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1 INSTALLATION AND LICENSING

The installation process for the QC Profiling plugin is both straightforward and quick. Mestrelab Research will provide
the user with the appropriate license, and only a few steps are necessary to install the plugin.

e Go to the File tab.

I=| = MestReMova
Home View Molecule Prediction Tools Data Analysis Database Verification Elucidation Chemometrics Quantitation
- \ 3 - - 5 yelote - =%
h Copy = [ // < u ¥ Delcte Arial |12 | A~ * = .
2 - . - % | B o, -
3 Copy Image ¥ D' 5 | Properties @
Paste Mew - -..T < |Arrange _ BJ/UXXE=E= 4 0% Insert Add
- Ji Cut Page [ k I & Select All o : - = Object Signature
Clipboard Pages Drawing Editing Text Insert  Digital Signature

e C(Click on Advanced Plug-ins... and a new window will open. Select Mnova QC Profiling and click on Install.

@ Advanced Plug-ins ? X

Available Updates Installed

Name ~ Default Version ~
] Mnova QC Profiling 1.1.0.6088 O

[0
B Save
a Save As...

1B Export to PDF..

Save To
Install

N Open..

|-' Open Directory...

Open From

; Print...
m Page Setup...

Cl- Preferences... —Directory

vanced Plug-ins...

C:/Users/perus/AppDataRoaming Mestrelab Research 5.L. MestReNova/plugins o | |2

(VT Close

e A window will open as in the following figure. Click on OK.
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Q Information *

It is necessary to restart the application for the changes to take effect.

OK

e Close Mnova and open it again, and repeat the first step: File >> Advanced Plug-ins...
e Check if the QC Profiling plugin has been installed correctly.

@ Advanced Plug-ins ? hod

Available Updates Installed

Name 2 Default Version Installed Version -
[] Mnova Batch gNMR  2.0.0.6161 3.0.0.6161 )
[] Mnova Gears 2.1.0.6269 2.1.0.6269
] Mnova SMA 2.0.7.5698 2.0.7.5698
] Mnova Screen 1.3.3.5178 1.3.3.5178
] Mnova gNMR 3.0.0.6273 3.0,0.6273
— -

Remove

Mnova QC Profiling

Description. QC Profiling for Mgears
Installed Version: 1.1.0.6088
Release Date: Friday, 17 July 2020

Regquires. MestReMova (>=14.2.0-24628)
Mnova Gears (>=2.1.0.6044)

Directory
’7 C:/Users perus/AppData /Foaming /Mestrelab Research 5.L. MestReNova /plugins - | |

Cloze

After checking the installation process, you can start to run your evaluations with QC Profiling!
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2 INTRODUCTION

QC Profiling is an Mnova Gears plugin for the automated LC-MS quantitation of DNA labeling reactions. The main
application of this plugin is for quality control (QC) of the reactions used to generate DNA Encoded Libraries (DEL) for
drug discovery.

Ribbon
o o I=I = MestReMova
Home View Molecule Prediction Data Analysis Database Verification Elucidation Chemometrics Quantitation
& = . & =t ;E P =" < g
9 05 R Oy A = X=
Edit Run Stop Import Export Report  Loaded NMR Mgears Mgears MyGears MyGears Reaction
Script Secript = Script - - - Scripts Tools = Viewer Warkflows Monitoring-
Seripts Script Tools Mgears Reaction Monitoring

3 QC PROFILING

This plugin evaluates the composition of the mixture generated from the reaction between an organic molecule and
a biomolecule. A set of LC-MS raw data files and the molecular formulas or monoisotopic masses or the reaction
components in each mixture are required as input. These values are provided in a .csv file, which is later copied, and
populated with the output of the analysis in the results directory.

- The main requirement is a .csv file with data organized in rows and columns, as per the figure.

- The dataset must contain the molecular weights, or the chemical formula of a given compound (yellow
columns).

- A column of the .csv file must contain the name of the raw data file (data Id) in order to map it to the csv row
(red column).

- Other columns in the .csv file can either be populated with output values or left as in the original file (white

columns).
A B C D E F G H | 1) K L M N (@]
1 |Sample A01-2 AO1 ' 6622.6 6636.6 6757.9 64873 65153 6502
2 |Sample A02-2 AO2 66125 6626.5 6737.7 64873 65153 6502
3 |Sample A03-2 AO3 6584.4 65984 66815 64873 65153 6502
4 'SampIeAM-l AO4 6598.5 6612.5 6709.7 6487.3 6515.3 6502
5 'SampIeAOS-l A0S 6593.5 6607.5 6699.7 6487.3 6515.3 6502
6 'SampIeA06-4 AO6 6626.5 6640.5 6765.7 6487.3 6515.3 6502
7 .SampleA07—4 AO7 6585.4 6599.4 6683.5 6487.3 65153 6502
8 |Sample AO8-1 A08 6625.6 6639.6 6763.9 6487.3 65153 6502
9 Sample A09-1 A09 6655.6 6669.6 68239 6487.3 65153 6502
10 |Sample A10-1 A10 6636.5 6650.5 67857 64873 65153 6502
11 |Sample A11-1 A1l 6637.5 6651.5 6787.7 6487.3 65153 6502
12 |Sample A12-1 A12 6601.4 66154 67155 64873 65153 6502
'Sample BO1-2 BO1 6599.4 6613.4 6711.5 6487.3 6515.3 6502

=
LW

.
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3.1 Mnova Gears Configuration

Mnova Gears presents the user with six tabs. For the purposes of the QC Profiling plugin, we are going to configure

four of them:

e |nput

e Plugins
e OQutput
e Settings

To simplify the configuration, this is divided into three steps: Input File Configuration, Output File Configuration and

QC Profiling Access.

Qﬁ Mnova Gears

E‘ Input j‘iﬁ Processing i"‘fa Plugins Design B Output 'ﬁ- Settings

Q Automatic Detection ?g Experiments Selection

7
n
@ Main Directory:

Optional Directory:

o
(ﬁ?D Master File:
[}
(=
=
E
o
€
Advanced Options
>
Y
Filter
” Resume ‘l!: Load Settings ‘;!o' Save Seftings m Import Settings ~ ﬁ Export Settings ® Cancel °Run
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3.1.1 Input Files Configuration

The plugin runs with mass spectrum files provided by laboratory devices. A few important steps must be completed
before running the evaluation to check the dataset and its configuration.

- InInput Tab to select a Main Directory for the dataset of mass spectrum files. This is important to identify the
mask for the files for the following step in the Settings Tab.
- Click on Select the techniques and experiments that will be used in the analysis and select MS experiments.

o —
o —
B —

- Click on the Filter button and select a directory for the .csv file in the Mapping File requestor.

Y

Filter

- Click on Advanced Filter.

nt.'; Mnova Gears 7 X
® Jinput | S Processing g Plugins | =) Design | # Output -Qsmings

Q Automatic Detection |:§ Experiments Selection P =S

>
1]
[a]
F_‘;I Main Directory: C:/Users/Usuario/Desktop/Datasets/By plugin/QC PRofiling/Experiment lo
Optional Directory:

8 Master File: - ||
‘ﬁj} NMR

1H FID ¥ 13C FID > 19F FID > HSQC FID ¥ HMBC FID - FID s
E NOESY FID ¥ TOCSY FID 2 ROESY FID a H2BC FID ¥ COSY FID > FID >
% Change All FID v
Chromatography UV/IR/Raman/Fluorescence Mnova Documents

Advanced Options

>
4 Y Filtering String: Regular Expression Filter by Name Onl 6
Filter | Mapping File: |C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Plate l.csve ... /| Substring Matching
” Resume gf Load Settings Viﬁ Save Settings ﬁ Import Settings ﬁ Export Settings @ Cancel °Run

- In the Advanced Filtering Options match the ID column number with the position of the Data Id in the .csv
file and select the range of rows for the evaluation.

- Specify the column with Well plate position and SMILES if available. You can use the Assistant tool to view
and select the CSV columns.

- ltis also possible to check the option Allow Gaps in Results to include void results with the lines in the filtering

files.
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@ Advanced Filtering Options ? X
Column for Matching: 1
Starting Row: 1
v| Read until Row: 99 C
V| Allow Gaps in Results %4 CSV Column Detection ? X
v| Read Column with the Position in the Well Plate Click or Select column with values for: Name for Matching
Column: 2 | E| | 1. 2 3 4 5 6l
| T
v| Read Column with ID of Compound 1 Sample A.. AO1 \
|
Column: 1 = EE| |2 sampleA. A02
Read Column with SMILES Compound 3 SampleA.. AO3
Kol e Em A _Samnla A ADA v [
K »
oK Cancel
OK Cancel

- Go to Settings Tab and define the CSV Separator (“;” is recommended) and check in the Masks Manager

whether the mask for the Mass Input Files is in the list. If not, add it manually.

nﬁ Mnova Gears

e =, i )
E Input A Processing .[-;'] Pluging Design Output Settings
General

Masks Manager

| Autoresume on Critical Error (Mot Available in Debug Mode)
Allow Events
Auto Attach Traces
Werbose Log

Expert

| Debug Mode (Execute All Process in Foreground)

Debug Log
csv separator [; [}
P

Motifications

O Masks For Automatic Detection ? X
MMRL: fid, ser, *.jdx, *jdf

Raw NMR.: ir, 2rr

M5: DAT, MSD1.M3, analysis.baf, _FUNCDD1.IDX,MSScan.bin||
Elvis: = jdx

Structures: * mol, *.sdf

Back to Default
OK Cancel

the parameters defined in the input tab).

P/N 190 R1.1

After configuring the input files, go to the Input Tab, click on Automatic inspection of the selected
directory, and verify the results in the new window (figure) to find errors (i.e., the correct settings for all
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0@ Mnova Gears
E Input J‘\t’ Processing i% Plugins Design B Output QSeth‘ngs

# Q Automatic Detedtic % Experiments Found: 86 ? X @\

o
@ Main Directory: C: [List of detected experiments:
Optional Directory: Result filtered using file: C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Plate 1.csv(Using Column: 1 Delimiter: ,)

b Master File: Experiment: SAMPLE A01-2 _o
i 2 - MS: C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Sample A01-2.d/AcqData/MSScan.bin l
ﬁ]] | ~NMR Position: A01
1H FID Experiment: SAMPLE A02-2 ¥
NOESY |FID MS: C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Sample A02-2.d/AcqData/MSScan.bin .
Position: A02
Change All | FID

Experiment: SAMPLE A03-2
MS: C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Sample A03-2.d/AcqData/MSScan.bin
V| GCILC/MS ch Position: A03

Experiment: SAMPLE A04-1
MS: C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Sample A04-1.d/AcqData/MSScan.bin

(&]Real Time

Advanced Options Position: AG4
Experiment: SAMPLE A05-1 >
MS: C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Sample A05-1.d/AcqData/MSScan.bin
Position: A0S
Experiment: SAMPLE A06-4
MS:_ C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Sample A06-4.d/AcgData/MSScan.bin
Y Filtering String: Posttion; A0D Name Only
Filter 0 ile: |C:/U: Experiment: SAMPLE A07-4 tchi
Mapping Eie fUset MS: C:/Users/Usuario/Desktop/Datasets/By plugin/QC Profiling/Experiment 1/Sample A07-4.d/AcgData/MSScan.bin 'ng ﬂ'
2+ Position: A07 =
»Resurne % Load Setti 171 8l ° Run
OK Cancel

3.1.2  Output File Configuration

Mnova Gears creates a folder to save the QC Profiling evaluation results. This folder also contains some files generated
by each evaluation, as described in point 3.4.1 Output Folder and Files.

- Select the Output Directory in which to save the results files.

:b Mnova Gears
E‘ Input ftﬁ Processing % Plugins Design B Output -ﬁ- Settings

Disk
Directory: C:/Users/Usuario/Desktop/Results{QC Profiling

v/| Mnova

Save Mnova Document in:
Save a Copy of the Mnova Document with the Raw Data

PDF

DB
Expert

3.1.3 QC Profiling Access
The access to the Plugin Settings is the same as any other Mnova Gears plugin.

1. Go to the Plugins Tab.
2. Select QC Profiling in the plugins list and click Add.
3. Select QC Profiling in the added plugins list and click QC Profiling Settings.

P/N 190 R1.1 Page 9 of 33



QC Profiling 1.1 | User manual "

%% Mnova Gears ? X

“ ][nput J'ff Pracessing i‘%’! Plugins B Design [ Q Qutput a'Settings

&5 SQA = 2 %@ QC Profiling
&3 Verify A
iiﬁ Concentration ‘
. . Remove
W@ Purity +
iﬁﬁ DB Search e
i*?ﬁ SMA Custom Plugin

Qc Profiling L

5 . Delete

N# Multiplet Report Custom Plugin

IUPAC Name %
& MS Scan QC Profiling
- Plugin Settings
N# Peak Report
%@ Mpublish

=
PP resume | & Load settings 3‘: Save ettings | ] Import Settings ﬁ Export Settings @ cncel Qrun

3.2 QC Profiling Plugin Settings
The settings for this plugin can be entered in three distinct tabs:

e MS Evaluation
e (CSV Configuration
e Report

3.2.1  MS Evaluation
This tab provides access to all the parameters that control the evaluation of the LC-MS data used in this plugin.
The MS Evaluation tab is divided into four further subtabs:

e General

e Deconvolution

e Other Algorithms
e Color Warnings
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3.2.1.1 General

The General tab is used to configure the data that will be used in the evaluation:

{b Settings ? et

w -
Load Settings  Save Settings

MS Evaluation CSV Configuration Report

General Deconvolution Other Algorithms Color Warnings
UV Chromatogram Identification

UV Trace Label: |Sig=260

Retention Time Range

From: 1.3 | min

To: (3.0 < min

UV Chromatogram Identification

This is the algorithm used to assign the main components of the UV peaks, as based on the deconvolution of multiply
charged ions.

- UV Trace Label: This parameter is used to define the name of the UV trace within the LC-MS dataset that will
be used for quantification. To identify the name of the UV trace within the MS Traces, open one file in the
dataset prior to the evaluation and choose the name of the desired trace.

& % [@] SAMPLE A01-2* X
Data Source |
Yatasets\By plugin\QC Profiling\Experiment 1\Sample A01-2.d| 4 ¥ T+ C:\Users\Usuar...\Sample A01-2.d Injed
4000000+
Browser
%X WigAh%E & @I .
B 1 | B500000-
ataset
v ..p\Datasets\By plugin\QC Profiling\Experiment 1\Sample A01-2.d
¥ Injection 1 3000000+
¥ Functions
v ESI (-) MS centroid
TIC 2500000+
MS - spectrum 2.17
v Traces
P 2000000+
DAD -J
DAD - K
DAD - A - Sig=260.0,4.0 Ref=360.0,100.0 1500000
HiP-ALS - A
IsoPump - A 1000000+
IsoPump - B
IsoPump - C
BinPump - A 500000+
BinPump - B
BinPump - C
BinPump - D 0

P/N 190 R1.1 Page 11 of 33
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Retention Time Range

- From, To: Defines the range of chromatogram retention times that will be used for the evaluation. We
recommend choosing a relatively narrow range, focusing on the retention times where the DNA peaks appear,
to ensure the best performance of the algorithm for “No Data” detection.

3.2.1.2 Deconvolution

The Deconvolution tab is used to configure algorithms for the evaluation and results display.

aﬁ Settings ? et

] (=
Load Settings  Save Settings

MS Evaluation CSV Configuration Report

General Deconvolution Other Algorithms Color Warnings
DNA Match

Mass Value Type: Average hd Charge State Range:
Tolerance: 030 < |Da =~ || From: 3 -
Abundance Threshold: '1.000 % > | To: 7 -

Charge State Deconvolution

Tolerance: 5 ppm -

Abundance Threshold: 1.000 % -

Charge State Range: m/z Range: Deconvoluted Mass Range:
From: 3 . From: 100 ~ | From: 6000 .
To: 7 . To: |100000 ~|| To: 7000 .

DNA Match

This algorithm is used to assign the main components of the UV peaks as based on the deconvolution of multiply

charged ions.

- Mass Value Type: Average or Monoisotopic.

- Tolerance: Precision of the Mass Deconvolution.

- Abundance Threshold: Used to filter out noise from MS spectrum.

- Charge State Range (From, To): Defines the range of multiply charged ions that will be deconvoluted.

Charge State Deconvolution

This algorithm deconvolutes multiply charged ions in a MS spectrum to obtain a deconvoluted spectrum. It is used to
display the deconvoluted spectra relating to individual UV peaks.

- Tolerance: Precision of the Mass Deconvolution.
- Abundance Threshold: Used to filter out noise from the MS spectrum.
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- Charge State Range (From, To): Defines the range of charges that will be deconvoluted.

- m/zRange (From, To): Defines the range of m/z that will be deconvoluted.

- Deconvoluted Mass Range (From, To): Defines the mass range (Da) that will be deconvoluted.

3.2.1.3 Other Algorithms

This tab completes the previous deconvolution parameters.

aﬁ Settings

(] 2

Load Settings  Save Settings

No Data Detection

This algorithm detects datasets where no DNA sample is present, which show characteristic noisy chromatograms with

MS Evaluation CSV Configuration Report

General Deconvolution Other Algorithms

No Data Detection

TIC Threshold: 10000 -
Add Comment: |no data

Low Mass Peaks Detection

Retention Time Tolerance: [0.010 min <
TIC Intensity Threshold: 30000 -
UV Area Threshold: 2.000 %

Color Warnings

very low intensity signal. An associated color warning of such can be displayed.

- TIC Threshold: Minimum peak intensity to be detected in the TIC spectrum, below which the sample is

considered to contai

- Add Comment: Will be written in the Comments column of the output .csv file for the peaks considered to be

without data.

Low Mass Peak Detection

Used to detect UV peaks originating from low molecular weight impurities that must be excluded from the
guantification. A color warning related to the presence of these impurities can be displayed.

- Retention Time Tolerance: UV peaks with no TIC within this retention time difference are considered to be

impurities.

- TIC Intensity Threshold: UV peaks with a TIC Intensity at the same retention time below this threshold are

n no data.

defined as impurities.

- UV Area Threshold: UV peaks with areas lower than this percentage of the total area are considered to be
DNA. This approximation is used to avoid wasting time analyzing very small peaks.

P/N 190 R1.1
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”

3.2.1.4 Color Warnings

Color codes are used to warn the user about the quality of the results by connecting specific issues arising in the

automation with a color warning. The level of the warnings is configured by the user via appropriate thresholds, which

allows for a reduction in the number of warnings.

aﬁ Settings

] (=
Load Settings  Save Settings

MS Evaluation CSV Configuration Report

General Deconvolution Other Algorithms

High Peak Purity Threshold:

Low Peak Purity Threshold: 50.0%

Minimal UV Area Threshold: 5.0 %

Residual Peaks Warning Threshold: 50.0%

Low Mass Peaks Warning Threshold: 3.0%

No Data Detected:

/| Apply Color Warnings to UV Peaks

Color Warnings

- High Peak Purity Threshold: Peaks with an assignment purity, as evaluated via the DNA Match algorithm, that

is lower than this value.

- Low Peak Purity Threshold: Peaks with an assignment purity lower than this value.

- Minimal UV Area Threshold: Peaks with an area below this percentage of total area will not result in

associated purity warnings.

- Residual Peaks Warning Thresholds: When the total percentage of residual peaks is greater than this value.
- Low Mass Peaks Warning Threshold: When low molecular weight impurities are detected.

- No Data Detected: When peak intensity is low and indistinguishable from noise. Typically, these peaks are due

to solvents or contaminants.

- Apply Color Warnings to UV Peaks: Applies the color warning codes above to UV peaks.

P/N 190 R1.1
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To select or change the color for each of the above, click on the associated colored square to the right of the definition

and select your preference in the color window.

Q Select a color X

Basic colors

L Ll e
L Ll e
e
L Ll e
HEEENCE ]
EEEEECC

| Pick Screen Color |

Hue: Red: m
Sat: Green:

Custom colors

N I O | R O | I - -
OOt val: [248 2] Bue: 248 2]
| Add to Custom Colors | HTML:

| OK | | Cancel |

Note: selecting white as the color is equivalent to switching off the warning.

3.2.2 CSV Configuration
Content descriptions of the columns in the input .csv file being used as a template by the application.

S Settings ? X

- -

_ Load Settings ~ Save Settings

MSEvaluation | CSVConfiguration | Report

Data Type Content
L
1 datald Data Id +
2 residual Residual l’
3 comments Comments +[:
i)
“
J;CS"
Main Result: |Residual [-]
CSV File: Plate 1.csv I@
OK Cancel

P/N 190 R1.1 Page 15 of 33
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"

General Features:

>

>

Each row in the table describes the content input or output of a column in the .csv file and represents a column
header from the raw csv file.
The datald, residual and comments rows are always present and cannot be deleted from the table but can be
moved to match data as appropriate.
Practically unlimited input and output columns can be configured by the user, which currently can be one of
three Data Types:
- Input: A numeric column in the .csv file describing the molecular weight of a given component.
- Contents Group: The total composition of a group of input components will be saved as output in the
.csv file; for example, adducts from the same component.
- Contents Group Comment: A comment describing how the total composition of a group of input
components is distributed among the various peaks of the sample. This column is optional.
Input and output row from the same component can be highlighted in color for visualization purposes.
Rows with no data declaration will be ignored in, but not deleted from the .csv file.
The Main Result menu below the table allows the choice of which component in the mixture will be considered
the main result in the output review options.

CSV Configuration Tools

There are many tools to create, edit, move, and remove rows:

Add a content

% Add Mew Content Definition  ? ¥

Content: | FP =

Input: 1 .

.'H.! 0K Cancel

Add a group of contents

”1;( Add Content Group ? x
Content Group Mame: | Starting Material -
Column: S Highlight Color: |White .

i >

Add

4

Remaove

Additional CSV Columns
Comment
Main Peak RT
Main Peak Area

+|n Ok

Cancel

Content Group Name: Final, Final Product, or Starting Material

Column: is the number for the input/output of the Content Group.
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Highlight color: white, yellow, lime, cyan, beige, red and orange are available for colored Content Groups.

Additional CSV Columns:

— Comment: summarizes the different peaks contained in these groups.
— Main Peak RT: shows the retention time of the main peak assigned to this group.
— Main Peak Area: shows the UV area of the main peak assigned to this group.

Additional C5V Columns
+| Comment 19

| Main Peak RT 20

LI 2 L L

«| Main Peak Area |21

Note: We recommend that all the Input content columns be created before grouping them.

- Insert empty row

*

Remove selected row: delete a row in the table. Notice that some rows cannot be deleted (datald, residual,
and comments).

Edit selected row: edit any added row in the table. Note that some rows cannot be edited (datald, residual,
and comments).

% Edit Content ? X

Content: FF

Content Group Mame:

3

Input:

oK Cancel

%% Edit Content Group ? X

Content Group Mame: |Starting Material

-

= Highlight Color: |White =

FP2 . FP
FP

Add

<4

Remove

Columnn: 2

Additional C5Y Caolumns
Comment
Main Peak RT

Main Peak Area

OK Cancel

- Move selected row up/down: move any row up or down in the table.|§|
- Magnifying Glass button: inspect the CSV definition of the first lines of the .csv file. A dialog with the overview
of the first two lines will appear, showing the content of this file relating to the definitions given by the user.
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=R

Note: the following chapter gives a step-by-step explanation of how to create a table.

3.2.3 How to create a table

After configuring Mnova Gears and QC Profiling Settings, the user can create a table that maintains the CSV file
structure, as per the following example:

1- Add Input columns:

Click on Add a content to enter new content and select each desired column. For this example, we are going to add
three contents for each input group, “Final Product” and “Starting Material”.

Final Product Rows: FP1, FP2, and FP3.

D Add New Content Def..  ? X % Add New Content Def..  ? X % Add New Content Def..  ? X
Content: |FP1 < Content: |FP2 v Content: FP3 -
Input: |10 < Input: |11 ~ Input: 12 *

OK Cancel OK Cancel OK Cancel

Starting Material Rows: SM1, SM2, and SM3.

% Add New Content Def..  ? X “Q Add New Content Def.. 7 X QQ Add New Content Def... 7 X
Content: SM1 b Content: |SM2 > Content: |SM3 -
Input: 13 < Input: (14 * Input: 15 ©

OK Cancel OK Cancel OK Cancel

Note: Remember that each row of the table matches a column in the .csv file.
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2- Create an Output group for each content group:

Click on Add a group of contents to create an Output Content Group.

In this case, we are going to create two Content Groups. The first group is configured as per the following figure for
Final Product contents.

%% Add Content Group ? X

Content Group Name: | Final Product

v

Column: 3 B Highlight Color: |Lime  ~

FP1 - || |re1

FP2 Add| |FP2
FP3 FP3
SM1

¥ | Remove

Additional CSV Columns

| Comment 19: 3

v/| Main Peak RT 20 5
/| Main Peak Area 21 <

OK Cancel

The same process can be repeated with Starting Material contents, selecting a different Column, Highlight Color, and
Comment column.

% Add Content Group ? X

Content Group Name: |Final Product

v

Column: 13 |5 Highlight Color: |Yellow -
FP3 - || smi

SM1 Ad SM2
SM2 SM3
SMm3 ¥ | Remove

Additional CSV Columns

Comment
Main Peak RT

Main Peak Area

OK Cancel
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Added groups will be displayed in the main table

B Settings ? X

fasj -

Load Settings ~ Save Settings

 MSEvaluation  CSV Configuration | Report

Data Type Content =
1 datald Data Id +p-
=)

 omsGo FraPodGPLIRED

4 contentsGroup  Starting Material (SM1, SM2, SM3)

5 residual Residual

6 comments Comments -
7 7
8

9

10

11

12

13 input SM1

14 input SM2

15 input SM3

16 contentsGroupC... Starting Material (comment) >
Main Result:  Final Product v
CSV File: Plate 1.csv @

After creating the table, we need to ensure that the rows from the table match the columns of our .csv file.
3- CSVinspection:

Click on the Magnifying Glass button to open the CSV File Columns Overview and inspect.

CSV File: Plate 1.csv
% CSV File Columns Overview ? X
Data Id Final Product = Starting Material =~ Residual =~ Comments FP1 FP2 FP3 SM1 SM2 = SM3

(datald) (FP1, FP2, FP3)  (SM1, SM2, SM3) (residual) (comments) (input)  (input)  (input) (input) (input) (input)

1 Sample A01-2 AO1 6487.3 65153 6502

2 Sample A02-2 AD2 6487.3 65153 6502
K | [»

. OK . Cancel

Select Main Result:

Open the Main Result menu, choose Final Product and click OK or continue with QC Profiling configuration.
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15 input SM3

16 contentsGroupC... Starting Material (comment)

Main Result;l Final Product

CSV File: Plate 1.csv

3.2.4  Report

Define the number of MS Spectra Extractions and Layout Template to apply in the output Mnova Files.

e

’:i:( Settings

et

m =

Load Settings  Save Settings

MS Evaluation CSV Configuration Report

—MS Spectra Extractions

Maximal Mumber Of Extracted MS Spectra: |1 -

—Layout Template
Naone
Default Portrait
Default Landscape

® Custom

oK

Cancel

P/N 190 R1.1
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MS Spectra Extractions

Maximal Number Of Extracted MS Spectra: Define the number of MS Spectra for the report.
Layout Template

No template and two default templates are available in the plugin; a custom mode is also available to configure the
report according to user preferences.

None

C:\Users\Usuar...\Sample AD1-2.d Injection 1 DAD - A - Sig=...Ref=360.0,100.0 Chromato|
Starting Materid Final Product ,
(100% SM1) (95% FP1) |
200 32,949 |‘| 48.00% | |
100 Unknown | | | | ||
|I | |
Y[ {ﬁ: ke Yoie
K ETENTON TME (min )
C:\Users\Usuar...\Sample A01-2.d Irjedion 1 ESI (-) MS centroid TIC
3000000 |
1.30% 46.1s%|“|
-
2000000 ( (\
| |
1000000 \ [1
1.81% Al [
0 B —‘!'/\1_!_ I L} I
Retention time (min)
C:\Users\Usuar...\Sample A01-2.d Injection 1 ESI (-) MS centroid MS - spedrum 2.17 - 2.1
300000 100.00%
£5.52%
200000 51.63%
100000 187105
5.25%
0
S
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- Default Portrait

P/N 190 R1.1

QC Profiling Report

Parameler Ve

Deta Pt D:SAMPLE-AD1-2.4

Acquired Date  2020-03-20T20:30:472

Sample Name  SAMPLE-A01-2

Sample D

Comment Acquity BEH OST €18 2,050 mm 1.7u at 60°C; elusnts:
A: 200mM HFTP = 10mM TEA in H20, B: MeOH; gradert:
8%B for 0.2min, 8 b 40%8 in 2.5min, 40 to 85%B in
0.95min @ 0.6ml min hen 85 1 100%8 in 0.05min,

AT SomTymuagr wms Tl Ted wn O (8 Lmw
gt e Tme TR

100%38 for 0.5min @ 0.7ml/ min; ESI-TORneg); drying
gas 13U mind 120°C; woRages: capillary &V, nazzke 28/,
heath gas/ source emperature 295°C

Operdar
Instrument TOF 1
Sample Posiion P4-ADL

C:\Users\Usuar...\Sample A01-2.d Injection 1DAD - A - Sig=...Ref=360.0,100.0 Chromatng
) ek

R BRSO

200 D% ’| 8.00% ||

100 - |\ | |
1 I\

r T T T T T T T T T = T T T T = T

Retenfion tim e (min)

C:\Wsers\Usuar...\Sample A01-2.d Injection 1 ESI (-) MS centroid TIC
=

100000 m
5130% “'“ﬂ
- F |
1000000 f’gll ‘l \\
181% \
0 ) o \r
Retention time (min) -
C:\WUsers\Usuar...\Sample AD1-2.d Injection 1ESI (-).MSE'Ih'cid MS - spectrum 2.17- 2.1
300000 100.00%;
6952%
200000 53m|
100000 ! BN%
529%;
0 2 e a
[ R e
m/z (Da)
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- Default Landscape

QC Profiling Report

C:\Users\Usuar...\Sample A01-2.d Injection 1 DAD - A - Sig=...Ref=360.0,100.0
Parameter Vaue 500 Final Product

DataPath  D:\SAMPLE-AD1-2.d
Acquired Date 2020-03-20T 20:30:472 200 5?{33&13&3!3! (99% FP1)
Sample Name  SAMPLE-A01-2 gt
Sample D 300 2.94%
Comment  Acquity BEH OST €18 2.1x50 mm 1.7u at 60°C; Fl

eluents: A: 200mM HFIP + 10mM TEA i H20, B: 200 Unknown \W \

MeOH; gradient: 8%8 for 0.2min, 8 to 40%Bin |

2.5min, 40 to 85%8 in 0.95min @ 0.6ml/ mn then 100

| \
85 to 100%B in 0.05min, 100%:8 for 0.5min @ gy !*2.54_3% )l.\* k\ Y
0.7m{ min; ESI-TOF(neg); drving gas 13L/ 0

|

|
min@120°C; voltages: capilary 4V, nozde XV; |
sheath gas/ source temperature 295°C

Operator

g T Retention time (min)
Semple Postion P4-A01 C:\Users\Usuar...\Sample A01-2.d Injection 1 ESI (-) MS centroid TIC
3000000 = |
51.30% ‘ﬁmm%
2000000 N ‘UI
1000000 f I‘ 1
1.81% \ | \r
W Ty e A Tow Taa Sut B TR b4 0j—— = — — -
HEpCinm s o I e s e LTI i S e e e G st en
1 171188 1485 8849 056 071 Junknawn _l - L] a L . | L ] L
2 Ume &9 piws 112 099 v Retention time (min)
3 IM05VY 480 MI61 027 060
40 BEVY 5477 12095 088 057 C:\Users\Usuar...\Sample A01-2.d Injection 1 ESI (-) MS centroid MS - spectrum
s Ummvs s 256 200 243 -
6 M8 5L EIX AN 1Y Wi 300000
TUENAISE RLNIAMININE 2K Whie 200000
8 mE S DEUIWLTS M sam whie 100000
0

m/z (Da)

- Custom

The user can load their own Layout Template, which can be created in Mnova. Find the directory with a saved custom
layout template file and load it into the plugin.

Layout Template
None
Default Portrait
Default Landscape

@ Custom

C:/Users/Usuario/Desktop/Datasets/Layout template.mnova

oK Cancel
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How to create a Layout Template report and save it:

- Open a QC Profiling report, for example with the “Default Portrait” template, and place the objects on the
page as desired.

QC Profiling Report QC Profiling Report
Parameter Ve AT St e T e X e o
Osta Pt D:SAMPLEADL-2.d E rrac ol
At Dk 220020720 472 N eius im0 0472
Sample Nane  SAMPLEADL-2 Samgle Nave  SAMPLEAQL-2.d
Sample D Sangle D
Comment Acquity BEH OST €18 2.1,50 mm 1.7u al 60°C; eluents: Comment Acquty BEH OST C18 2. 1x50 min 1. Py at 60°C; eluenis: A: 100nM HFIP + 10mMTEAIn H20, B MOM; gadent: 8%87or 0.2min 8
A: 200mM HFIP = 10mM TEA in H20, B: MeOH; gradient: to40%Bin 2. Suin, 40 o 85%B N 0 7nin 0.6/ i then 85 1 1009%8in 005wk, 1007%8 for 0. Sain 0. ey min; BSI-TOR(meg);
8%E8 for 0.2mir, 8 1o 40%8 in 2.5min, 40 o 8S%B in drying gan 13U/ 0nD120°C; volages: Gaplary &Y, nazk 20V, dhasth gai/ e lopadur 295°C
0.95min @ 0.6mi/ min e 85 1 100%8 in 0.05min, Dperae
100%38 for 0.5min @ 0.2ml/ min; ESI-TOf(neg); drying Instrument TOF 1
gas 13U min 120°C; voRages: Capillary 4V, naczie 20/ Sage Postion P4 AD1
et gas/ source Emperatur e 05°C
Operater
hstument TOF 1 RT Scan Type Height Nea Total Height % Told Area % Statlime Endlime Rl Label
Samphe Posion P4-A01 1 a B 7X046.015 169085.040 1.2 o None
2 9 B3 149781.541 429441316 264 181 None
3 116 BB 2356477916 12200271.798 4148 51.30 None
4 155 B8 3101476062 10982773.424 5460 46.18 None
C:\Users\Usuar...\Sample A01-2.d Injection 1DAD - A - Sig=.. Ref=360.0,100.0 Chromatog C:\Users\Usuar...\Sample A01-2.d Injection 1 DAD - A - Sig=...Ref=360.0,100.0 Chromatol
3004 Qarting Material Final Product 3004 Starting Materid Final Product )
E {1009 SM1) (5% FP1) | (100% SM1) (99% FP1) M
ZDO‘I 0.94% r‘ 48.00% “ 200 32.34% il| 48.00% ‘ |
| |
100 ) 1 100 ke I‘,
| 243% A |\ 2.43% I\J\ \
of — eI e 1. i Ha—
Retenfion tim e (min) Retenoon ome (min)
C:\Users\Usua...\Sample A01-2.d Injection 1 ESI (-) MS centroid TIC C:\Users\Usuar...\Sample A01-2.d Injection 1 ESI (-) MS centroid TIC
3000000 | ]
51.30% | 20000 51.30% e ‘”’*ﬂ‘wl
, N |
2000000 ( I 2000000+ i |
| | |
i |
1000000 \/ | \ 1000000 (1A [
1% |0\ J\ % |V | &
01 ety — 0 TN F T rr— g
B T T S T S —_—
Retention ime (min) Retention time (min)
C:\Users\Usuar...\Sample A01-2.d Injection 1ESI (-) MS centroid MS - spectrum 2.17 - 2.1 C:\Users\Usuar...\Sample A01-2.d Injection 1 ESI (-) MS centroid MS - specrum 2.17 - 2.1
] | o
300000 100 300000 100.00%
=y 63.52%
200000 5363% 200000 53.63%
100000+ [ 18.1% 100000 Jill 18715
2% || 5.29% ‘
0 Itk 0 &
T —— T T —_— e e e T T e
= - . = - e = = -
m/z (Da) m/z (Da)

Molecule Prediction Tools ) Verification Elucidation Chemometrics Quantitation

. { o v = Spectr ar r s
+ ~ N + @ Pages Well Plates Parameters :CT Spectrum Toolbar Entire Page - @
S Jd J,U Page Motes Rulers | Data Browser 7 Shortcuts
Zoom o T - Tables = . ] [2] @ Layout
In At A - Full View Full Screen Cursor Info =5, Audit Trail T Templatesw
Spectrum Show/Hide Page Zoom Templates
- Click on Layout Templates.
™
ol
Layout
Templates~

Lay out in Template Document...
Apply Processing Template
Layout Template Options...

1 ricaresigcprofiling_resources/reportTernplatelandscape.mnova

2 ricares:qcprofiling_resources/reportTemplatePortrait. mnova

Create Layout Template Document...
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- Select Create Layout Template Document and save the template in your preferred directory.
- The content of all page items is removed to leave a pure template with the user’s desired placeholders.

QC Profiling Report

Text: Mass Table, [Parameters, ]

Text: Mass Table, [Mass.Peaks, ]

Mass Spectrum: MS

- A new Layout Template is created and made available in the template list, and can be loaded as a Custom
Layout Template in the QC Profiling report settings.

1

o)
Layout

Templates«

Lay out in Template Docurment...

Apply Processing Template

Layout Ternplate Options...

I 1 C:fUsers/perus/Desktop/Mestrelab/QC Profiling/QCProfiling/Layout Templates/MNew Layout.mno‘.fal

2 ricaresiqcprofiling_resources/reportTemplatelandscape.mnova

3 ricares:qcprofiling_resources/reportTemplateP ortrait. mnova

Create Layout Template Document...
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3.3  Save and Load Settings

Saving your settings in files can save a lot of time the next time the automation is executed. These files can also be
used to exchange settings with other users within your organization or with our Mnova Support Team. Settings can be
saved and loaded using two different functions, each saving a different form of settings file:

e “.mgrs”: contains Mnova Gears and QC Profiling settings. This can be saved or loaded from the Mgears
window.

[ e
Resume Load From File Save ToFile § | Load From Registry  f=={ Save To Registry OK Cancel
[] []

Note: Each evaluation generates an .mgrs file in the output directory (3.4.1 Output Folder and Files).

e “.data”: contains QC Profiling settings. This can be saved or loaded from the QC Profiling Settings window.

S Settings ? >

w =

Load Settings  Save Settings

Load saved settings files, “.mgrs” or “.data”, to simplify the plugin configuration and modify them as required to save
time.
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3.4  Results

During the evaluation, a new directory is created in the output directory declared in Mgears. This directory carries a
time stamp for the start of the evaluation. All the results generated during the evaluation are created there. Among
these results, the most important are illustrated in the following point.

3.4.1 Output Folder and Files
Each evaluation generates a folder as per the figure, named according to its own time stamp.

Within this folder, the user can find the evaluation results, such as different types of files and some important files
types:

55

data

documents

images

i3

QCProfiling

2021-06-18T13.33.44

2021-06-18T13.33.4d.resume
€ QCProfiling-Results

settings.mgrs

> Mnova Files: open the “documents” folder and click on any file. A window similar to that in the figure below
will open and the user can use Mnova tools to analyze the report document.

Chramatogra

TN G A Al e S - - -

O] Doaument 1 % | |6 FILEPALD. WADI71362 X

Co\Users\perus...Dat@\MSScan.bin Injection 1 DAD - A - Sig=...Rer=360.0,100.0 Chiomatogram 0 0a
200 Stng stera Frs ot

e el
1 2 |
B dio

(o) (Wl |
ey |

. ECP L SN Yo

10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34
Retention time (min)

Ci\Users\perus...Data\MSScan.bin Injecton 1 651 () HS centroid TIC

2
3000000- s | d
st [
i I
2000000 |
\ |
| |
. \ I .
1000000 \
it 1603 \
e o \
o PR PR
10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 a4
Retention time (min:
C:\Users\perus...Data\MSScan.bin Injection 1 ESI (-) MS centroid MS - specyum 2.17 - 2.15 - 2.20
o
300000 oo
le2a0s7
G
1|
200000 ErTy
s
100000- 282% [|legas 100
e
P
|
o L
6430 6440 6450 6460 6470 6480 6490 6500 €510 6520 6330 6540 6550 6360 6370 6580 6530 6600 6610 6620 6530 6640 6650 6660 G670 6680 6690 6700 6710 6720
. oz 03 . -
< » [

Signature: [ () _Licensess ©)
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» HTML File: click on QCProfiling-Results.html and a website will open in an internet browser window.

Mgears QCProfiling Results

Parameters
Parameter Value
Results Directory Cr/users/Usuario/Desktop/Results/QC Profiling/2021-06-18T13.33 44
Started On 2021-06-18T13:33:44
Completed On 2021-06-18T14:04:47

Detailed Results

Show 5~ entries Copy = CSV  Columns PDF | Print Search:
a Final Product Starting Material Residual FP1 FP2 FP3 SM1 SM2 SM3
#  Daaald (%) (%) (%) comments  (MW) (mw) (Mw) (Mw) (Mw) Mw) ms Mnova File
1 = - SAMPLE A01-
Sample A0 g 45 6 6622.6 6636.6 6757.9 64873 6515.3 6502 . #mnova

2

3 ] SAMPLE A03-

- = 2.mnova
:“"‘p'e AR 4 49 8 6584.4 6598.4 6681.5 64873 6515.3 6502

Opening this file allows you to:

- Get a brief inspection of the results.

- See small descriptive figures of the results.
- Download Mnova files through links.

- Sort the results by different column names.
- Find any file with the Search tool.

- Copy the website link and share.

- Create simple reports in .csv or .pdf format.
- Print the results.

- Select the columns to show on the website.

This file is available for any device such as PC, smartphone, or tablet that can run an internet browser.
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» CSV File: open the “QCProfiling” folder. A copy of the input .csv file is saved in the QC Profiling directory of
the output folder. This file is populated with all the output from the evaluation using the settings defined in
CSV Configuration (3.2.2 CSV Configuration).

A B T D E F G H 1 J K L M N o P Q R S) T u v
1 |Sample AO1-2 AOL 48 46 6 6622.6 6636.6 6757.9 6487.3 65153 6502 13%3SM1  33%SM1  1.8182 4114.3 48% FP1 2.1724 5994.2
2 |Sample AO2-2 AQ2 13 81 6 6612.5 6626.5 6737.7 64873 65153 6502 7% SM1 74%5M1  1.8187 8615.1 13% FP1 1.8629 1543.8
3 |Sample AO3-2 AO3 42 49 8 6584.4 6598.4 6681.5 6487.3 65153 6502 49% SM1 1.8136 657.4 42% FP1 2.1236 564.1
4 |Sample AD4-1 A4 18 69 13 6598.5 6612.5 6709.7 6487.3 65153 6502 34%SM2  34%SM1  1.8162 1349 18% FP1 2.2079 715
5 |Sample AO5-1 AO5 2 90 8 6593.5 66075 6699.7 6487.3 65153 6502 12% SM1 78%SM1  1.8165 560 2% FP1 2.0715 12.6
6 |Sample AO6-4 A6 69 22 9 6626.5 66405 6765.7 64873 65153 6502 22% SM1 1.8162 111.4 69% FP1 1.932 346.9
7 |Sample AO7-4 A07 91 1 7 6585.4 6599.4 6683.5 6487.3 65153 6502 1% SM1 17741 13.6 91% FP1 1.8049 863.7
8 |Sample AO8-1 A8 74 15 11 6625.6 6639.6 6763.9 64873 65153 6502 15% SM1 1.8163 1219 74% FP1 1.9546 587.7
9 |Sample A09-1 AQ9 45 48 8 6655.6 6669.6 6823.9 64873 65153 6502 19% SM1 29%SM1  1.8154 2318 45% FP1 2.0204 361.3
10 |Sample A10-1 A10 26 66 8 6636.5 66505 6785.7 6487.3 65153 6502 52% SM1 14%sM1 1772 757.2 26% FP1 1.9828 376.1
11 |Sample A11-1 A1l 19 75 6 6637.5 66515 6787.7 64873 65153 6502 59% SM1 16% SM1  1.7726 4283.5 19% FP1 1.8693 1412.7
12 Sample A12-1 A12 90 o 10 66014 66154 67155 64873 65153 6502 90% FP1 1.801 2582.1
13 |Sample BO1-2 BO1 40 54 6 6599.4 6613.4 67115 6487.3 65153 6502 1% SM3 2% SM1 51%SM1  1.8174 7524.2 40% FP1 1.8691
14 Sample B02-3 BO2 13 81 6 6612.5 6626.5 6737.7 64873 65153 6502 8% SM1 73%SM1  1.8175 9205.4 13% FP1 1.8617 1590.9
15 Sample BO3-2 BO3 27 68 6 66385 6652.5 6789.7 6487.3 65153 6502 7% SM1 61%SM1  1.8153 7987.4 27% FP1 1.9562 3469.7

> .log File: this file summarizes the entire evaluation. Any error will be reported and consulted on in this
document.

» .magrs File: this file contains all the evaluation settings to allow them to be loaded again into QC Profiling Plugin
Settings (3.3 Save and Load Settings) for the following evaluations.

3.4.2 Mnova Viewer

The results can be analyzed with the Mnova Viewer, which is a fast and easy way to check the output dataset, make

modifications, and analyze again, if needed.

= MestReMova
Home View Molecule Prediction Data Analysis Database Verification Eludidation Chemometrics Quantitation
Y = B 5 E X B o © B
7 | 5 o o i Wy = Xz
Edit Run i MMR Mgears Mgears MyGears MyGears Reaction

Import Export Report

Script | Secript- S Tools = Viewer Waorkflows Monitoring-
Scripts Script Tools Mgears Reaction Monitaring
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Load the results folder and open in Mgears Viewer.

PN ccinon A DE @ owers ~

G ID- @ Pages Well Fates Farameters 294 Specirum Toolbar T @
-[— Page Notes Rulers Data Erowser Shortcuts p—
" Tsbles ot = 3 Layout
W9 - . i Ssac: T 82 moan s ol
spectum snow/mise Page zoom Tempiates
Mgears Viewer 5x | [@) swmesor X =
N
% q -
"._L_' S Dﬁ E EER Araee QC Profiling Report ¥
£
. 4
= Tide Document -
: ! _ N &
1 SAMPLE A01-2 SAMPLE AQ1-2.mnova C/Users/Usuario/Desktop/f 52
-
4| » a“
Well Plate 4
— |
: 2 3 s e | 7 | s | o4 Al
[ | 1
A48 [3 42 2 -91 -45 26 | JJ\:
B8 40 13 27 40 8 45 48 2 87 ya
c4s B8 13 87 91 o 72 10 M ~ TR
4 » !
Results. i u‘l bt
[a] S Ketenoon: ) E— ‘
e Profing | Cilsers\Ustiar..\Sarmple AD1-2.d Injechion 1 ESI (-) MS centioid TIC iy
toonen| W i
e 2000000 { [
Result in Well Plate: e Prduct (%) -1B3 |
10000001
| wn |V
oA o .
Data Id: Sample A01-2 R
3 etention trme (mn)
Final Product (%): 48 Co\Users Usuar. . \Sample A01-2.d Injection 1 ESI (-) MS centraid MS - spectrum 2.17 - 2.1
Starting Material (%): 46 300000 T
m‘:"":'ts_h): S 200000 .- B
FP1 (MW): 6622.6 100000 s
FP2 (MW): 6636.6 B = |
FP3 (MW): 6757.9 —————— = — —=
SM1 (MW): 6487.3 | iy
SM2 (MW): 6515.3 |
SM3 (MW): 6502 |l

Mnova Viewer Options:

Peak Assignment modifications

Y = o 3 s MestReNova

MASS

Home

View Molecule Prediction Tools Data Analysis

Verification Elucidation Chemometrics Tools Analysis Quantitation

+ F a
ke L] k3 ) e ‘o e Al
A/ ! - i, .A e J \
M E - % ‘
Detect L T Calculate Elemental Relative Elemental Molecule 551
Peaks § Peak Deconvolution Peak Purity o WR Compasition Composition Match
Peaks Charge State Peak Purity Elemental Composition Molecule Match Assig
Mgears Viewer 8 x . 7
SAMPLE AD1-2' X Q| Layout X
wLHEmS Mass Peaks [ x|
(]

= > L o % X B ©
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After each modification, click on Analyze Again to reassign peaks (highlighted red in the figure below).

Mgears Viewer g8 x
wmHED S EEEE e
Again
| L Title Document -~
1 SAMPLE AD1-2 SAMPLE AD1-2.mnova C:/Users/UsuariofDesktop/Results/QC Profilic
-
4 »
Wel Plate
1 2 3 4 5 6 7 8 -~
D0 1 8 38 48 u 57 4% 39
E 65 Not found 16 Not found 30 10 0 67 4% v
Kl ' »
Resuits
QC Profiing
s @
Result in Well Plate:  finsl Product (%) v %
Data Id: Sample A01-2

Final Product (%): 48
Starting Material (%): 46

Residual (%): 6
Comments:

FP1 (MW): 6622.6
FP2 (MW): 6636.6
FP3 (MW): 6757.9
SM1 (MW): 6487.3
SM2 (MW): 6515.3
SM3 (MW): 6502

If you prefer or need to make manual assignments, you can use the Modify UV peaks assignment manually option
(highlighted in blue in the figure above)

@ DAD Peak Assignments ? b4
RT Assigned to Comment
1 Residual ~ | Unknown b
2 Residual + | Unknown
3 Residual ~* | Unknown
4 Residual ~ | Unknown
5 Residual ~ | Unknown
6 Residual ~ | Unknown
) |7 Residual * | Unknown (
8 Residual ~ | Unknown
9 Residual ~ | Unknown
10 Starting Material ~ | Starting Material(100% SM)
1 Starting Material ~ | Starting Material(98% SM, 1% SM +
12 Final Product ~ | Final Product(100% FP)
13 Residual ~ | Unknown
14 Residual ~ | Unknown
OK Cancel
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You can save after each modification manually or choose autosave if you prefer to allow a faster results inspection.
Click on Settings and select Save Automatically on Clicking Analyze Again in the Mgears Viewer Settings window.

Maears Viewer 8 x

W | B & @EE

@ Mgears Viewer Settings ? X
Visualization
Main List
# Title Document Location
Visible
Well Plate
Number Of Columns: 14 -

General Options
Apply Design After Running Analysis Again

| Save Automatically on Clicking Analyze Again
Draw Well Plate with Enhanced Graphics

Reset My Gears List

oK Cancel
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