive maximum value. To apply this absolute
range, check Use an absolute min/max.

8. The color by feature allows intermediate colors. To add an intermediate color range, click Add
color. The dialog updates to show an added intermediate color:
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—Color
Color range Value Color
Minimum: Use data min #FFFFOO |
Intermediate: -3.10 _ #EBEBEB | %
Maximum: Use data max #0000FF
Color range count: 255 :
] Use an absolute min/max Add color
Value out of range color: #FFFFFF |
Value undefined color: #000000

Figure 80: An intermediate color added to the color range

Two different color ranges are defined with intermediate value. This value is midway between the
minimum and maximum. This value and the default color can be edited, as above. Additional

intermediate colors can be inserted with the Add color button. Click ® after an intermediate color
to delete it.

9. Value out of range color is assigned to values that are beyond the range of set minimum and
maximum values. By default, this is white. The Value undefined color is assigned to locations
without values. By default, this is black. These colors can also be edited. Use this color
assignment to give the protein a backbone color.

10. Click the OK button. The structure in the report updates with the color-by chain settings:

Chain A (auto) Chain B (auto)
3538 147 6.47 358

Figure 81: 3D Protein colored by chain
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11. To edit the color range for a chain in the Current tab settings dialog, click the i icon in the
corresponding row and repeat the steps listed above. The dialog updates with the new minimum
and maximum colors:

—Protein 3D settings:

Chain Value Color bar
A auto 735’!.\3 -147 6.47 / “
e e ——
B
B auto -35.8 -14.7 5.47 f w
—

Add chain configuration

Figure 82: Chain color bar settings
Pivot Tab Treemap Diagram

According to Wikipedia:

Treemaps display hierarchical (tree-structured) data as a set of nested rectangles. Each branch of the tree
is given a rectangle, which is then tiled with smaller rectangles representing sub-branches.

1. Select File > Export > Report to open a report (if the Report tab is not open).
2. In the Report window, select Tabs > Add pivot table. A new tab is created but not selected.

3. Inthe Pivot Table tab, choose Treemap as the rendering option. The window updates with new
report options and a default Treemap pops up. The pivots used can be filtered accordingly on the
sample name and/or the feature name. Below is an example of Treemap showing the post-
translational and other modifications present in a sample of interest:

Si

XIC Ratio% - MS Alias name +T

um -
Mod. Names -
INGlycan/1403.5073

Figure 83: Treemap view of modifications present in a sample

Pivot Tab Venn Diagram

1. Select File > Export > Report to open a report (if the Report tab is not open).
In the Report window, select Tabs > Add pivot table. A new tab is created but not selected.

In the Pivot Table tab, choose Venn Diagram as the rendering option. The window updates with
new report options and a default Venn diagram pops up.

4. ltis critical to set the fields in pivots appropriately and to limit the number of comparisons made
i.e., Compare across sets of samples, charge states. In the below figure, MS Id - MS Alias name
are used to denote the sets:
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Figure 84: Venn diagram of 3 sets comparing the overlap of modification types

5. The number of sets used can be filtered out by using Include/Exclude and Show/Hide option. In
the below figure, MS Alias name is filtered to exclude out “WT” from the Venn Diagram

visualization:

. MS Alias name (4)
Select Al Select None

contains - Filter results

-

Type of filters: | Include/Exclude

Exact include mode: ©
“Dayl (357)

“Day3 (376)

“Day7 (389)

EWT (387)

MS Alias name (4)

Select Al Select None
contains - Filter results
Type of filters: # Show/Hide =
“Dayl (357)
EDay3 (376)
“Day7 (389)

Figure 85: Filtering sets to be seen in the Venn diagram

6. The names of the sets in this Venn diagram are 1-Day1, 2-Day3 and 3-Day7, representing MS Id
and MS Alias name. To rename the sets to Day1, Day3 and Day7 (i.e., MS Alias name), remove
the MS Id pivot and the Venn Diagrams updates as shown below:

s

rern D G R T B s ame -

M4 - Bdod. Kames -
Apes Trone (T =
Ghveans -

Mud Afs -

Var. Pas. Prosein -

Score -

Lakula =

Brotein came -
Sequenis (undematied) *
Validme

Var Pos Pescide ©

XIC AL -

XIC rce smaed

Figure 86: Updated Venn diagram with adjusted sample names (i.e., Day1, Day3, Day7)

7. Toincrease the font size and to change the colors of the sets, click Edit > Current tab settings,
edit Font size of axis (under Chart settings) and edit colors (under Color settings) as shown in
the figure below resulting in the Venn Diagram with an improved font size and different colors for

the 3 sets.
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ven,

Sum
Current tab settings
E5how report detalls
FiDisplay unit below pivot field nama
Show all commen pivat flelds ~
Chart sattings:
Font size of axis:
| Color settings:
Dayl:
Day3:
Day7:

Todified residUs rendsring aptions:
MMark as red
[IMark a5 undarlined

—Free text setting

ok Cancel

Figure 87: Improved label names and updated colors

Pivot Tab Volcano Plot

Select File > Export > Report to open a report (if the Report tab is not open).

In the Report window, select Tabs > Add pivot table. A new tab is created but not selected.

In the Pivot Table tab, choose Volcano Plot as the rendering option. The window updates with
new report options and a default Volcano plot pops up.

Volcano Plot

~

It is critical to set the fields in pivots appropriately to get a meaningful volcano plot:

Reference columns
3UM_Q_50cm_2018_0-
4UM_Q s0cm_2018_0.,,|  Normalize Column | [Custom +
MSId -  MS Alias name +
Test columns 1UM_Q 50cm_2018_0-~| Byfield: [Mod. AAs e
UM Q_Som 201801 g o =
v|  {XIC area summed isc v |Level 0 v
" 30
_epmm - Mod. Names <7
274
_modids - Protein name ~ 2o
2]
_prot id - Mod. AAs ~ 2] .
EEn
234
Apex Int. (Posit) - Var. Pos. Protein - 89
Apex Time (Posi) - Labels ~ 17
PR
Byonic Comment - [
A0 B U AR —_—
ER
Cale. m'z - g iéf
1 e
Calc. time Var min) - .
070
Calc. time Wild (i) ~ 02| *
va] o .
] .
CaleM - 2]
SE
Center of m/z ~ H‘%; T T

Clomment _

Figure 88: Volcano plot

5. To change the threshold limits of fold change and p-value, select Edit > Current tab settings
and update the Significance threshold and log2 fold change threshold values. The
Reference columns and Test columns for generating the volcano plot can be either selected
directly inside pivot tab (shown in above figure) or the user has an option to update these
columns within the Edit > Current tab settings dialog (shown in below figure).
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'—Volcano plot setting

Current tab settings *
Show report details ~

Display unit below pivot field name

Show all common pivot fields ~

—Meodified residue rendering options:
0 Mark as red

0 Mark as underlined

Reference columns:
3Day3
4Day7

1WT
2Day1

Test columns:

Significance threshold: 0.05C

log2 fold change threshold: 1.00 7
“r-Free‘text settna ol

Edit sort within level... Ok Cancel

Figure 89: Filtering settings of volcano plot

Pivot Tab Protein Map

Protein Maps are found in the Blgc_HDX.rptc report template used by the HDX workflow:

x

Protein Map Heatmap

M PROTEIN METRICS

*  Protein3D *

Uptake plots

Avg 10,30,60,120,900,3600,14400-bound - free

H —_— —_— Start AA End AA  Sequence (unformatted)
0 1 1 MQLECTTYCVC
20 E : 14 MQLECTTYCVCSEA
20| 30 FEFLGTPADTGHGTVY
0] 15 3 FEFLGTPADTGHGTVVL
50| 3 FEFLCTPADTCHCTVYLE
0| 30 LGIPADIGHGTVY
70 18 3 LGTPADTGHGTVVL
60 E> LCTPADTCHCTVVLE
50 2 30 PADIGHGTVV
-100]
31 PADTCHCTVVL
::, - o 13 £ TVVLE
TR TR TR T2 % | s a0 s 4 sz sel | e | 6s  es 72 e | e | se  se  s2 | se | 100 | 104  og | < O CTIGRCKVEISS

Figure 90: Protein map

The Protein Map creates a visualization of individual segments based on the Y-axis setting for the Uptake
plot (percent deuteration, center of m/z shift, or center of mass shift). Note that the pivot tabs included in
the Blgc HDX.rptc allow for the display of sequence letters instead of, or in addition to residue positions.
The Current tab settings dialog for these tabs includes the Residue option setting:

(Spec'aized settings

Residue option:

Position and syquence
Position

Sequence
| Position and sequence
S

Cancel

Figure 91: Residue option for Position or Sequence letter
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The Residue option is also available for pivot tables that have applied the MHCVisualization.postpvtjs
post-pivot processing.

Plots Tab

To create a Plots tab, select Tabs > Add plots. Each of the plots in the report will be assembled into a
single tab, prefaced with identifying and quantifying data:

B Plote T 0 ‘
. T
e a v ‘

PTM Summar yTab * | PlotsTab *

#PROTEIN

ssnes | Laanes

sines s

Figure 92: Example Plots tab
Plots Tab Current Tab Settings

To configure the Plots tab, choose Edit > Current tab settings:
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Current tab settings

[~ Plots visibility:
Show Whole trace plot
Show Divided trace plot
Show Stacked Plots

—Font options
Font size:
Font weight:
Font style:
Font name:

Font color:

16

Normal

Normal

Times New Roman

#000000

~

“

w

AaBbCcDdKk13.13-HKN

—Free text settings
@ Text at the start
O Text at the end

Edit free text

—Export to PDF:

[] Page break after each row

—Plot options:

[] Resize plots

Plot scaling: 100.0 2 %
[] Display only zoomed-in segments
Edit plot sort... Edit plot template... OK

Figure 93: Plots tab Current tab settings

Setting Description

Plots visibility

Show Whole Displays the entire elution as the first plot:

trace plot s ' N - ;
- |

Show Divided Displays the elution into a series of relevant sections. These additional sections are

trace plot set in the elution plots, using the Add plot segment G icon.

Show Stacked Displays the selected traces as stacked plots (for Intact, the user should select

Plots multiple traces in Trace Peaks table):
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(Stacked Plots - Plot Trace Peak - Plot MS1 - Plot Deconvoluted Mass spectrum)
| i |

1:500==00 16 - ADC , Drug(3)
7 17 - ADC, Drug(3)
7 » Drug(3)
1.000e+00 — 15-
E [
T |
N [
5.000=-01 —
1 . |
"
ADC_file_3(TIC) —
———
— ADC_f'?Ie_Z(TIC) =

Font options

Adjust the size, weight (Normal or Bold), style (Normal or Italic), name and color of
the font. An example of the formatted text is displayed in the dialog.

Export to PDF

Page break after
each row

When checked, this inserts a page break after each row in exports to PDF.

Plot options

Resize plots

When unchecked, the image will be cached by size, by default to a size that
accommodates three plots per row. When checked, the image resolution is adjusted
when the user designates counts of one or two images per row. To edit the images
counts per row, click the Edit plot template button. Example plot assignments are
shown below:

L

) ¢l P . L %) shortCodes [ Preview

Hetention Time {min} = [ApexPosiTime] A
InSilico status: [InSilico]

[Comment] [LabelMames]

[PlotXIC][Plotlzotope][PlotMS2] W

< >

Ok Cancel

The string [PlotXIC][Plotlsopte][PlotMS2] designates those plots in that order, three to
a row. To separate these into two plots on one row, and third plot on the next row,
move the third plot to the following line:
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i

Le 'E%L.l o ' L » short Codes Q Preview

InSilico status: [InSilico] LY

[Comment] [LabelNames]

[PlotXIC][Plotlsotope]

[PlotM52] hs

< >
Ok Cancel

This produces the layout:

B o Tak

PTM Summary Teb  *  Plots Teb  *

DTLHISE

One plot per row provides the best plot resolution with a tradeoff of largest plot file
size and longer retrieval times. Three plots per row provides the most economic
resolution and retrieval time. Two plots per row is in between.

Plot scaling The default value for Plot scaling is 100%, but the user has an option to decrease this
value (for example, 50%) to see more smaller sized plots in the same page area, or
increase this value (for example, 200%) to see enlarged plots (see figure below). Left
figure is the original size, middle figure is with Plot scaling set to 50% and right figure
is the Plot scaling set to 200%. This can be used in combination with Resize plots for
improving the display of multiple graphs.

: e i e L

Display only Displays zoomed-in segments of the project. When unchecked, entire plots are

zoomed-in displayed.

segments

For IntaBio plots (created from the IntaBio iclEF-MS workflow), the Plots tab in the report template
Intact_IntaBio.rptc can be displayed or turned off using units of isoelectric point (pl) or minutes, and for
whole or divided trace plots:
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Current tab settings x

Plots visibility:
Show Whole trace plot unit = 'Minutes’
Show Whole trace plot unit = 'pI’

Show Divided trace plot unit = 'Minutes’
Show Divided trace plot unit = 'pI"

Edit plot sort... Edit plot template... OK

Figure 94: Setting units of pl or Minutes for whole or divided IntaBio plots

Note: Plots are cached during an application session. If plot loading is cancelled, only the retrieved plots
will be displayed. Loading of un-cached plots will continue when the Plot tab is refreshed either when the
Plot tab becomes the current tab or Update tab is selected from the content menu. If all three plot sizes are
cached, changing the plot layout will not cause a re-fetching of plots.

Plots Tab Sorting
To change the sort order of the plots, click the Edit plot sort button:

Sort order information x

Please add or remove column names to order rows.
Note that you can drag column names to change sort order.

Column name Sort by
PeptidesId Ascending -~ ®
Sequence Ascending ~ ®
ModificationsNamelList Ascending -~ ®
ModificationsResidueList Ascending -~ =
ModificationsProteinPositionList Ascending ~ ®
LabelNames Ascending - ®
Add new sort... Finish and reload

Figure 95: Plot sorting

The table displays the order of sorting by field value and direction. The sorting proceeds by the first field,
followed by subsequent fields, as applicable. To change the Sort by direction, click the arrow beside the
value and select the new direction. To delete a field for sorting, click the % icon. To rearrange the field
sorting order, drag the field to the new order:

Column name Sort by
Peptidesid Astending -~ ®
4Seqﬂeﬁee—h- Ascending -~ 1%
ModificationsNamelList Ascending - ®

Figure 96: Adjust sorting by drag-and-drop

To add a new field to sort by, click the Add new sort button:
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Add new sort x
Sort rows by |LabelNames v
Sort type FalseDiscoveryRate2

FalseDiscoveryRateUniquel
FalseDiscoveryRateUnique2
FragmentTypeList
FullWidthHalfMax
GlycanList
GroupNumber
InSilico
IsotopeNumber
LabelNames

Add Cancel

Figure 97: Add new sort type
Select the Sort rows by field, select the Sort type direction, and then click OK. The new field is appended
to the end of the sort list.

When all sort edits are completed in the Sort order information dialog, click the Finish and reload button.

Plots Tab Filtering

The Show/Hide configuration mode is enabled for Plot tabs. This allows filtering of plots by the exposed
fields, much the way Pivot tables are filtered:

ar (Chymo, specific) * %Seq Var (AspN, specific) * %Seq Var (GluC, specific) * | Plots Tab *
< >

”~

Sample = 8705-601-MPC-18-13-132-Catrl-1-Try
Protein name ~ B Seauence = VOLVOSGAEVEKPGASVK; Mods = z=4
Protein name (5)

» Mod =
PID - Select All  Select None )bs miz = 457 0160
SBQ_’I]EDCE (l.lﬂfoﬂ contains ~
Type of filters: %+ Show/Hide -
Sequence ~ Exact inchuide mode:[ ] : :
SEAEVKKPGASYE. Y, Arealisa_t,z_4)=2,028e+6
D (1014]

XIC area summe 2., 04.603/CDS000067373
CDS000067373_BAMB674_HC-

XIC AUC -~ INJ71031714 (17484)
[~]>gil604|CDS000067213
XIC Ratio% - CDS000067213_BAMB674_LC-

TNJ71031714 (8770)
[Z]>si|5067|SP_pDR000045455_LC

-&£p mm ~ SP_pDR000045455_LC (26)
[]>sil60008|SP_pDR0O00060734 (18)

Feature number
Apply Cancel

oot e WAL AN

13 14 Minuites 15 16
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Figure 98: Show configuration for Plots tab to filter the plots by field values

Plots Tab Template Editor

The headers and values displayed with the plots can be customized. To edit the headers in the Plots Tab,
choose Edit > Current tab settings and click the Edit plot template button to open the Template Editor
dialog:

od by ModName across Samples *  Avg %Mod # Template Editor ? X le) * PlotsTab *
Edit Format N
@& L [%) " shotcodes [J Preview
. K= . X X Bample = [MachineFilesAlasName) -
Sample =Heterodimer_Try_RP12.raw Sequence = [Sequence). Mods = [ModificationsNamelist] z=[Charge]
Sequence = GLEQTSSGPTILSYSPASIHR; Mods = z=3 Score = [Score)
Score = 1529.01 | XIC Area = [XICAreaUnderCurve]. XIC % Mod = [XICRatioPercent)
XIC Area=977e+7: XIC % Mod = Expected m/z = [CalcMz]; Obs m/z = [ObservedMz]
¥ o : , - 0% Error {ppm) = [ppm]
I%xpculcd m'z = 952.8294; Obs m'z = 952.8299 | Retention Time (mun) = [ApexPositTime)]
Egror (ppm) = 0.50 InSilico status: [InSilico) sd
Retention Tame (min) = 30.11
InSico status cancel

Figure 99: Plot data labels for Peptide Analysis projects

For Peptide Analysis projects ( *.blgc ), the plots are prefaced with primary data. The data labels correspond
to the following Peptides table field names:

Label Field Name
Sample MS alias name
Sequence Sequence (unformatted
Mods Mod. Names

z z

Score Score

XIC Area XIC AUC

XIC % Mod XIC Ratio%
Expected m/z Calc. m/z

Obs m/z Obs. m/z

Error (ppm) ppm

Retention Time (min) Apex Time (Posit)
InSilico status In silico

For more information about this dialog, see the Template Editor and Short Codes section below.

Template Editor and Short Codes

The Template Editor allows a user to customize a tab using HTML tags and predefined Short Codes.

The following section uses the Summary Tab as an example. Even though Short Code content might differ
between applications or tabs, Preview and Short Code usages are the same among the Report tabs.
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Summary Tab Template Editor

To open the Template Editor from the Summary Tab, select Edit > Current tab settings, and click the Edit

summary template button:

. Template Editor

Edit Format

Fo

o | e _
L o " Short Codes Q Preview

[Sequences]

Project created with: [SoftwareVersionProjectCreation]
Report generated with: [SoftwareVersionReportGeneration]
Export of: [File Path]

Creation time: [Date] [Time]

Created by: [User]

Protein sequence:

Protein coverage:
[ProteinCoveragelmage]

Column filters: [ColumnFilters]

Project creations: [ProjectCreations]
Project table: [ProjectOptionsTable]
Protein table: [ProteinTable]

Data files: [DataFiles]

MS2 search: [MS2Files]

Modification filters: [ModificationFilters)
Peptide filters: [PeptideFilters]

Cancel

Figure 100: Summary tab Template Editor

The Edit menu contains the functions Undo, Redo, Cut, Copy, Paste. These same functions are also

available as the first five toolbar buttons.

Format menu contains the function Short Codes. This function is also available as a toolbar button by that

name.

The Preview toolbar button displays the label text (without HTML tags) as it would appear in the report tab.

In the editor itself, terms in square brackets are reserved Short Codes. Text in angle brackets (<>) are
standard HTML tags. All other text is displayed either in line or above Short Codes, as formatted.

Summary Tab Short Code Reference

Short Code

Description

All Applications

[ByosProjectCreationOptions]

Byonic search parameters used to create projects in Byos

[PublicByosProjectCreationOptions]

Byos Project Creation content excluding sample file names and
sequences (often confidential)

[File Path]

Project document file path.

[Date]

Project document file creation date.
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[Time] Project document file creation time.
[User] Project creator.
[Sequences] Sequence text.

[ColumnFilters]

Applied Peptide column filter.

[MS file paths]

Original and edited MS file paths (changed by Edit > Adjust MS
paths)

[ProjectCreations]

Project Creation settings. The values are preset to display 6
significant figures:

(Note that the types of values vary by application.)
Peak smoothing width (TIC)

Baseline smoothing width (TIC)

Peak tolerance max (TIC)

Peak tolerance min (TIC)

Baseline minimum angle (TIC)

Baseline maximum angle (TIC)

Baseline push tolerance (TIC)

Blur Skewness

[ProjectOptionsTable]

Summary Project Table.

[ProteinTable]

Summary Protein Table.

[LoginUserName]

Current windows login user.

[ProteinCoveragelmage filter =
“filtername”]

Protein Coverage summary and percent values for the proteins
filtered by a saved table (Peptides, Peaks, Trace Peaks) filter

[ProteinCoveragelmage]

Protein Coverage image from the application. Fragment
coverage is based on application settings.

[FragmentProteinCoveragelmage]

Display protein and fragmentation coverage simultaneously.

[SoftwareVersionProjectCreation]

Version of the Protein Metrics Inc. application when project is
created

[SoftwareVersionReportGeneration]

Version of the Protein Metrics Inc. application when report is
generated

Peptide Analysis Only

[MS2Files]

Imported MS2 ( *.byrslt ) files.

[DataFiles]

Raw source data files.

[PeptideFilters]

Applied Peptide filters.

[ModificationFilters]

Applied Modification filters.

[ByonicSearchParameters]

All parameters saved within the *.byparms file (including Fixed
and variable modifications, Glycan modifications, Byonic
parameters, etc.

Chromatogram Analysis and Intact
Analysis Only

[ProjectFiles]

Raw source files.

[FilterOptions]

Peak filtering settings.

The following values are preset to display 6 significant figures:
Lock Mass (m/z)

Interest time end

Interest time start
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[DeltaMass] Delta Mass values for named masses.

[ProjectOptions] Project Settings.

Note: Protein Coverage can be filtered and saved, and then the filtered view can be displayed in the

Summary tab. To save a Protein Coverage filter, click the " icon above the Peptides table, add the filter
rows, choose Presets > Save to document > Save with new name, add a name, and click OK twice:

Show rows where: Help Remove all

| sequence V(= ~| [k.DTLmisR.T o x

|See:: column V|

[l saving column filters preset ? X |

Name of column filters preset:

|Filter1 |

Figure 101: Saving a Protein Coverage filter in the Peptides table

To load the filter into the report Summary tab, choose Edit > Current tab settings, click Edit summary
template, add a line to place the filtered Protein Coverage image, and click Short codes. An additional
item named for the saved filter appears for ProteinCoveragelmage. Click Insert and click OK to add the
filtered Protein Coverage:

%, Select Short Code X

Short codes

Short Code

[ProteinCoveragelmage filter = "Filter1” ]

[ProteinCoveragelmage] <img tableElementExportToPdfTag="true' c
<table style = 'margin:10px;" = <tr tableElerr
name</th=<th >Protein

[ProteinTable] name</th=<th »Coverage
summary</th><th >Coverage

nercent%< /ths < /trs <tr tahleElementFynar ¥
< >

Figure 102: The Short Code generated for the saved Protein Coverage filter

Summary Tab and Plot Tab Short Codes

The Summary tab Short Codes for Peptide Analysis, Chromatogram Analysis, and Intact Analysis are as
follows:
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# Select Short Code

Short codes

#, Select Short Code

Sho rtACod e

[File Path]

[Date]

[Time]

[User]

[LoginUserName]
[SoftwareVersion]
[Sequences]
[ColumnFilters]
[ProjectCreations]
[ProjectOptionsTable]
[ProteinTable]
[ByosProjectCreationOptions]
[MS file paths]
[MsFileMetalnfoBasic]
[MsFileMetalnfoExtra]
[MsFileMetalnfoMethods]

Short codes

[BlazeFileMetalnfoBasic]

[BlazeFileMetalnfoExtral
[BlazefileMetalnfoMethods]
[DataFiles]

[MSZ2Files]
[ModificationFilters]
[PeptideFilters]
[ProteinCoveragelmage]

Short Code

i[File Path]

[Date]

[Time]

[User]

[LoginUserName]
[SoftwareVersion]
[Sequences]
[ColumnFilters]
[ProjectOptions]
[ProjectCreations]
[ProjectOptionsTable]
[ProteinTable]
[ByosProjectCreationOptions]
[MS file paths]
[MsFileMetalnfoBasic]
[MsFileMetalnfoExtra)
[MsFileMetalnfoMethods]
[BlazeFileMetalnfoBasic]
[BlazeFileMetalnfoExtra]
[BlazeFileMetalnfoMethods]
[ProjectFiles]
[FilterOptions]
[ProteinCoveragelmage]

| Insert | Cancel

T

%, Select Short Code

Short codes

Short Code

[File Path]

[Date]

[Time]

[User]

[LoginUserName]
[SoftwareVersion]
[Sequences]
[ColumnFilters]
[ProjectOptions]
[ProjectCreations]
[ProjectOptionsTable]
[ProteinTable]
[ByosProjectCreationOptions]
[MS file paths]
[MsFileMetalnfoBasic]
[MsFileMetalnfoExtra]
[MsFileMetalnfoMethods]
[BlazeFileMetalnfoBasic]
[BlazeFileMetalnfoExtra]
[BlazeFileMetalnfoMethods]
[ProjectFiles]
[FilterOptions]
[ProteinViewer]
[ProteinCoveragelmage]

et ][ s

Figure 103: Short Codes for Peptide Analysis, Chromatogram Analysis & Intact Analysis.

Note: Short Codes can be searched by entering a string in the Text filter box.
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The Plot tab Short Codes for Peptide Analysis are as follows:

% Select Short Code

Short codes
Short Code Short Code Name Short Code Description G

[ApexPositintensity] Apex Int. (Posit) Apex Posit Intensity
[ApexPositTime] Apex Time (Posit) Apex Posit Time
[ByonicComment] Byonic Comment Comment Field From Byonic
[CalcMr] Calc.M Calculated neutral mass
[CalcMz] Calc. m/z Calculated m/z
[CenterOfhiz] Center of m/z Center of m/z
[Charge] z Charge
[Comment] Comment Comments
[Delta] Delta Score Delta Score
[DeltaDalton] Delta (Dalton) Observed M. - Calculated M.
[DeltaMod] Delta Mod. Score Delta Modification Score
[DeltaObservedMinusDeltaPredicted] Delta R.T. Obs- Delta R.T. Prd. Time differences of (minutes): (Obs.Variant - Obs.Wildtype) - (Prd.Var...
[DigestCTermOffset] Digest C-term ragged Digest c-terminus ragged number. Zero means digest is specific and ...
[DigestEndPeptide] Digest End Peptide Digest end peptide.
[DigestMissedCleavages] Digest Missed Cleavages MNumber of missed cleavages.
[DigestNTermOffset] Digest M-term ragged Digest n-terminus ragged number. Zero means digest is specific and...
[DigestStartPeptide] Digest Start Peptide Digest start peptide.
[EndPasition] End AA End amino acid position with respect to the protein sequence
[FalseDiscoveryRate1] FDR 1D (# Decoy PSMs) / (# Target PSMs) in full PSM list ranked by PEP 1D
[FalseDiscoveryRated] FDR 2D (# Decoy PSMs) / (# Target PSMs) in full PSM list ranked by PEP 2D
[FalseDiscoveryRateUniquel] FOR umig. 1D (# Decoy Peptides) / (# Target Peptides) in full unigue peptide list ran...
[FalseDiscoveryRatelUnique?] FOR unig. 2D (# Decoy Peptides) / (¥ Target Peptides) in full unique peptide list ran...
[FixedModificationsSummaryList] Fixed Mod. Summary Fixed modifications formatted to show both positions and maodificati...
[FragmentTypeList] Fragment type(s) MS/MS fragment type information
[FullWidthHalfhax] FWHM FWHM (Full-Width-Half-Maximum) measures the width of the most ...
[GlyeanList] Glycans Glycan composition. If in numeric form(e.g. 01 2 00 0): HexMNAc Hex ...
[GroupMNumber] _grp num Primary peptide group number, This is the same number as the Feat...
[InSilica] In silica "Yes" if in silico addition
[IsotopeMumber] iso Isotope number used for XIC guantification. Zero means the monaois...
[LabelMNames] Labels Label Mames
[MachineFilesAliasMame] M35 Alias name Alias name of the mass spectrometry file (defined during the project ...
[MachineFilesDigestionType] Digest name Digest name.
[MachineFilesFilename] IS Filename Path of the mass spectrometry file
[MachineFilesld] IS Id IS file identifier number
[MassSequenceTable] Mass sequence table Mass sequence table
[MobilityValueList] Mobility value(s) lon mobility value(s)
[ModificationsldList] _mod ids Modification Id List {internal ids for modifications) )

Figure 104: Peptide Analysis Plots tab Short Codes, part 1
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% Select Short Code

Short codes
Short Code Short Code Name Short Cade Description G
[MedificationsldList] _mod ids IMaodification Id List {internal ids for modifications)
[ModificationsMameList] Mod. Names Maodification Mames

[ModificationsPositionList]
[ModificationsProteinPositionList]
[ModificationsResiduelist]
[ModificationsSummaryList]
[M&1Correlation]
[ObservedFragmentSumintensity]
[Observedhr]
[ObservedMz]
[ObservedTimeVariant]
[ObservedTimeWildtype]
[OffByX]

[PEP1]

[PEP]

[Peptidesid]

[PrvotTable]
[PlotChromatogramXIC]
[Pletlsotope]

[PlatM52]

[PlatXIC]

[PlotXY]

[ppm]
[PredictedTimeVariant]
[PredictedTimeWildtype]
[PrirnaryPeptides|d]
[ProteinfccessionMName]
[ProteinAliasMame]
[Proteinfnnotation]
[ProteinlsoelectricPaint]
[ProteinheclecularWeight]
[ProteinQccurrences]
[Proteinsld]
[ProxyGroupNumber]
[QueryMumber]
[RankMumber]
[RowTypeName]

War. Pos. Peptide
Var. Pos. Protein
Mod. Als

Maod. Summary
MS1 correlation
Obs. Frag. Sum
Obs.M

Obs. m/z

Obe, time Var {min)
Obs, time Wild (min)
Off- By-X

PEP 1D

PEP 2D

PID

<pivottable data-skipzoomedsegment="...

Chromatogram XIC plot
Isotope plot

M52 plot

KIC plot

XY plot

ppm

Calc. time Var (min)
Calc. time Wild (min)
Sample-charge ID
Protein name

Protein alias name
Protein annotation
Protein isoelectric point
Protein molecular weight
Protein occurrence(s)
_prot_id

Feature number

Qry#

Score Rank

Row type

Variant location within Peptide

Variant location within protein sequence

Amino acid residues with modifications

Maodifications formatted to show both positions and modifications
MS1 correlation score measures how closely the measured MS1 isot..
Fragment Intensity Sum Value fram Mascot results

Observed neutral mass

Observed m/z

Observed time of Variant (min). Note: The time is from scan time (no...
Observed time of Wildtype (min). Note: The time is from scan time (n...
Precursor moneisctope error, 1=isel, 2=iso2, ..

Protein-oblivious posterier error probability

Protein-aware posterior error probability

Peptide Identifier A unique 1D across all MS and MS2 search results.
Content of pivot table can be customized by settings field
Chromatogram XIC plot

Isotope plot

MS2 plat

XIC plot

XY plot

Mass error (calculated - observed) in parts of million

Calculated time of Variant (min). Note: When the variant has no corre...
Calculated time of Wildtype (min). Mote: When the variant has ne cor...
A zample-charge Id defines a unigue peptide for a specific sample a...
The name for the given protein,

Alias name

Describes regions of interest in the protein sequence

Protein isoelectric point

Protein molecular weight

Tetal number of cccurrences of the peptide within and across protei...
Proteinsld, an internal id for proteins

A feature number contains a unigiue peptide across all charges and s...
Mascot Query Number

Peptide Rank Number

Row type (e.g. Peptide level information, M52 level information

Figure 105: Peptide Analysis Plots tab Short Codes, part 2

61




Reporting Manual v5.12

Dotmatics

4P Protein Metrics

% Select Short Code X
Short codes
Short Code Short Code Name Short Cade Description G

[QueryMumber] Qry# Mascot Query Number
[RankMumber] Score Rank Peptide Rank Number
[RowTypeName] Row type Row type (e.g. Peptide level information, MS2 level information
[SampleType] Sample type Sample type
[ScanMumberlist] Scan Mumber(s) (Posit) Scan number list Note: Scan numbers maybe reconstructed by this a...
[ScanTimelList] Scan Time(s) (Posit) Scan time list Note: Scan numbers (hence scan times) maybe reconst...
[Score] Score M52 Search Score
[ScoreDelta] Score Delta (Tap Score) - Score
[ScoreRatio] Score Ratio Score / (Top Scare)
[SearchResultAliasName] MS2 Search Alias name Alias name of the M52 search (defined during project creation)
[SearchResultFilename] M52 Search Filename Path of the M52 search file
[SearchResultsld] M52 Search Id M52 Search Identifier Number
[Sequence] Sequence (unformatted) Peptide sequence without additional information
[SequenceDot] Sequence Peptide sequence with befere and after aming acid letters (E.g. K.PEP...
[StartPosition] Start AA Starting amino acid position with respect to the protein sequence
[ValidateType] Validate Assign validate type. You may use the following shortcuts: Empty fiel...
[VendorScanMeta] Scan info For example, Thermo scan filter
[XICAreaEnd] XIC End XIC end time (minutes).
[XICAreaStart] HIC Start XIC start time (minutes).
[XICAreaUnderCurve] XIC AUC XIC area under curve (intensity x secends)
[XICAreaUnderCurveAlllsotopeProxy] Total XIC AUC Averagine Theoretical total XIC area based on current XIC AUC value scaled by t..
[XICAreaUnderCurveSummed] X¥IC area summed XIC area under curve (intensity x seconds) summed over its valid chil...
[XICCorrelation] XIC correlation XIC correlation score measures how closely the variant's XIC plot mat...
KICQuantLevel] Quant level This column provides information about how to use quantification ...
[XICRatioPercent] XIC Ratio% XIC area ratio with respect to wildtype (in percent). If no wildtype, thi...
[XICTimelntervalProposals] XIC proposals XIC start time and end time proposals. These can be used for splittin...
[{Digest-Summary}] Dynamic columns Dynamic columns which will be mapped to {Digest-Summary} dyna...
[{Missed Cleavage?}] Dynamic columns Dynamic columns which will be mapped to {Missed Cleavage?} dyna...
[{Peptide-Label}] Dynamic columns Dynamic columns which will be mapped to {Peptide-Label} dynamic ...
[{XIC area summed isoX normalized}] Dynamic columns Dynamic columns which will be mapped to {XIC area summed isoX n... .,

Figure 106: Peptide Analysis Plots tab Short Codes, part 3
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The Plot tab Short Codes for Chromatogram Analysis are as follows:

[PivotTable]
[PlotFilteredTrace]

. Select Short Code X
Short codes
Short Code Short Code Name Short Code Description -
[[Glycan Name]] Dynamic columns Dynamic calumns which will be mapped to [Ghycan Name] dynamic colu...
[[ppm]] Dynamic columns Dynamic columns which will be mapped to [ppm] dynamic column values
[ApexPositTime] XIC Apex Time (Posit) XIC Apex Posit Time
[ApexTime] Apex time Apex time associated with the peak
[ApexTimeCriginal] Apex time ariginal Original apex time (i.e. without any virtual time shift)
[Calchdr] Calc.M Calculated neutral mass
[Calchdz] Calc. m/z Calculated m/z
[Candidatesid] Cand. Id Candidates Id, a unique and persistent identifier for the given candidate
[Charge] z Charge
[ComputedAreal Area The area of the peak less the baseline
[DigestCTermOffset] Digest C-term ragged Digest c-terminus ragged number, Zero means digest is specific and non..
[DigestEndPeptide] Digest End Paptide Digest end peptide.
[DigestMissedCleavages] Digest Missed Cleavages MNumber of missed cleavages.
[DigestNTermCffset] Digest N-term ragged Digest n-terminus ragged number. Zero means digest is specific and non...
[DigestStartPeptide] Digest Start Peptide Digest start peptide,
[EndTime] End time End time
[EndTimeQriginal] End time Criginal Original end time (without any shift)
[GlycanList] Glycans Glycan composition. If in numeric form(e.g. 0 1 2 00 0): HexMNAc Hex Fuc ...
[1SSAComment] Imported comment Imported user created comment for this comment.
[ModificationsNamelist] Mod. Mames Maodification name(s) for the given peptide.
[MedificationsPositionList] Var. Pos. Peptide Wariant location within peptide
[ObservedMr] Obs.M Obzerved neutral mass
[ObservedMz] Obs. m/z Observed m/z
[PeakAreaMormed] Mormed area % The peak area divided by total trace area, where the total trace area is sig...
[PeaksCandidatesld] _pks _c_id PeaksCandidatesld: a unigue SQL identifier,
[PeaksComment] Peak Comment Peak comment
[PeaksDynamicNumkber] Peak # Crdered peak number based on the peak apex. This number will change i..
[Peaksld] _pks _id A unigue and persistent identifier number for a given peak (internal SQL i...

<pivottable data-skipzoomedsegment="tru...

Filtered Plot Trace Peak

Content of pivot table can be customized by settings field
Filtered Plot Trace Peak v

Figure 107: Chromatogram Analysis Plots tab Short Codes, part 1
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% Select Short Code %
Short codes
Short Code Short Code Mame Short Code Description 2
[PlotFiltered Trace] Filtered Plot Trace Peak Filtered Plot Trace Peak
[PlotMS1] Plot MS1 Plot MS1
[FlotMame] Plot name Plot name (Deconvoluted Mass spectrum, M51, Trace Peak)
[Plotsld] _plt _id Plotsld: a unique SQL identifier.
[FlotTracePeak] Plot Trace Peak Plot Trace Peak
[ProteinAccessionName] Protein name The name for the given protein,
[Proteinfliashame] Protein alias name Alias name
[ProteinEndPosition] End AA End amine acid position
[Proteinsid] _pret_id Proteinsid, an internal id for proteins
[ProteinStartPosition] Start AL Start aming acid position
[SampleMName] Sample name Sample name
[Samplesld] Samples Id A unigue identifier for each sample,
[SamplesRunsld] _sr_idx SamplesRunsld: ltems within a given sample; a unique SQL identifier,
[SamplesType] Samples type Type of sample. Either reference or non-reference,
[Score] MS2 Score W52 database search score
[ScoreRatio] Score Ratio Score / (Top Score)
[Sequence] Sequence Peptide sequence
[SourceType] _cand _src_t Candidate source type (e.g. from M52 search, import list, or from user)
[StartTime] Start time Start time
[StartTimeOriginal] Start time Original Original start time {without any shift)
[TotalTraceAreaWithinlnterest] Total area within interest The total trace area within the range of interest above the baseline
[UserComment] Candidate Comment Users created comment
[Visible] Visible Visible
[¥ICAreaUnderCurve] XIC AUC XIC area under curve (intensity x seconds)
v

Figure 108: Chromatogram Analysis Plots tab Short Codes, part 2
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The Plot tab Short Codes for Intact Analysis are as follows:

Select Short Code b4

Short codes Text filter  B=

Short Code

E[[protein name]]

[ApexPositintensity]
[ApexPositTime]

[ApexTime]
[ApexTimeCriginal]

[Calchir]

[Candidates|d]
[Computedirea]

[DAR Fraction]

[Delta Mass ppm]
[DeltaMassFromCalculated]
[DeltaMassMName]
[DeltaMassToMostintenseAssigned]
[DeltaMonoisotopicMass]
[DeltaMonoisotopicMassPPM)]
[DeltaMonoisctopicMassToMaostintenseAssignad]
[Crug Count]

[EndTime]

[EndTimeCriginal]
[ExpectedMass]
[ExpectedMonoisotopicMass]
[ExpectedType]

[GlycanList]

[Imjection]
[IntactLocalRelativelntensity]
[MassArea]

[MassEnd]
[MassMonoisotope]
[MassStart]
[MatchesAcrossSampleCount]
[MatchesAcrossSampleDetails]
[MatchesWithinSampleCount]

Short Code Mame

: Dynamic columns

Intensity

XIC Apex Time (Posit)
Apex time

Apex time original
Mass

Mass Id

Trace peak Area
Dynamic columns
Dynamic columns

Delta mass from calc.
Delta name

Delta mass from most intense assigned
Delta mono mass

Delta mono mass (ppm)

Delta mono mass from most intense as...

Dynamic columns
End time

End time Criginal
Expected mass
Expected mono mass
Expected type
Glycans

Injection

Local Rel. Int.

Mass Area

Mass End

Mono mass

Mass Start

Match across count
Match across details
Match within count

Short Code Description &

Dynamic columns which will be mapped to [pro..
Intensity at mass

XIC Apex Posit Time

Apex time associated with the peak

Original apex time {i.e. without any virtual time s...
Neutral mass found

Mass Id, a unique and persistent identifier for th...
The area of the peak less the baseline

Dynamic columns which will be mapped to DAR...
Dynamic columns which will be mapped to Delt...
Mass difference of observed less calculated

The name of the delta mass

Mass difference from the most intense assigned...
Delta monoisotopic mass - the difference betwe...
Delta monoisotopic mass (ppm) - the ppm diffe...
Mass difference from the most intense assigned...
Dynamic columns which will be mapped to Dru...
End time

Criginal end time (without any shift)

The calculated mass of the protein and any delt...
Expected monoisctopic mass calculated from us...
Expected mass type, such as expected and unde...
Glycan composition. If in numeric formie.g. 01 ..
Injection

Local relative intensity (e.g. by 20%)

Mass area

Mass end

Mongisotopic mass based on averagine model
Mass start

Matches to reference masses across all samples
Matches to reference masses across all samples
Matches to reference masses within the given sa...

Cancel

Figure 109: Intact Analysis Plots tab Short Codes, part 1
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4% Select Short Code

Short codes

Short Code

[MatchesWithinSampleCount]
[MatchesWithinSampleDetails]
[PeakAreaMormed]
[PeaksCandidatesld]
[PeaksComment]
[PeaksDynamicNumber]
[Peaksld]

[PivotTable]
[PletDeconvolution]
[PlotFilteredTrace]

[PlotMS1]

[PlotMame]

[Plotsld]

[PlotTracePeak]
[ProteinfAccessionMame]
[ProteindliasMame]
[SampleName]

[Samplesld]

[SamplesRunsld]
[SamplesType]

[Sequence]

[SourceType]

[StartTime]
[StartTimeOriginal]
[TotalTraceAreaWithininterest]
[UserComment]

[Visible]

[XICAreaUnderCurve]

Short Code Mame

Match within count
Match within details
Normed area %

_pks _c_id

Peak Comment

Peak #

_pks _id

<pivottable data-skipzoomedsegment=...
Plot Deconvoluted Mass spectrum
Filtered Plot Trace Peak
Plot M51

Plot name

_plt _id

Plat Trace Peak

Protein name

Protein alias name
Sample name

Samples Id

_sr_idx

Samples type

Name

_cand _src_t

Start time

Start time Criginal

Total area within interest
Mass Comment

Visible

XIC AUC

Short Code Description

Matches to reference masses within the given sa..
Matches to reference masses within the given sa..
The peak area divided by total trace area, where...
PeaksCandidatesld: a unigue SQL identifier.

Peak comment

Crdered peak number based on the peak apex. ...
A unigue and persistent identifier number for a ..
Content of pivot table can be customized by set..,
Plot Deconvoluted Mass spectrum

Filtered Plot Trace Peak

Plat M51

Plat name {Deconvoluted Mass spectrum, M51, ...
Plats|d: a unique S5QL identifier.

Plat Trace Peak

The name for the given protein.

Alias name

Sample name

A unigue identifier for each sample.
SamplesRunsld: kems within a given sample; a u...
Type of sample. Either reference or non-reference.
Intact mass name

Candidate source type (e.g. from M52 search, i...
Start time

Criginal start time (without any shift)

The total trace area within the range of interest ...
Users created comment

Visible

XIC area under curve (intensity x seconds)

Figure 110: Intact Analysis Plots tab Short Codes, part 2

Dynamic Columns: Pre-Pivot and Post-Pivot JavaScript

The user can use JavaScript to add Dynamic Columns to the input file that is used to create a pivot table.

Pre Pivot JavaScript (.prepvtjs) can be added to all tabs or just the current tab.

Per Tab Pre Pivot JavaScript (.prepvtjs) applies to the current tab only, and is identified with a superscript

T following the field name.
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PTM Summary Tab * | % Mod (Multi Mods per Peptide) *

W PROTEIN
Heatmap v Normalize Column ¥ |Sum i
Color by: | {XIC area summed iso ~ {XIC area summedis v |Levell ~
_grpmum - Gheation? +5
_modids ~ Mod. Names ~
_prot id” - Mod. AAs ~
Apex Int. (Posit) ~ Digest Start Peptide ~
Apex Time (Posit) -~ Digest End Peptide ~
Byonic Comment - Var. Pos. Protein ~
Calc. mz ~ Sequence ~
Calc. time Var (min) - Labels -~

Figure 111: Per tab Pre Pivot fields identified with “T”

Post Pivot JavaScript (.postpvtjs) applies to the current tab only.

To add Pre Pivot JavaScript, choose File > Presets > Pre pivot columns and select the column name to
add.

To add Post Pivot JavaScript, select Presets > Post pivot columns and select the column name to add.

Pre Pivot JavaScript Reference

Pre Pivot JavaScript Description

All Applications

DAR Calculates drug-to-antibody ratio by using the formula: intensity
* DrugCount / (sum of intensities).

DigestEnzymeSummary Summarize the enzyme digestion to fit known nomenclature.

DisulfideLinkedPeptides Report the Base protein (Start AA — End AA) and Partner
protein (Start AA — End AA) in disulfide linkage reporting

DrugCount_Intensity Creates a column of drug value multiplied by intensity, where

drug value comes from the string in the parenthesis in "Drug()"
from the "Delta name" column.

DrugsCount Creates a column with the drug count value, which comes from
the string in the parenthesis in "Drug()" in the “Delta name"
column.

GlycanFamily Returns "1" if the peptide has a glycan or if the peptide

sequence matches a peptide with a glycan. For example, both
EEQYN[+1444.5]STYR and EEQYNSTYR (wildtype) return 1.

GlycanShortname Creates a column of glycan short names (such as GOF, etc),
determined by the glycan mass.
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IsCTerm Creates a Yes/No column which identifies if the peptide contains
the protein c-terminus residue.

IsDeamOrOxOrPyro Creates a column which identifies if the peptide contains
deamidation, pyrolization or oxidation; otherwise displays “No”.

IsSVmod Creates a column of SV values if the peptide has a sequence
variant modification (if Mod. Names contains the -> indicator);
otherwise, it is blank.

ModType Creates a column identifying the row as "Modified" or "Wildtype"

ProteinNameStartEndPeptideLabel

Creates a column which prefixes AA as a heavy chain or light
chain, or if neither, the first letter of the protein name.

RenameCols

Provides the means to easily rename a column header in the
report

SeparateReplicates

Searches for a substring of the form "r()" in the column MS Alias
name and creates a column with the string inside the
parenthesis.

SeparateSamples

Searches for a substring of the form "s()" in column MS Alias
name and creates a column with the string inside the
parenthesis.

XlinkType

Creates a column identifying the modification as “Disulfide” or
“Trisulfide”.

UpdateXlinkPartnerPeptideProteinName

Replaces Xlink Partner Peptide Protein Name with Protein
name if Xlink Partner Peptide Protein Name is (self).

Peptide Analysis and Chromatogram
Analysis

ProteinCols

Parses the Protein Summary content into separate columns.

Peptide Analysis Only

ADCQuant Uses cleaved wildtype peptides for ADC quantification of lysine-
conjugated linker drugs.
AvgValues Creates four columns: [Avg Obs M], [Avg Obs m/z], [Avg ppm],

and [Avg RT], which average the range or list of values in the
respective columns.

CDRLocationInfo

Reports the modification status within complementarity
determining regions (CDRs) of the antibody.

ChargeRankGlyco

Creates a column to display the most abundant charge state for
each glycopeptide.

ChargeRankWildType

Creates a column to display the order of charge state
abundance of the peptide. If the peptide is modified, returns the
order of charge state abundance of the corresponding wildtype.
This column can be filtered to easily set up a single-charge state
peptide/PTM quantification.

ChargeStatesCalculation

Like AvgValues, except it also averages the values across
different charge states.

DigestSummary

Creates a summary of protein digestion based on start/end
peptide, n-term/c-term offsets, and accession name.

DisulfideLocationMult

Creates a dynamic column to allow the grouping of disulfide
containing peptides by Cys location.

GlycanGroupings.prepvtjs

Creates a column including glycan group identities

GlycanCartoon.prepvtjs

Displays the glycans on glycopeptides.
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IsoDmodname Overrides the Mod Names column if Label contains “iso”.

LessThanThreePeptides Determines if a peptide belongs to a protein that has less than
three peptides identified. This is useful for proteomics or host
cell protein analysis.

MinError Enables the user to report their best ppm (closest to zero) to

assess instrument accuracy and aid in validation strategy.

NGlycanFamily

Detects if the specified row has an N-glycan or the peptide
sequence matches a peptide with N-glycan, and returns the N-
glycan location

NumberOfPeptides

Determines the number of peptides that belong to a protein.

PeakEval

Warns if a modification is a possible artifact, i.e., in source
oxidation, off-by-x, poor recovery, or low scoring. This filter
looks at metrics gathered from the flat table. For poor recovery,
a distribution of XICs is calculated and all wildtype peptides in
the bottom two percentile are listed as poor recovery. If a
modification shares similar retention time to its wildtype, it is
flagged as an ESI artifact.

PeptideLength

Creates a column to display the number of amino acids in the
peptide. Useful for filtering out small peptides.

PeptideRanking

Creates a column to display the rank of peptides based on their
XIC AUC across charge states and per each protein. The user
can filter peptide ranks of 1, 2, and 3 for “Top-3 quant”.

PrefixSum

Creates prefix sum of XIC ratio values

ProteinAccession

Parses Uniprot formatted protein headers and creates three
columns with this information.

QuantifyingGlycation Creates a column that groups wildtype peptides to quantify
glycations by tryptic digests.

SPQuantifier Creates a column to display if a peptide contains part of the n-
terminus for signal peptide quantification.

SVA Creates a column to classify sequence variants into possible

“true/false positive” and “check manually” categories. This filter
first checks retention time differences and whether the
sequence variant makes sense relative to the digestion, and
then looks for low scores, high AUC, and whether the sequence
variant can be explained by a more common adjacent
modification like oxidation. The peptide will be labeled “check
manually” if it fails one of these checks. All others are labeled as
“true positive”.

SeparateReplicates

Creates different columns or rows based on different replicates

SeparateSamples

Creates different columns or rows based on different samples

ScoresThresholding

Filters out peptide identifications with a score below 100 and a
Delta Mod score below 10.

UniprotProteinName

[deprecated] Creates an accession name column based on
uniprotformatted protein name.

WildcardCluster

Clusters wildcard identification by their fractional mass, i.e.
10.23 and 10.24 will be clustered into 10.2.

XicAreaSummedIsoXNormalized

Creates a column for formalized XIC area summed for peptides
that contain deamidation alongside other modifications. The XIC
area summed may be calculated using different isotopes for the
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deamidated peptide (monoisotope) and the other modifications
(determined by MS extract options table). The new column
normalizes XICs by using the formula: XIC area summed * XIC
ratio / (1 - XIC Ratio).

Chromatogram Analysis Only

PPMMassError Computes ppm error, as a function of Observed m/z and
Calculated m/z.
PrefixSum Displays a running total of Start times (?)

Intact Analysis Only

GenericTokenExtract

Creates new columns for each label found in a specified column
(default "SamplesName"). A label is in the form "label(value)",
an alphanumeric name, followed by a value within parentheses.
The new column header is assigned the name and the value of
the string within the parentheses. In the example above, the
“label” header would contain “value” in its cell.

PPMMassError

Converts “Delta Mass from Calculated” values from Da to ppm
units.

ThresholdedDeltaMassDa

Creates a column that displays 1 if the “Delta Mass from
Calculated” value in Daltons is above a pre-defined threshold,
and 0 if it does not. This can be used as a heatmap to highlight
out of range masses.

Post Pivot JavaScript Reference

Post Pivot JavaScript

Description

All Applications

AllErrorColumns

Creates all error columns and enables error bar charts
and error line charts

RegressionLinear

Add the linear regression analysis data to show
intercept, r2 (indicating R?) and slope columns

RSDErrorColumns

Creates relative standard deviation column and enables
error bar charts and error line charts

StdDevErrorColumns

Creates standard deviation column and enables error bar
charts and error line charts

TotalGroup

Supports subtotal columns based on a pivot table row
field

Peptide Analysis Only

HdxVisualization

Supports the HDX Visualization view for HDX projects

MHCVisualization

Supports MHC reports

MaxFoldChangeRow

Finds the maximum fold change between a reference file
and each of the non-reference files. The calculation
applies to normalized columns

NormalizedPPM

Calculates "normalized ppm", using the formula: value /
max * 1,000,000

PvalueBetweenEachSampleAndControlSample

Calculates p-value and all other helper values from t-test
between control and each sample

PValueFpopExperimentFocused

Calculates p-value and all other helper values from t-test
between two groups of values
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Intact Analysis Only

Creates a column to display the difference of two of the

BranchDiffrence -
first columns

ExtendPivotTable Extends pivot data cells by creating new Mass columns

Editing Pre or Post Pivot JavaScript

To edit Pre or Post Pivot JavaScript, select Edit > Edit dynamic columns followed by the JavaScript type:

Edit pre pivot dynamic functions *®
Name
[ModType] '
Add new column... Finish and reload

Figure 112: Editing pre pivot dynamic functions

To edit the JavaScript for a dynamic column, click the & ' icon. To delete a dynamic column, click the ®
icon. To add a new dynamic column, click the Add new column button, click the gray drop-down box at
the lower left, and select the column field file to add:

Add new column ®

New column name:

JS code:

ChargeRankWildtype.prepvtjs

ChargeStatesCalculation.prepvtjs

DAR.prepvtjs

DigestSummary.prepvtjs

DisulfideLocationMult.prepvtjs

DrugCount_Intensity.prepvtjs

DrugsCount.prepvtjs

DupCysLoc.prepvtjs

GlycanFamily.prepvtjs v
v Browse... Cancel OK

Figure 113: Adding a column as a pre pivot function
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The drop-down at bottom left selects from the standard JavaScript functions. The Browse button allows
the user to load a custom JavaScript function. The dialog loads the JavaScript written for that dynamic

column:

Tour of JavaScript Add New Column Dialog

Add new column

New column name:

[ModType]

JS code:

{

"version": "1.0",

w, m

\"Medified\" or \"Wildtype\""
¥

if (!modAA) {
continue;

A

"name": "ModType.prepvtjs",

function (flatTableInput, columnName}) {
for(var i = 0; i < flatTableInput.length; i++) {
var modAA = flatTableInput[i]["Mod.\nAAs"];

"columnTooltip": "Creates a column identifying the row as

ModType.prepvtjs

Browse...

Cancel

Figure 114: Pre pivot JavaScript

Add new column

New column name: 4|
u

oK

|[DuprsLoc]

JS code:

{
"version": "1.8", 2

"name": "DupCysLoc.prepvtjs”,

w, m

K

AvgValues.prepvtjs ~
ChargeRankWildtype.prepvtjs
ChargeStatesCalculation.prepvtjs
DAR.prepvtjs

DigestSummary.prepvtjs
DisulfideLocationMult.prepvtjs
DrugCount_Intensity.prepvtjs

DrugsCount.prepvtjs

GchanFa mily.prepvtjs

"columnTooltip": "Creates a column to group disulfide peptides”

function (flatTableInput, columnName, arrayOfCustomColumn) {

3

Sequence\n{unformatted)’;
Xlink Partner Peptide\nXlink Pos. in Protein’;

4

DupCysLoc.prepvtjs

O]

Browse...

Cancel OK

Figure 115: JavaScript areas in the Add new column dialog

‘ No | Item

Description
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New column name

Dynamic column name to be used in the Report.

2 Metadata Optional.
{
“version”: “1.27,
‘name”: “AvgValues.prepvtjs”,
“columnTooltip”: “Create column of averages for Obs M value(s), Obs m/z
value(s), and ppm value(s)”
}

3 JavaScript code Contents of JavaScript.

4 Available JavaScript | Drop down at the bottom right contains all available JavaScript in the
application preset directory which is typically Program Files > Protein
Metrics > PMI Suite > Base > presets > [application] > [pre or post]
pivot_script. Byos preset applies to all applications. For example, the drop
down for Peptide Analysis Pre Pivot JavaScript including all *.prepvijs files
in the following directories:
PMI-SuiteBasepresetsByologicprepivot_script
PMI-SuiteBasepresetsByosprepivot_script

5 Browse button Opens file browser to open custom JavaScript files

Pre-Pivot JavaScript is formatted as:

function (flatTablelnput, columnName, arrayOfCustomColumn)

Parameter

Description

flatTablelnput

Current input flat table. Contains all previously created pre pivot columns.

columnName

New column name.

arrayOfCustomColumn

Optional custom output column name if not using the new column name
input field as the column name.

An example that uses column name:
function (flatTablelnput, columnName) {

for (vari = 0; i < flatTablelnput.length; ++i) {
flatTablelnput[i][columnName] = i;

}

return flatTablelnput;
}
An example that uses custom names:
function (
flatTablelnput,
columnName,
arrayOfCustomColumn) {
/** Column names that will be added to Flat Input Table */
var avgObsM = ‘[Avg Obs. MT;
var avgObsMZ = ‘[Avg Obs. m/z]’;
var avgPPM = [Avg ppm]’;
arrayOfCustomColumn.push(avgObsM);
arrayOfCustomColumn.push(avgObsMZ);
arrayOfCustomColumn.push(avgPPM);
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}

return flatTablelnput;

Post Pivot JavaScript is formatted as:

function (postPivotTablelnput, columnName, arrayOfCustomColumn,

mapOfErrorColumnTypeNameAndColumnName)

Parameter

Description

postPivotTablelnput

Current pivot table. Contains all previously created post
pivot columns.

columnName

New column name.

arrayOfCustomColumn

Custom column names that will be in the Report.

mapOfErrorColumnTypeName
AndColumnName

Optional parameter.

Maps arrayOfCustomColumn to error column type
name.

For example, in AllErrorColumns.postpvtjs, AbsMax is

mapped to error type error:abs:upper, and AbsMin to

error:abs:lower:

var arrayOfColumnNames = [“[Avg]”, “[AbsMax]’,

“[AbsMin]’];

var arrayOfErrorType = [“error:abs:upper”,

“error:abs:lower”];

mapOfErrorColumnTypeNameAndColumnName][
arrayOfColumnNames|[1]] = arrayOfErrorType[0];

mapOfErrorColumnTypeNameAndColumnName[
arrayOfColumn

Names|[2]] = arrayOfErrorType[1];

Multi-Document Report

Multi-document reports display the results of multiple projects within a single tabbed document. All reports
must come from the same application type (for example, Peptide Analysis). To create a multi-document
report, select File > Export > Generate Multi-document Report, then drag in the project files to include

in the report:
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Documents

File
CAUsers\Jim\Documents\Protein Metrics\Byologic\Blgc_Deamidation_2019-07-01.blgc
Ch\Users\Jim\Documents\Protein Metrics\Byologic\Blgc_Deamidation_2019-08-17.blgc

Add Row Remove Row Add Factor... | Remove Factors...

Report configuration path: ||fBasefpresetsfBy0Iogicfreport_conﬁnglgc_PTM (Default).rptc| Browse...

| |SavePreset...| |Load Preset... Generate... Cancel |

Figure 116: Multi-document report input dialog

Alternatively, click Add Row, double-click <Enter path to document>, click the """ icon, then navigate to
the directory and filename of the project to add. To remove a project from the list, select that project and
click Remove Row. The Add Factor button creates custom factors and default values that can be added
as fields associated with all projects:

B Add new factor column ? >

Factar name: | |

Default value: | |

Figure 117: Add new factor column

A factor represents an additional field that can be included to customize reports. For example, a factor can
be run order, date, personnel, etc.

The Report configuration path shows the file used as the default report template used. To use a different
report template, click the Browse button, then navigate to the directory and filename of the report template
to add. For details about the report template, see the Report Template and Default Report Template
section.

Existing report presets can be loaded for the multi-document report or saved for future reports. For more
details about presets, see the Report File Menu section.

Click Generate to create the merged report.

Customize Report

Contact support@proteinmetrics.com for information on a variety of existing and new report templates and
dynamic columns.

Up-to-date release and product information are listed on our website. Please visit: www.proteinmetrics.com
and www.proteinmetrics.com/announcement/version-release-updates/.
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