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Pause: Pause the workflow here.
All subsequent tasks stay active.

Run
Bypass: Skip this task when running \ ¥ or Reset.

the workflow. I
All subsequent tasks continue to run. \ } >

Block: Stop the workflow.
This and all subsequent tasks become \

unavailable (gray). Trash: Do not save intermediate data.

When this icon is activated, the results for this particular
activity node cannot be opened.

Use this icon to help to save memory after workflow settings
have been optimized.
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Workflow Completed
All activity nodes have completed successfully.

Workflow Paused

Some activity nodes have been completed successfully,

but some have not yet started. Active

'\ # 2. PeptideMapping_Simple
Workflow Ready

0 : ) 3. PeptideMapping_Extended
No activity nodes have been completed. The - —— O 4. PeptideMapping_Comparative Analysis
workflow is ready to start. . & 2. PeptideMapping_Simple
3. PeptideMapping_Extended

Workflow Error

Some activity nodes have been completed successfully,
but at least one activity node cannot run.

Some activity nodes are not complete.
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Recommendations for Correct Use of the Resources DCIEK
= = B * Some activity nodes are very resource intensive. Processing
ke s multiple workflows might use up all resources.

S saveas T - Open the Resource Status from the Tools menu to monitor the resources.

i or oo - = * Follow best practices to make sure that Biologics Explorer

G oo - software has sufficient memory and computing power:

A references — 1. To save memory in optimized workflows, activate the Trash icon.

X ex S = 2. To save intermediate results, use the Save Snapshot activity nodes.
':’ — T @?iv'éiﬁ‘;:-ﬁi-é 3. Toreview results, use the ReviewSnapshots workflows.

T 5”“3” 4. Reset or dispose workflows before starting a new analysis.

|i Library Browser
&) Instrument Editor
% Modification Editor
(2 Enzyme Editor
ﬁ Package Manager

[ 3. Ext_ADA_10
@& 4.Comp_ADA_2
@ 4.Comp_ADA_6
© 4.Comp_ADA_10

=+ & Persona

P Run

{li Dispose

“l Reset and close the selected workflow|
U

@]

eeeee

Ctrl+C

v

* The processing computer should have at least 250 GB of free
disk space and 6 GB of In-Memory Cache.

Files being processed for peptide mapping workflows (other than Batch
Processing) should not add up to more than 4 GB.

Files being processed for intact protein workflows (other than Batch Processing)
should not add up to more than 12 GB.



HOW TO USE BIOLOGICS EXPLORER SOFTWARE

How to Start and Save Workflows

SCIEX

The Power of Precision

To start a new analysis, do one of the following: Q- Search Workfows
TG Acve

* Move a workflow from the Templates folder: e D Pepmap.smpe
+- =) Shared

1. Right-click the workflow, and then click Copy. - & Demo

. . . - & Templat
2. Right-click the Personal folder, and then click Paste. O s sutomatedbeconvoli
Intact_AutomatedDeconvolutio

* Open a workflow in the Templates folder: e

& v

Run

Refresh Al F5

Al - (=] Intact_TimeResclvedDeconval]
1. Double-click the workflow. . &) Intact TimeResolvedDeconvoil

i

Copy Ctrl+C

Pepmap_Comparative

2. To save the workflow in the Personal folder or the Shared folder, ) Pepmop_Extended

Open Enter

use the Save icon. - ] Pepmap_ReviewSnapshots

(2 |

Open As New

Any changed settings will be saved in this version of the workflow.

* Open a workflow from the Personal folder:
1. Right-click the workflow, and then click Open As New.

2. To save the workflow in the Personal folder or the Shared folder,
use the Save icon.
Any changed settings will be saved in a new version of the workflow.

Pepmap_Simple (Pepmap_Simplexml)
prnap, P prnap. P

En
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(1)

(@) TR Deconvelution - Settings

Display

Method: | Maximum Entropy Deconvolutor

Iterations: 20

Deconvolution Quality: | Stanciard

Output Mass Spectrum

Min, Mass: | 140 kDa
Max. Mass: |160 KDa
Mass Step: | 1.0 Da

Lonization: (@) Protonation () Deproto

|
O
*

8
]

SCIEX BE 3.1 Documentation Function
Gy Deconvolution Op! Display
Input
Search documentation Q Use settings on the ion Options tab to configure th mode and
Activity settings | method
> User interface
* Method — Select the deconvolution method.
> Visualizing data Output © Maximum Entropy Deconvolution — Use 2 Genedata proprietary algorithm to
b B ED find the best deconvoluted mass spectrum using  probabilistic approach.
* Iterations: Define the number of iterations used for deconvolution. The
> Using workflows default value of 20 should be suitable for most applications
o [z = Deconvolution Quality: Select the number of data points used for
deconvolution. The default Standard setting is usually sufficient,
v Activities © Harmonic Suppression Deconvolution — Use the Genedata proprietary algorithm.
& (TR © Legacy Maximum Entropy Deconvolution — Use a maximum entropy method
that uses the Harmonic Suppression and MaxEnt '] algorithms. In rare cases this
~ Bioanalytics activities
method may provide better results than the updated algorithm.
+ Released Glycans * Iterations: Define the number of iterations used for deconvolution. The
. default value of 20 should be suitable for most applications
+ Wildcard Mapping = Intermediate: Select this option to use 3 version of the algorithm that shows
> Protein Mapping View harmonic peaks but may provide better results if a low number of charge
— states (3-4) are present in the input data,
* Output Mass Spectrum — C reate a deconvoluted spectrum in a single user-defined
+ Peptide Mapping View mass range.
© Min. Mass: Minimum mass of the intact protein in kDa.
+ Peptide Mapping © Max. Mass : Maximum mass of the intact protein in kDa,
+ Intact Protein Screening © Mass Step: Define the step size (in Da) used for deconvolution. We recommend a
Mass Step setting of 0.1-0.2 Da for isotopically resolved data and 1-2 Da for low-
i resolution data.
+ Deconvolution * lonization — Select the ionization mode in which the data was acquired:
© Protonation (defaul): Select this option if the data was acquired in positive ion
+ Fragment Mapping -
mode.
© Deprotonation: Select this option if the data was acquired in negative ion mode.
SCIEX BE 3.1 Documentation
Space Workflow tab

ume

The tab to the right of the File
contains the name of the active
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~ User interface

> File tab tools
L (3)
* Workflow tab

« Activity tab
Visualizing data

« Changing layouts

> Data display

> Tables

+ Statistical analyses

> Data views and modes
> Data types
Processing data

Using workflows

How to

> Activities

tabis the workflow tab, which is used to create, edit, configure. and run workflows. The tab label
workflow. A status bar in the lower left comer of the window provides information on the progress of

The following figure shows the Biologics Explorer user interface when a workflow is loaded and running and the workflow tab is
selected. The workflow tab label corresponds to the name of the workflow.

AT

e o =

-

) ooy

O —
) orvman o [ —

A Feature buttons: Additional features giving access to folders and files, support, Help, and log files.

1.

For information about individual activity
nodes and their settings, click the ? icon
in the lower left corner of the settings
window to open the applicable Help

pages.

For information about the user interface,
click the ? icon in the upper right corner
of the window to open the applicable

Help pages.

For information about how to visualize
data, use workflows, or any other topic
of interest, expand the sections listed in
the Help pages, or type into the Search

bar.
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Biologics Explorer

Q, Search

!wmmﬂ°

Preferences

(5

x Exit

(8) Preferences x
lon Map
-~ General General o
;---.ﬁchvmes Color Scheme: T vihite/Blue ~ I
“- Compatibility
-I- Display WESTE Ol VhitefBlue
- General Peak Color: 7 - White /Blue/Black
TN | coocion: o npoad NN Yhicack
... Expart Centroids Width: |0.01 Black/Yelow
- Spectrum
Show Qv
rGrid
[[] Show Grid On Startup
Grid Color: [ *
| MS/MS Markers
Show On Startup
Size: 5
Symbol: [ ] v
coor:  [= v
£ Defaults UndoJ
Preferences *
Q, search Numbers
-I- General r Number Format.
i Activities
: Use Number Format
“. Compatibility
-|- Display Decimal Places  ~ | |3
© General
: ] Use Sdentific Notation
i+ Ton Map
| Bt burs
. Export Exponentless than |6
£ Defaults Undod
® e | [ o

* To set how data is shown in Biologics Explorer software,
select Preferences on the red File tab.

Display: lon Map

Select the ion map Color Scheme that is shown
by default when a data file is opened.

To use a different color scheme for an ion map, right-
click the color scale in the ion map window.

Select the Peak Color for the peak boundaries.

White/Blue
White/Blue/Black | s
White/Black
Black/Yellow
Spectrum

Topographic

Select the color and symbol for MS/MS data and if they are

shown by default when data is opened.

Display: Numbers

Select the number format to be used by default.
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How to Visualize Data: Useful Tools SCIEX

0 MSData x| YA UV Chromatogram X
i tonMap x . Mass Spectrum X | {4, Extracted Ton Chromatogram X

|: i BBk T B QJ ccosmavr v a8l o ge the Visualizer Tools to control the
i - Wil —r data display options.
uila - The Tool icons are context-dependent.
—y Mg i For example, the option to Show/Hide
| ) 1°°°° MS/MS Precursors (%) is only available
TR soectum if the raw data contains MS/MS data.
I e e T T N YR TN
« Move the slider to control the noise level that is seen in the ion map. * Frequently used Tools of interest:
* Right-click to select the color-scheme. Q  Zoom Mode
' Measurement Tool
 bata display options « iz Synchronise Zoom or Synchronise Selection
s | I a4 Lock Vertical (y-axis) or Horizonal (x-axis) Scale
] R IS [ R ~  Show/Hide Data Points
P o 210 S o %  Show/Hide MS/MS Precursors
;0:03 i +® & Set Peak Visibility Mode (None, Peaks, Clusters,
|1 Groups)

Note: For more information about data display options, use the Online Help. w Save an area of interest as a Bookmark
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How to Save Layouts
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() “Intact_AutomatedDecon, s ReviewResuts x| [B Load Intact ProteinData X

f§ Mspata x| P LV chromatogram

fif tonMap x W x| W Extracted x
Q3 o s e B ot w9 o P& 5] 88 o ooy a Loe H OO ow s

| ‘\'\HHHIHH L

wod S oA B

[El«==Click to save the active layout, or to open saved layouts.

* Favorite layouts can be saved and opened

Data Layout with the Data Layout icon.
220009 @!E 4}3 ﬂE |=:[_| X )
= == - When selected, a saved layout will show the
1:222 Intact Mass (raw) .
( § e, | |peptides toadData | available panes for the data type at that stage
2 ] SavedResults_Intabio of the workflow.
wol sl LT - To return to the default layout, click the £
N R icon.

20220217_20220217_Adalmumab_Ides-DTT [1] RT 5.786 |+

8 Experiment Table > | {f} Group Table x | E Cluster Table X |, PeakTable x
Tve|m-O-mmr s S

& & Name MS Scans  MS/MS Scans  Peaks  Clusters M

| [20210203 Adalimumab ypiic 209 ECD 4| 257 +%6] 6621l 159720
£

1row (1 selected)
| Peptides | Data| Quantities | Coverage | Summary |

Click to move panes from one tab to another.

* To create a new layout:

Click the pane name tab and drag the pane to undock it.

Move the pane to the new location.

The location where the undocked pane will be docked is highlighted
by a blue box.

Release the pane when is it in the correct location.

For suggested layouts for specific data types, refer to the General
Guidelines of the workflow of interest.
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. . ‘Automated Deconvolution Report_ac3d1.pdf - Adobe Acrobat Reader (22-bit) - o X
* The Export PDF Report activity node creates: R = — —
- A PDF document. xBH_AOCO_ kOO0 2 BT
i . Attachments X SCIEX Beloges Explorera 1 & . (O]
The layout of the tables in the report is controlled by the number Ls‘ = @
of columns selected on the Template tab. o [P %
] workflowxml
. < « &
- An Excel flle Intact_AutomatedDeconvolution_MS+UV A
All columns in a selected table are reported.
- A workflow xml file. . S e =0l *
The workflow includes the settings that were used to produce the results.
Export PDF Report - Settings X ° General tab
IGenera\ Elements Template Excel D\splayl . .
@ _— = s P ——— A - Specify the name and saved location of the exported report.
PDF REFJI:IIT nta;‘lt;‘rﬂm:iesovs Deconvolution_MS +Uv
- B ot e * Template tab
.- [aa] workflow . - . . H
bt i) - Use the Edit Selection icon to specify the Elements to be included.
=] D Peak Detection [Container]
- & oo * Excel tab
=1 2] Results - - . . .
aEm - Use the Edit Selection icon to specify the Tables to be included.
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* To open the Excel tables that were saved with the PDF report:
@ oo Repor 1. After the activity node is complete, open (double-click) Export PDF Report.

. [ |
[&]) *Intabio_Intact_cIEF-... T Export PDF Report X

viewer

2. Click the = icon to show the report in the PDF viewer.
Note: Make sure that Adobe Acrobat (not an internet browser) is the default application.

@& Move to OneDrive
T-Zip
| Share T

Open with > P8 Adobe Acrobat Reader

Home  Tools Intabio_Trastuzuma... X ——— [E] Google Chrome
Give access to - Microsoft Edge

ﬁ B X Q ® 1m .
@ Aechmens X 3. To show the associated attachments, select the paper-clip icon in the opened
! E-|& B & PDF Report.

|G en file in its native a Iication| .

<] om - - 4. To open or save the Excel document, click on the tables.xlsx attachment and

D workflow.xml

use the applicable icon.
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* To open the workflow xml file that was saved with the PDF report:
— Drag the saved PDF into the workflow space in Biologics Explorer software.

E 2=

13 0f 16 © 2024 DH Tech. Dev. Pte. Ltd.



HOW TO USE BIOLOGICS EXPLORER SOFTWARE

How to Use the Save Snapshots Activity Nodes SCIEK

* The Save Snapshot activity nodes store intermediate results at different stages of a workflow.
- A Snapshot (sbf) file is saved for every sample processed in the workflow.

* To use a Save Snapshot activity node to store intermediate results:
- Deactivate the Block icon.
o - — Select or add the folders where the results will be stored.

NNNNN

* To use intermediate results, such as from Pre-Processed snapshots:

== — Select the sbf file in the Load Raw Data or Load Intact Protein Data activity
o node, and then select Format: Snapshot (*.sbf).

T — Activate the Bypass icon on the other activity nodes in the workflow that are
before the point where the sbf file was saved.

nnnnnnnnnnnnnn

Ladresuissnapsnots— © 1 O review results after an applicable mapping step, such as Peptide
Mapping, Protein Mapping or Targeted Mass Search:

— Open the sbf file in the Load Snapshots activity node in a _ReviewSnapshots
workflow.
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For more information, visit the
SCIEX website at sciex.com, or
contact us in one of the following
ways:

sciex.com/contact-us
sciex.com/request-support




Trademarks / Licensing /SCIEX)

The SCIEX clinical diagnostic portfolio is For In Vitro Diagnostic Use. Rx Only.
Product(s) not available in all countries. For information on availability, please
contact your local sales representative or refer to https://sciex.com/diagnostics.

All other products are For Research Use Only. Not for use in Diagnostic
Procedures.

Trademarks and/or registered trademarks mentioned herein, including associated
logos, are the property of AB Sciex Pte. Ltd. or their respective owners, in the
United States and/or certain other countries (see sciex.com/trademarks).

Intabio is being used under license.

© 2024 DH Tech. Dev. Pte. Ltd. RUO-IDV-05-15792-B
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