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1. Introduction

Mnova Gears is a software suite that can be used to build automation workflows for your analytical data
analyses (NMR, MS, IR, etc.). It is built around the concept of plugins called “bricks” that execute specific tasks
in a fully automatic mode from data pickup and processing to results reporting, saving, and databasing. In
addition to full automation, Mnova Gears allows for the customization of every step in your workflow to adapt
it to your specific needs.

Mnova Gears comes in two flavors:

e The Mnova Gears product, suitable for the processing large datasets in batches or in real time.

e The Mnova MyGears product, that allows you to build and run workflows based on single samples.
MyGears is best suited to small-scale analyses, where the overhead of manually opening data is not
significant but the benefits of automating processing and reporting are hugely so.

Several Mnova Gears bricks are currently available that can be used as standalone components or in
combination in a workflow.

Please check our website page for more details about available bricks and don’t hesitate to contact us to
discuss your custom automations!

f A

4 )
Mnova Gears Mnova MyGears Mnova Gears Bricks

>
(gARS 3(35“5 . —

Automation of multiple sample analysis Automation of single sample analysis [ el s
Batch and real time mode to generate Automation workflows on an open saA Verlly ] | Concamrnl -
documents for analysis Mnova document

Gears Gears Gears
s | Q8
H Gears Gears
- J/
. J
. J/
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Apart from running automated workflows, Mnova Gears allows you to operate in a machine-to-machine
mode* which means that you can run one or several workflows on your datasets with minimal human
intervention. In this case, datafiles and workflow parameters must be provided by the user or an external
program so that Mgears can operate on them.

Automation Machine-to-machine*®

Workflow 1 Workflow 2

*Requires Machine-to-machine license
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2. Installation

Once you receive your software or plugin license, open Mnova and drag-and-drop your license file into the
application. Then, go to the File tab > Advanced Plug-ins. A new window will open. In the Available tab, select
the Mnova Gears plugin and click on Install.

@ Q Advanced Plug-ins ? X

. Available Updates Installed
New

' - Name
F Mnova QC Profiling 1.1.0.6088 )

2 Default Version ~

Recent

m
B Save
i Save As...

i Export to PDF...

Save To L

Install

N Open...
|-' Open Directory..

Open From

; Print...
m Page Setup...

Help

po— :
Q IEeenee Directory

Advanced Plug-ins...

C:{Users/perus /AppData/Roaming/Mestrelab Research S.L. MestReNova /plugins e | |4

Q) Exit Close

A window will open to prompt you to restart the application. Click on OK.

 Information >

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

OK

Close Mnova and open it again.
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Check that the plugin has been installed correctly. All installed plugins will be listed in the Installed tab (File >
Advanced Plug-ins).

D Advanced Plug-ins ? d

Available Updates Installed

Name & Default Version Installed Version ol L
[] Mnova Batch gNMR. | 3.0.0.6161 3.0.0.6761 )
[] 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

Reguires. MestReNova (>=14.2.0-24628)
Mnova Gears (>=2.1.0.6044)

Directory
’7 C:/Users perus/AppData/Roaming/Mestrelab Research 5.L. MestReNova,plugins e | |4

Cloze

If installation has been successful, you will find Mgears, Mgears Viewer, MyGears and MyGears Workflows in
the Mnova ribbon under the Automation section.

MestReNova

Elucidation Chemometrics Binding Automation

Mgears ‘Mgears MyGears MyGears
Viewer Workflows

Mgears
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Note. If the Automation tab is not visible in the Mnova Ribbon, go to Options>Customize..., and manually
add Automation to the ribbon.

MestReNova - ] X

Elucidation Chemometrics Binding Automation Quantitation - @Q B) options ~

- =3 Style >
|12 ~| A * =/ o
A o o
U . B — — . Fe Customize...
X. X == = .A y -
L% = = A Ax AA «t | Signature Customize Context Menus...
Text Insert  Digital Signature
Quick Access Toolbar
Customize Ribbon o Customize the Ribbon
Choose commands from: Customize the Ribbon:
All Commands - > Tools [Mass] [a]
‘B . N » Analysis [Mass]
5 .
© Undo : Erocess!ng [EI...
o Redo ‘roc?ssmg[
) Add > > —Ricdng -
Print... .
- Vv v Automation
. Paste . < < Remove > Mgears -
?l Paste Special > ¥| Quantitation
NMR Graphic Pr... v
NMR Integrals —
NMR Multiplets New Tab lew Grou| Rename..
NMR Fit Regions... Customizations  Reset
Reset 0K Cancel |
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3. Mgears dialog
The Mgears dialog has a simple and straightforward design that includes:

- six tabs, each allowing the setup of a single part of the workflow
- aset of commands to control analysis

Tab Description Command Description

'El Input Choose analysis input » Resume Load resume file and restart data processing
Processing ~ Customize processing or enable advised processing f Load Settings ~ Load all mgears settings from OS registry
Plugins Select analysis plugins and configure plugin settings "' Save Settings  Save all mgears settings to the OS registry
Design Apply layout template to your Mnova analysis result ﬁ Import Settings  Load all mgears settings from file
[ = output Choose repository to save your data and output files m Export Settings ~ Save all mgears settings into a file
ﬁ Settings Configure Mgears general settings @ Cancel Close mgears

° Run Start the automation

As represented by the dialog sections, a full Mgears workflow will start with the selection of the input data
and then go to the rest of the processing, analysis, and reporting configuration. Alternatively, when using
MyGears, the workflow starts a step further on, at the processing tab, since the user should already have the

relevant data file opened in Mnova.
=3

Custom
processing

Apply plugins Format report Save results

In the following sections, we will detail each tab of the Mgears dialog and the many configuration options each
tab offers.
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3.1. Input

Mgears can handle input data saved on Disk directories, in a database (DB), or acquired in Real Time from a
disk or from a network drive. These three modes are visible on the left-hand side of the Mgears dialog.

o{i} .
'El Input Processing Plugins Design E QOutput 'Q Settings

Q Using Automatic Detection ‘§ Experiments Selection

[6%] Disk

Main Directory:
Optional Directory:

Sooe

NMR
iH 13C 19F HSQC HMBC

NOESY TOCSY ROESY H2BC Ccosy

GC/LC/MS Chromatography UV/IR/Raman/Fluorescence Mnova Documents Ori

h Real Time

.

Each mode has a specific configuration that will allow you to adapt Mgears to your data and handle your
analysis appropriately.

3.1.1. Data from disk

To analyze input data from your Disk, click on === and select the Main directory in which your data files are
saved. If part of your input data is saved in another folder, you can additionally select and add that folder in
the Optional directory.

= | Input @ Processing @ Plugins Design B Output n’ Settings
| — =]
o Q Using Automatic Detection | = Experiments Selection 'J_—\ =
= =
Main Directory | |
0 Optional Directory:
tﬁj] TR
1H FID hd 13C FID d 15N | FID bl 19F FID - 31p FID > HSQC |FID udl M| || FID b
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3.1.1.1. Mask manager

Click on this = button to open the Mask Manager where you can edit and add new masks for your
experiment files to be automatically detected by Mgears. The following default masks are available:

e NMR (FID): fid,ser,*.jdf

o NMR (Spectrum): 1r, 2rr

e LC/GC/MS: FUNCOO01.DAT, MSD1.MS, analysis.baf, FUNC001.IDX, *.cdf, *.sms, *.ch, *.lcd, *.mcds
e Chromatography: *.cdf, *.asc

e UV/IR/Raman/Fluorescence: *.jdx, *.spa, *.spc

e  Structures: *.mol, *.sdf

If your data mask is not in the list above, type it in the corresponding box for the experiment type then click
OK to save your changes. See example in the image below.

Input

Name Type
L‘] Compound1 MOL File
[ compound2.smi SMI File
[} compound3.sdf SDF File

Defaults masks

Standard Formats :Q Using Automatic Detection gg Experiments Selection % :__Q
NMR(FID): ‘ﬁd,ser,*.jdf ‘ Main Directory: ‘C:/Users/usuan'o/Desktop/Dataset;[Mask;/lnput
. Optional Directory:
RERGee ‘ S Experiments Found: 2 ? X
GC/LC/MS: b)(, * cdf, *.sms, *.ch, *.lcd, *.mcds‘
> List of detected experiments:
Chromatography: ‘*-Cdﬁ *.asc J Experiment: COMPOUND1 P
Structure: C:/Users/Usuario/Desktop/Datasets/Masks/In put/Compoundi.mol
UV/IR/Raman/Fluorescence: ‘*.jdx, *.spa, *.spc ‘ i | Experiment: COMPOUND3
Advanced Options __ Structure: C:/Users/Usuario/Desktop/Datasets/Masks/In put/Compound3.sdf E

Structures: ‘*,mol, * sdf ‘ Master File:

- Main SDF File: \ L]l T ag with

Allow More than One Exper| El Regular Ex

| E
Experiment Selection Mode: Fl‘l 1969 ~ [To:
‘ oK
Edited masks
Standard F t v— =
andard rormats :Q Using Automatic Detection 3= Experiments Selection @; [ﬁ\
NMR(FID): * jdf :
(E1D) L | Main Directory: ‘C /Users/Usuario/Desktop/Datasets/Masks/Input
NMR(Spectrum): Optional Directory:
| L Ga Experiments Found: 3 ? X
GC/LC/MS: bX, * cdf, *.sms, *.ch, *.Icd, *.mcds|
Chromatography: ‘*_cdf' * asc | List of detected experiments:

v

Experiment: COMPOUND1

" Structure: C:/Users/Usuario/Desktop/Datasets/Masks/Input/Compound1.mol
UV/IR/Raman/Fluorescence: "‘.de, *.spa, *.spc I Experiment : (c{nmuu{:a f P/ {Masks/Input/ P

Advanced Options ———

Structure: C:/Users/Usuario/Desktop/Datasets/Masks/Input/Compound3.sdf
Structures: "'.mol, * sdf, *.smi | OMPOUND?2

Experiment: C
Structure: C:/Users/Usuario/Desktop/Datasets/Masks/Input/ 2.5mi

|
- C

\R TVpE Main SDF File: q | Tag with
MJ

Master File:

Allow More than O 1000 2| [ | Regular Ex

Experiment Selection B0 Dec 1969 ~ [To:

OK
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Note. When your dataset contains multiple files for the same experiment that are matched with the declared
masks (for instance, “_ FUNCOO1.DAT” and “_FUNCO001.IDX"), Mgears will detect one occurrence and discard
the other matches so that you don’t get the same experiment duplicated.

Input Defaults masks

E CHROOO1.DAT Standard Formats

UV/IR/Raman/Fluorescence: ‘*.jdx, *.spa, *.spc

[ _Funcoo1.1DX

_ NMR(FID): Ifid,ser* jdf |
] _CHROMS

NMR(Spectrum): |

Q _extern GC/LC/MS: |_FUNCDOI.DAT, MSD1.MS, analysis.baf, _FUNCO001.IDX, *.cdf, *.sms, *.ch, *.lcd, *.mcds |

[ _FUNC001.DAT Chromatography: [=.cdf, *.asc |

Structures: ‘*.mol, *.sdf, *.smi
[ _FUNCOO15STS =

[ _FUNC002.DAT

|—L -FUNCO02.1DX eriments Selection

=

el

[ _Funcoo2.sTS

ktop/Datasets/By Plugin/Chrom RO/Dataset/Input
L % Experiments Found: 10 ? X

[ _Funco03.DAT

List of detected experiments: -

Experiment: REACTION-01
MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/Input/Reaction-01.raw/_FUNC001.DAT

Experiment: REACTION-082
MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/In put/Reaction-02.raw/_FUNCO01.DAT

Experiment: REACTION-03 1 v
MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/Input/Reaction-03.raw/_FUNCO01.DAT E

Experiment: REACTION-©4 'u'

MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/In put/Reaction-04.raw/_FUNC001.DAT :I

Experiment: REACTION-05
VAR

MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/Input/Reaction-05.raw/_FUNC001.DAT
Experiment: REACTION-06

Creat\oﬂ Date -
OK =

[ _Funco03.1DX

i) _FUNCTNS

LICANDCD

1]

Sl

=

If the data file or folder incorporates both the experiment name and the extension (e.g., files named "C923-
m3.raw" or a folder named "A8723.D"), Mgears is capable of identifying the extension and excluding it from
the experiment name. This functionality is facilitated by the list of masks accessible in the expert settings
section. You have the flexibility to modify the default list and include your specific extensions, as illustrated in
the image below.

Input Defaults masks Edited masks
Expert > Expert >
ABT723.D A A
Masks for Special Extensions: lﬂlrﬁﬂ‘ﬁlﬂf.ﬂlﬁ.j(ﬂmﬂ.ﬂx.]dX.JD’",rﬂtﬂ.imﬁ.xm5.\“"‘.'3\V.|Cdrﬁdf,m(dﬁ‘ Masks for Special Extensions: ffjdfals,jcamp, dx,jdx,jcm, rpt,d,sms,xms, wif, aw, lcd,cdf meds, expl
A2
B2332.D Back to Default Back to DefaulS Type
C1197.D l l
D3892D iDesktop/Datasets/Masks,/Expert IDesktop/Datasets/Masks/Expert
E7351.D + O Experiments Found: 11 ? X ————— O Experiments Found: 11 ? X =
F7900.expl List of detected experiments: - List of detected experiments: -
Experiment: F7900.EXi Experinent: F7900
G1826.expl MS: C;, /UsersfusuaanDeskloufDataseb/Mamexperme expl/_FUNC001.DAT MS: C:/Users{Usuario/Desktop/Datasets/Masks/Expert/F7900.expl/_FUNC001.DAT
| Experiment: G1826.E (xuerlmrn: 61826
{ MS: C;, IUswstsuarluvasklopratasets{MaskstxperthlSZﬁ expl/_FUNC001.DAT /Users[usuannfDeskmp/Da!asers]Maskstxpen:fGlEZﬁ expl/_FUNCO01.DAT E
G8278.expl T xperiment: G82 | — — (xp!rlm!nt 68 e
M5: C:/User: m U ri m ssktop/D: K '8.expl/_FUNCO01.DAT MS: C;, IUserslUswww\hcktoDlDaasetsfMaskstxpem‘GB278 expl/_FUNCO01.DAT
T=——— Experiment: H8663.EXPL = === experizent: H8663 T
H8663.expl MS: C:/Users/Usuario/Desktop/D: Masks/Expert/H8663.expl/_FUNC001.DAT MS: C:l users/Usuannfnpcktup/DatasetsfMaskstxuertfHBﬁéz expl/_FUNC001.DAT
Experiment: I5211.EXPL Experiment: 1521
FEoch YR8 ™ 4ic. C:/Users/Usuario/Desktop/Datasets/M 15211 expl/_FUNCO01.DAT e fEach Tyl e, c. /UsefslusuaﬂnfDeskmp/Da{asers]MaskstxpenflSzll expl/_FUNCO01.DAT | )
1521 1.expl Experiment: 16232.EXPL 1060 ~ Experiment: 1623 1060 -
| Ms: C:/Users/Usuario/Desktop,/Datasets/Masks/Expert/16232.expl/_FUNC001.DAT | MS: C; IUsersIUsuﬂnafDeskth[DaasetsfMaslstxueru‘J&BZ expl/_FUNC001.DAT E
Experiment: AB723 Experiment: AB72
J6232.expl MS: CUsersUsuario/Desktop/Datasets/Masks/ Expert/A8723.DY_FUNCO01.DAT MS: Cf UserSIUsuannfD?sktanDalasetslMaskSIExuerthBHE D/_FUNC001.DAT
Experinent ; Experiment: 82332
MS /' f” io/Desktop/D: 2332.0/_FUNCD01.DAT MS: C:/Users/Usuario/Desktop/Datasets/Masks/Expert/B2332.D/_FUNCO001.DAT
ci107 ! | Experiment: (1197
= s c/Users/usuanofDesklop/Dmaseu/Masksftxpeme1WD/ FUNCO01.DAT Re T MSCU sers/Usuana/Desktop/DaasetsfMaswr_xpwu1970/ FUNCOO01.DAT -
| experinent: 03 L Reg . Experiment: | Reo
MS: CIUS&'rS/UsuarlufDesklonDatasetsfMaskstloemeRgZ D/_FUNC001.DAT MS: C;, /Users[UsuannfD?sktnp[Dalasels]Maskstxuert[D}E@? D/_FUNC001.DAT
Experiment: ET: | — = Experiment: E7351 _——
= ‘ MS: C:fUser: UsuariofDesktop/D K 351.D/_FUNCO01.DAT " MS: C:/Users/Usuario/Desktop/Datasets/Masks/Expert/E7351.D/_FUNC001.DAT -| |
settings settings
oK I_ —1 OK F

To undo any changes you introduce, you can click on Back to Default and then on OK.
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It is also possible to use a custom script to open any file with Mgears. To do so, you must enable the Custom

Format option, type your data folder masks, and upload the script by clicking on

executed when a file matches one of the masks added.

W

Custom Format

Masks: |*.new, *ext

Script to Open File: |Jsuario/Desktop/DatasetstustomScript.qs|

OK Cancel

== . The script will be

Top Tip! Whenever you select your input data you can use the Automatic inspection button @ to preview

the detected data in your directories that will be used by Mgears to execute the analysis.

&

[

Eeos | [cFo

Time

= | Input Processing @ Plugins Design E’ QOutput ﬁ'SeItings

Q Using Automatic Detection EE Experiments Selection

Main Directory: C:/UsersfUsuario/Desktop/Datasets/Report

Optional Directory:

NMR
iH 13C 19F HSQC
NOESY TOCSY ROESY H2BC

'nﬁ Experiments Found: 4

4

? X

List of detected experiments:
C' | Experiment: CATECHIN
1H: C:Users/Usuario/Desktop/Datasets Report/Catechin/1H/FID
Structure: C: /Users/Usuario/Desktop /Datasets/Report/Catechin/catechin. mol

Experiment: ETHYLBENZENE
1H: C:/Users/Usuario /Desktop/Datasets Report/Ethylbenzene/1H/fid

Experiment: FELODIPINE
1H: C:/Users/Usuario/Desktop/Datasets /Report/felodipine/10/fid
Structure: C: /Users Usuario/Desktop /Datasets/Report/felodipinef 10/felodipine. mol

Experiment: QUININE
1H: C:/Users/Usuario/Desktop/Datasets/Report/Quinine /Quinine 1H/fid
Structure: C: /Users/Usuario/Desktop/Datasets/Report/Quinine fquinine.mol

3.1.1.2. Advanced options

Several advanced options are available to give you more flexibility at the time of selecting your input data:

o Master file: If datasets are saved at different locations on the disk, it is possible to use a Master file
with the list of paths to the directories with spectra and molecule files. A master file can be a .txt or a
.csv file with an absolute path on each row.

P/N 236 R3
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:\Users\Downloads\16@89%subset_1\SDH-@e@1_1_04_12_18_DMSO_1.raw
:\Users\Downloads\16889\subset_1\5DH-2001_1 84 12 18 _PBS_2.raw
:\Users\Downloads\16889\subset_1\5DH-@e81_1 84 12 18 PBS_3.raw
:\Users\Downloads'16889%\subset_14SDH-8@81_1_©4_12_18_PBS_4.raw
:\Users\Downloads\16889\subset_1\5DH-0002_1 84 12 18 DMSO_1.raw
:\Users\Downloads'16889\subset_14SDH-8@82_1_04_12_18_PBS_2.raw
\Users\Downloads\1e@89\subset_1\SDH-88@2_1 84 12 18 PBS_3.raw
\Users\Downloads\ 16889 \subset_1\5DH-0@82_1 &4 12 18 _PBES_4.raw
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Tick the Master file option then click on ! -

Advanced Options

| Master File:
Main SDF File:
v Allow More than One Experiment of Each Type

C:/Users/Usuario/Desktop/Datasets/MasterFile.csv

to add your master file.

.. Tag with ID:
Join Folders with Similar Name

[

3

In the Master file options 123 dialog, you can configure a set of basic features to give some flexibility
to the input. You can indicate which column contains the path and set the starting and end row to

read the data in the master file.

Advanced Options

+| Master File:
Main SDF File:
v Allow More than One Experiment of Each Type

C:/Users/Usuario/Desktop/Datasets/MasterFile.csv

Column with the Path: 1 <

Starting Row: 1

v Read until Row: 6
OK Cancel

O Main SDF File: If you have all the molecular structures saved in a single SDF file, you can unable this
option to automatically match each molecule to the corresponding datafile analyzed in a batch.
Matching is done using a tag that is added to each molecule (“mixture_id” in the example below).
Enable the Main SDF File option and upload your SDF file, then type the Tag with ID to be used.
Advanced Options

v
Master File: .||
| v| Main SDF File: | C:/Users/Usuario/Desktop/Datasets/® /Structures.sdf hagwith 1D: mixture_id
Allow More than One Experiment of Each Type Jojn Folders with Similar Name
Compounds 7 x
B ¢ % @A Q | Ej Q
Report Add Delete Setup  Graphical Props  PhysChem In Columns  RDKit
Molecule Properties
777 Molecular Formula: =
Average Mass:
Monoisotopic Mass:
Name: il
1 Label: Structures#0
Color: X None
Assighments:
mixture_id: 1
Molecular Formula:
Average Mass:
Monoisotopic Mass:
Name:
2 Label: Structures#2
Color: < None
Assignments:
mixture._id: 7
Mgears detects and matches each structure with the corresponding datafile.
C:fUsers/Usuario/Desktop/Datasets/® - Jinput
" Yo Experiments Found: 4 ? X
IC List of detected experiments: -
Experiment: 1
205 MS: C:/Users/Usuario/Desktop/Datasets/) L wonfinput/1.raw/_FUNCO01.DAT
Structure: Found in Main SDF File with ID: 1
Chr¢ Experiment: 2
| MS: C:/Users/Usuario/Desktop/Datasets/| o finput/2.raw/_FUNCOO1.DAT
= Structure: Found in Main SDF File with ID: 2 v E
OK
P/N 236 R3 Page 13 of 75
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o Allow more than one experiment of each type: Activate this option when you want Mgears to detect
several experiments of the same type in a document. In the example below, two MS raw datafiles are
detected in each group.

Allow More than One Experiment of Each Type

B4 Experiments Found: 36 (Preview using a subset of 1000 files) ? X
List of detected experiments: "
Experiment: L20-1
MS; C:fUsersUsuario/Desktop/Datasets By plugin/MSRO/Data/L20-1.raw)_FUNCO0 1.DAT
Experiment: L26-1
MS: C:/Users Usuario/Desktop/Datasets By plugin/MSRO/Data/L 26-1.rawj_FUNCO0 1.DAT
Experiment: L27-1
M5; C:fUsers Usuario/Desktop/Datasets By plugin/MSRO/Data/L27-1.rawj_FUNCO0 1L.DAT
Experiment: L28-1
M5: C:{Users Usuario/Desktop/Datasets/By plugin/MSRO/Data/L 26-1.raw/_FUNCO0 1.DAT
+/| Allow More than One Experiment of Each Type
gﬂ: Experiments Found: 18 (Preview using a subset of 1000 files) ? XK
List of detected experiments: —~
t: L20-1
MS(2): C:{Users/Uisuario Desktop Datasets By plugin/MSRO /Data /L 20-Lraw/_FUNCDD1.DAT,C: Users Usuario Desktop Datasets By plugin/MSRO/Datal 20- Lraw/_FUNCODLIDX ||
Experiment: L26-1
MS(2): C:fUsersUsuario Desktop/Datasets/By plugin/MSR.O/Data L 26- Lraw/_FUNCD01.DAT,C: Users Usuario Desktop [Datasets /By plugin/MSRO/Data/L26- Lraw/_FUNCOD1,1DX
Experiment: L27-1
MS(Z): C:Users/Usuario [Deskitop Datasets By phuginMSR.O Data L 27- Lraw/_FUNCD01.DAT,C: UsersUsuarioDesktop Datase ts/By plugin/MSRO Data/L27- 1raw/_FUNCO0 110X
Experment: L28-1
ME(2): C:Users/Usuario Desktop Datasets By pluginMSRO Data L 28- Lraw/_FUNCD01.DAT,C: Users Usuario/Desktop/Datasets /By pluginMSRO DataL 28- Lraw/_FUNCOD1.IDX

o Join folders with similar name: This option is used to join spectra with similar starting names within
the same group. If enabled, Mgears will detect repetitions or small variations in the data folder names.
For instance, if there is a group “ABC” and a new spectrum is found named “ABC_raw”, it will be
included in the “ABC” group because the start of the new file’s name, “ABC”, matches the previous
group name.

Join Folders with Similar Name
Experiments Found: 4 ? X
% Bxp

List of detected experiments:

Experiment: ABC
1H: T:/manual /ABC/1H/FID
Structure: T:/manual /ABC/ABS.mol

Experiment: ABC_RAW
1H: T:/manual /ABC_raw/1H/fid
Structure: T:/manual/ABC_raw/ABS_raw.mol
) /| Join Folders with Similar Name
Experiment: DEF
1H: T: /manual [DEF /1H/fid

Structure: T:/manual/DEF/DEF. mel S Experiments Found: 2 ? X
Experiment: DEF#'_ T:/manual/DEF_1/1H/fd List of detected experiments:
ucture: Tt al Experiment: ABK
Structure: T:/manual/DEF_1/DEF _L.mel T:iMa\iABC.l'lJ-i,’FlD.T:.fmamahfﬂ.BC_raw,’!Hfﬁd
fructure: T:/manual /ABC/ABS.mol

Experiment: DEF
1H(2): T:/manual/DEF/1H/fid, T: fmanual/DEF _1/1H/fid
Structure: T:/manual/DEF/DEF.mol
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O Experiment Selection Mode: Choose this option if you want to detect raw data files only (FID) or both
raw and processed data files (FID/Spectrum). When the FID/Spectrum mode is enabled, it is possible
to manually select which data files to use for each type of experiment, as seen below:

oﬁ} Mnova Gears

'El Input Processing Plugins Design B Output Q Se

+# :Q " - . —
5 Using Automatic Detection | := Experiments Selection

Main Directory: C:/Users/Usuario/Desktop/Datasets/Raw data
Optional Directory:

8
#g NMR
D) m 0 [¥]ivi13c  |FD ~|[119F FD -
FID
g NOESY TOCSY |FID A ROESY |FID v
= Change All | FID -
®
@
2{ v GCJLC/MS Chromatography /IR/Raman/Fluorescence Mnova Docurr
{-
Advanced Options
Master File:
Main SDF File:

Allow More than One Experiment of Each Type

Experiment Selection Mode: FID/Spectrum
T Preview SUBSet ORly " T000

O Select data files dates: Activate this option to detect data files created or modified between two
specific dates. You can choose to filter by file Creation or Modification date.

Join Folders with Similar Name

V| Filter by Date From: |1 Jan 2022 ~ To: 31 Mar 2022 ~ filter by:/Creation Date |+
Creation Date
Modification Date

Regular Expression to Adapt Match /

O Preview Subset Only: Activating this feature allows you to choose the number of files you want to

visualize in the Automatic inspection dialog @ This option is checked by default and uses 1000 as
its default value. When unchecked, all detected files are visualized.

Advanced Options r’a Experiments Found: 123 (Preview using a subset of 100 files) I ? X
List of detected experiments: -
Master File: *Result filtered using expression: */*/*.fid
Main SDF File: Experiment: 01-AZ092

1H: C:/Users Documents/3-DATA[1Hs/01-AZ092/1H ffid
Allow More than One Experiment of Each Type

Experiment Selection Mode: | FID/Spectrum
Experiment: 03-CATECHIN

v| Preview Subset Only 1100 © H: C:Users/Documents/3-DATA/ 1Hs/03-Catechin/ tH/FID

Experiment: 02-AZ117
1H: C:/Users/Documents/3-DATA/1Hs/02-AZ 117/1H/fid

Experiment: 04-MOL12
1H: C:/Users/Documents/3-DATA/ 1Hs/04-mol 12/ 1Hfid

Experiment: 05-MOL22
1H: C:/Users/Documents/3-DATA/1Hs/05-mol 22/ 1H/fid

Experiment: 06-NAPROXENE
1H: C:/Users/Documents/3-DATA/1Hs /06-Naproxene/1Hfid
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O Regular Expression to Adapt match: Check this option if you need to group samples with only a part
of the file name matching. The regular expression you type will be used to capture the common part
of the string in the names of the files detected, which will then be grouped in a single experiment.

Join Folders with Similar Name

c031-m1l.raw

Filter by Date From: | 31 Dec 1969 ~ To: 31 Dec 1969 ~ Filter by: Creation Date -
v I i A Match -
Group 1 - T L ‘ Regular Expression to Adapt Match / \w\d{3} 1 o
c031-m3.raw 3 numbers
}
d047-m1.raw 1 1
CO31{m1l.raw
d047-m2.raw
Group 2 4 o T T
letter dash
d047-m3.raw

Use the Automatic inspection button @ to check how Mgears has grouped the detected data.

| %% Experiments Found: 2 ? X

| | List of detected experiments:

Experiment:|C031-
MS(3): C: Users / axmulism/Documents /test data/webinaregs/BM/c031-m1.raw/_FUNCD01.DAT,

Experiment:|D047-
M5(3): [C: /Users /inniiasnDocuments /test datafwebinaregs/BM/d047-m 1.raw/_FUNC001.DAT,
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O Use Custom function: Check this option and upload a custom script to replace the default grouping
algorithm used by Mgears. This is particularly useful when your data files names are not easy to group
(for instance, when the file name is an ID generated automatically by the instrument).

You can contact our team for advice and support.

7.raw a123-45fd.raw b92c-c38f.raw 34f-a913.raw

_HEADER TXT - Motep ad
Bl [dt femmt Vew Heb
$% Version: @1.ee
$4 Acquired Name: c3
$$ Acquired Date: 1@-Jul-202@
$% Acquired Time: 12:21:41
$% Job Code: c3
$3% Task Code:
$% User Name: Bob Smith
$$% Instrument: ACQ-QDA#EROWN
53 Conditions:

SS Submatter Bob Smath

Filter by: Creation Date v

@ Select Custom Function ? X

v'| Use Custom Function to Detect the Data: festReNova/scripts/PWDatasetGrouper.qs | | ... | | Test Custom Function

OK Cancel

A simple script of about ~20 lines long can allow Mgears to:

e Find all the header files in the specified directory from settings
e Read the “sample description”

e Create a group for each unique sample ID

e Add relevant samples to this ID
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Use the Automatic inspection button \:ﬂ to check how Mgears has grouped the detected data.

ion PWDatasetGrouper(aSettings) {

basedir = aSettings.path;
ir = Dir(basedir);

s = dir.entryListAdv("*.raw/_H

@; i < datasets.length; i++) {
File(datasets[i]);

line = s.readLine();

if (line.indexOf("$$ Sample
v name = line.substring(22).trim
if (!includes(names, sname)) {
names.push(sname);
(0 H
a IH
results[sname] -
results[sname] push(datasets[i].replace("_HEADER.TXT", "*));

results[sname].MS.push(datasets[i].replace(” TXT"; ""));

= (!s.atEnd());
f.close();
} catch (e) {}
}

return results;

% Experiments Found: 2 ? X

Results obtainded using custom script: C:/User il /AppData/Roaming/Mestrelab Research 5.L/MestReNova/scripts/PWDataset

List of detected experiments:

Experimentj NBREF-
Uzers ol Documents /test data/webinaregs /BM2/29¢7-de87.raw/, C: /Users /(ummiinmmiDo cuments
Experiment] NBR
JUsers RPN Documents test data/webinaregs/BM2/a 123-45fd.raw/, C: Users/ SR o cuments

Waich out! When using a custom function, a Warning symbol A appears next to the Automatic inspection
button with a tooltip indicating that a custom scripting function is active.

The function to detect the files is overrided by a custorr
scripting function.

If you want to disable this behavior click on Advanced
Options and then press:

e
In the Custom Scripting dialog, uncheck the box to use
this option.

—TT
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3.1.1.3. Filtering options

A Filtering string or a Mapping file can be used to filter your input data from the disk. Please refer to section

3.1.4.

Watch out! Advanced filtering will be disabled (hidden) while working with a Master file.

3.1.2. Data from database

Input data can also be retrieved from one or more Mnova spectral Databases (DB). In this mode, a list of
spectra can be retrieved via a number of search terms for database fields.

In the DB section, click on + to add a DB.

0@’ ,
':D Input Processing @ Plugins Design E’ Output '&Sem‘ngs

Name Server I%
)

[8]oisk

T

Search for text:
Field:

eal Time

A dialog will appear. Enter the Server name, Port, User, and Password, then click on Connect.

@ Select Database ? X
Connection
Server: localhost  Port: 5504
User: Test Password: eeseesse
@ Conne%
Database: v
OK Cancel
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L

Once you have connected successfully to the server, select the Database containing your input data and click
on OK.

@ select Database ? X
Connection
Server: localhost | Port: 5504
User: Test Password: eesesses
@ Disconnect

Database: |TestDB m

Metabolites

TestDB k

J d

The selected database will appear in the table as seen in the image below. Click again on + to add another

database if needed, oron

to delete a previously added database.

Name Server +
-
TestDB localhost
O
Search for text: Substring Search

Field:

i Search Text

It is possible to Search for text in the database. Type the text in the dedicated box then click on Search Text.
You can optionally select a specific Field in the database for your search. In this example, two databases are
searched by Molecule name. You can disable the search in one of these two databases by unchecking the

corresponding box.

'El Input @ Processing Plugins Design E Output ﬁ'Settlngs

¥ Mame Server
[a}

Metabolites localhost

2 TestDB localhost

2 || Search for text: [quinind

Ell :

= | Field: [

§ Molecule -> Aliases lzl
@ # Structure Record | Molecule > Label

. Molecule -> Name

P/N 236 R3

NMR Spectrum
NMR Spectrum
NMR Spectrum
NMR Spectrum
NMR Spectrum
NMR Spectrum
NMR Spectrum

-> Mnova Version
-> Modified

> Created

-> PageWidth

-> PageHeight
-> PagelD

-> Page

Substring Search

= ﬁm Text

O0®
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The search results will appear in the table below with the Record number and Database in which they were
saved.

Narme Server +
~| Metabaolites localhost
o =
F TestDB localhost
Search for text: quinine Substring Search
Field: ~ 5 Search Text
# Structure Record Database Score ]
. O
(1 Untitled 2... 75 TestDB 1000 -

If your search results include many records, you can exclude the records you don’t want to use in your analysis
by unticking the corresponding checkbox.

# Structure Record Database
1 Untitled 2... 75 TestDB
% Untitled 2... 75 Metabolites

You can also use these buttons, , D, and D, to Check all and Uncheck all, or Clear the results table,
respectively.

Enable the Substring Search option to perform a search using substrings.

3.1.2.1. Filtering options

A Mapping file can be used to filter input data from a DB. Please refer to section 3.1.4.

Watch out! When using the DB mode, the filtering options override the manual selection of data files, and
therefore Mgears will disable the list of records if the Filter mode is selected.

3.1.3. Data acquired in real time

Input data can also be analyzed as soon as it is acquired. With the Real time (RT) mode, Mgears will watch
(Listener) a set of folders for incoming data and operate on it as it arrives (or optionally when all expected
parts of a set are ready). The RT input mode can help improve productivity by taking care of all the routine
analysis before the user even interacts with the data.
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The settings for the listener can be selected under the Real Time tab. Click on + to add the folder paths you
want Mgears to watch. It is also possible to use URLs from networks that are visible to the system.

OG} .
"El Input Processing Plugins Design E Output 'Q' Settings

g :Q Using Automatic Detection §§ Experiments Selection

. Path |_I|\K

4l

You can add one or more paths. These will appear in the table as seen below. You can Delete a path or Clear

the whole table by clickingon ~ or m, respectively.

%
'El Input Processing Plugins Design BOutput 'a Settings

g Q Using Automatic Detection §§ Experiments Selection T
Path +

C:/Users/Usuario/Desktop/Datasets/DataAcquisition-Instr1 -

8 R e

ﬁj} C:/Users/Usuario/Desktop/Datasets/DataAcquisition-Instr2

[

E

=

3

o

e

3.1.3.1. Options

O Process old files: If checked, all files already present in the directory will be processed. In this case you
can choose to Ignore Files and Directories older than a certain time.

Options
| Process Old Files Group By Folder | Ignore Files And Directories Older Than: 6 days - |
(ra Join Folders with Similar Name

O Group by folder: Enable this option to group spectra with similar folder names into a unique Mnova
results document. Two other options are configurable in this case: Wait for all the Selected
experiments to process them together (otherwise experiment files are processed once available in
the watched folder), and Allow more than one experiment of Each type. Also, in this case, Filtering
options are made available.

Options T
Process Old Files /| Group By Folder Ignore Files And Directories Older Than: |6 days < | | Real Time Settings

v Wait for Structure and Spectra Wait for All The Selected Experiments Join Folders with Similar Name v Allow More than One Experiment of Each Type
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O Wait for Structure and Spectra: This option will prompt Mgears to wait for at least one structure and
one spectrum before processing an experiment.

O Join Folders with similar name: This option is used to join spectra with similar starting names within
the same group. If enabled, Mgears will detect repetitions or small variations in the data folder names.
For instance, if there is a group “ABC” and a new spectrum is found named “ABC-1” or “ABC_raw”, it
will be included in the “ABC” group, because the start of the new file name, “ABC”, matches the
previous group name. Please refer to section 3.1.1.2.

O Real Time settings: By clicking on this button, a dialog will open to allow you to set the folder listener’s

settings.
@ Real Time Settings ? X
Mode: |Real Time =
Listened Folder Levels: 2 <
Delay: 1s .
Time Between Checks: Omin =

/| Use Multithreading
Fast Hash Mode

Back to Default OK Cancel

Real-time acquisition can be performed in two modes:

e The Real Time mode, in which the listener will rely on the operating system (OS) to determine
when changes happen in the listened directories. Such changes in the file system are therefore
immediately reported to the user. With this mode, the listened folders can also be periodically
checked for modifications every X minutes (X is the time set in the Time Between Checks option).
This is useful when working with network shared units because, depending on the configuration,
the OS may not report the changes correctly/in time.

e The Timer mode, in which the listener will check the directories every “X” minutes to detect
changes (“X” is the time set in the Time Between Checks option). With this option, the listener
will generally consume fewer system resources.

Another configurable setting is the Listened folder Levels value, which corresponds to the directory
tree level that the listener will reach to look for modified files. When set to zero (0), the listener will
only look in the top directory. Note that your folders’ architecture and size may affect the
performance.

The Delay value corresponds to the number of seconds that the system will wait to check whether the
modifications in a specific file have finished.

Finally, you can check the Multithreading option if you want the listener try to use several threads
when creating the file cache, which will increase the performance of the system; and the Fast Hash
Mode if you want the listener to only use the modification date of the file when looking for changes.
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3.1.3.2.

O

3.1.3.3.

Advanced options

Experiment Selection Mode: Choose this option if you want to detect raw data files only (FID) or both
raw and processed data files (FID/Spectrum). When the FID/Spectrum mode is enabled, it is possible
to manually select which data files to detect for each type of experiment.

Regular Expression to Adapt match: This option will allow you to group samples when only part of
the file name matches. The regular expression you type will be used to capture the common part of
the string in the names of the files detected and group them in a single experiment. Please refer to
section 3.1.1.2.

Allow Reprocessing Custom Format File: When working with custom format files, this option allows
you to reprocess a custom file after making changes. If this option is disabled, Mgears will discard a
previously processed file and won't reprocess it.

Ignore Problem Opening spectra: Sometimes Mnova will return an error when opening a file even
though the file has loaded correctly. By enabling this option, you can force Mgears to ignore problems
detected by Mnova and use the file anyway, otherwise Mgears will not use the affected spectrum.

Experiment Selection Mode: ' FID/Spectrum | v/ Ignore Problems Opening Spectra |
Regular Expression to Adapt Match / /

Filtering options

A Filtering string or a Mapping file can only be used when the Group by Folder option has been enabled.
Please refer to section 3.1.4.

3.1.4.

Filtering options

Filtering options are available for all three sources of input data (from Disk, DB, or Real Time), which allows
you to refine your data detection and better adapt it to your data configuration.

3.1.4.1.

Filtering string

The Filtering string can be used to filter the detected files from Disk or Real time acquisition using a string with
common wildcards (* and ?) or a regular expression.
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Type your filtering string in the corresponding box. The Automatic inspection button @ is used to preview
the detected data before and after filtering.

Without filtering

Qﬁ Experiments Found: 1 (Preview using a subset of 1000 files) ? X

[List of detected experiments:

Experiment: TESTDATA
1H: C:/Users/Usuario/Desktop/Testdata/10/fid
13C(2): C:/Users/Usuario/Desktop/Testdata/100011/fid,C:/Users/Usuario/Desktop,Testdata/11/fid
Structure: C:/Users/Usuario/Desktop/Testdata/10/78554980.mol

OK
With filtering
Optional Directory:
. . . . . >
Master File: D,: Experiments Found: 1 (Preview using a subset of 1000 files) ? X
. List of detected experiments: i
dvanced Options *Result filtered using expression: /~((?1\/10001[0-9]).)*$/i
: Experiment: TESTDATA
v] Allow More than One Experiment g 1H: C:/Users/Usuario/Desktop/Testdata/10/fid
Experiment Selection Mode: FIIj 13C: C:/Users/Usuario/Desktop/Testdata/11/fid
Structure: C:/Users/Usuario/Desktop/Testdata/10/78554980.mol
/| Preview Subset Only 1000
[.-]

oK

Filtering String:/ ~((?!\/10001[0-9]).)*$ /i v Regular Ex

Mapping File:

You can check the Regular expression option to force the use of a regular expression over the normal filtering
string.

Check the option Filter by name only to only filter the name and not the full paths of the spectra.

Y Filtering String:/ ~((?!\/10001[0-9]).)*$ Ji | | Regular Expression v/| Filter by Name Only |
Filter | Mapping File: Substring Matching £}

3.1.4.2. Mapping file
Using a Mapping file is convenient when input files are listed in an .txt or .csv document along with other

metadata. Mgears will map the information found in the file provided with the information found in the
selected input directory (on Disk, DB, or RT folder).

P/N 236 R3 Page 25 of 75



Mnova Gears 2.5 | User Manual ”

Click on = to choose your mapping file from your directory.

Y Filtering String: Regular Expression Filter by Name Only
Filterl Mapping File: C:/Users/Usuario/Desktop/Datasets/Mapping/Mapping file_Smiles.csv .(:\J Substring Matching Q

More filtering options are available when the input data is retrieved from Disk or through Real time acquisition.

To configure these Advanced Filtering Options, click on o . In the dialog that appears, indicate which column
of the mapping file will be used to match information in your data directory. You can either type the column

number or click and open the assistant @ to visualize the .csv and select the desired column. In the assistant,
only the first 10 rows of the filtering file will be loaded.

@ Advanced Filtering Options ? X Bz CSV Column Detection ? X
. o, Click or Select column with values for: Name for Matching
Column for Matching: 1 < r';‘
S 1-A 2-B 3-C 4-D 2k =
Starting Row: 1 - \§
Read until Row: 9009+ 1 ABC-1 1125110... 7886.6 AD1 |
v Allow Gaps in Results 2 ABC-2 1156569... 7885.7 A02 :
| Read Column with the Position in the Well Plate 3 ABC-3 1099323... 7787.7 A03 |
. a = A ARC-A 1099204 7R727 ANA [
Column: 5 - I-= P »
Read Column with ID of Compound oK Cancel
Column: 1 3 F

v/| Read Column with SMILES Compound
Column: 6 = E"

OK Cancel

Choose the Starting row you want to read your .csv from and, optionally, enter the last row you want to read.

@ Advanced Filtering Optio...  ? X

Column for Matching: 1 |
. . ~L
Starting Row: 1 S

v/| Read until Row: 6 =

V| Allow Gaps in Results

Enable the Allow Gaps in Results option if you want to include void results for the empty cells in the plate
with the lines in the filtering files.

P/N 236 R3 Page 26 of 75



Mnova Gears 2.5 | User Manual ”

In addition to the mapping of data files, it is possible to read other metadata, such as:

e sample Position in the well plate (only available when the Allow Gaps in Results option is enabled)
e compound ID
e compounds SMILES string.

@ Advanced Filtering Options ? X Y CSV Column Detection ? X
Click or Select column with values for: Position in the Well Plate
Column for Matching: 1 2 "
1-A 2-B 3-C 4-D S-E? 6-F
Starting Row: 1 S WS
1 ABC-1 1125110... 7886.6 AO1 OC(=0)C2=Cc
Read until Row: 9999 T
2 ABC-2 1156569... 7885.7 A02 OC(=0)CCC(=
/| Allow Gaps in Results
3 ABC-3 1099323... 7787.7 A03 OC(=0)c1ene(
v'| Read Column with the Position in the Well Plate
4 ABC-4 1099204... 78727 AD4 OC(=0)c1cc(C
= -
Column: 5 r; K :
i |
Read Column with ID of Compound oK cance
Column: 1 1
v| Read Column with SMILES Compound
Column: [ r;-
OK Cancel

With this configuration, SMILES strings and well positions are read and recognized by Mgears, as you can see

when using the Automatic inspection button @

= @

— Q@ Experiments Found: 5 . . I

List of detected experiments: -
Result filtered using file: C:/Users/Usuario/Desktop/Datasets/Mapping/Maj
Experiment: ABC-1
Structure: OC(=0)C2=Cclg(Br)cnoc1S2
{ Position: AD1
ers Experiment: ABC-2
Structure: OC(=0)CCC(=0)clacc(Br)ccl
Position: AD2 v

OK ;‘
1 T— e T ‘_l

Substring Matching: If this option is checked, the clustering algorithm will include spectra with small
differences at the ends of their names. For example, if the requested group is “ABC”, detected files “ABC_1"
and “ABC_raw” will be included in the group ABC. If not checked, spectra that do not match the exact name
in the file will be discarded.

I 1L

Top tip! Sometimes the Mapping file can be used to generate final reports with input and output data. In
these cases, a configuration of the columns reserved for output can be set in the plugin-specific settings dialog.
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3.1.5. Experiment detection modes

Detection of the experiment files to be used for the analysis can be achieved either automatically or manually.
This can be selected at the top left-hand side of the Input tab when data files are retrieved from Disk or in

Real Time.
In the Automatic detection mode, experiment files will be automatically recognized by the system.

‘%

— — — — :ign BOutput ﬁ'Settings
Q Automatic Detection |,

| Main Directory:
Optional Directory:

Sops

E Real Time

Advanced Ontions

Given that Mgears can support various types of analyses (NMR (1H, 13C, 19F, HSQC...), LC/GC/MS,
chromatography, UV/IR/Raman/Fluorescence) as well as any Mnova documents, it is possible to select the
type of data files you wish to analyze, and restrict detection by Mgears to those.

To do so, click on Experiment Selection. A new section with all available experiment types will appear on your
screen. Check the boxes of the experiments of interest.

':E] Input El Processing @ Plugins Design E Output 'ﬁSettmgs
o —
] . o — s . 1
Q Using Automatic Detection ||| ¥ e ExDenments Selection
Main Directory: ‘
@ Optional Directory. ‘
NMR
& D _ o
v 1H ¥| 13C v| 15N 19F v| 31P HSQC
o Cosy NOESY HMBC ROESY TOCSY H2BC
E
E v | GC/LC/MS Chromatography UV/IR/Raman/Fluorescence Mnova Documents Orders Custom Format
g

Watch out! You may need to configure the file masks to ensure the correct automatic detection of
experiment files.

P/N 236 R3 Page 28 of 75



Mnova Gears 2.5 | User Manual "

In the Manual detection mode, a Path Mask must be provided to define the experiments that should be
considered in the analysis. All Operating System standard conventions apply (*, ?, !, etc.).

Q

To do so, enter the Path mask for the experiments of interest. Use the Inspection option to inspect the

detected files.

In Disk mode
':a Design B Output ‘m Settings
» Manual Detection
o
Main Directory:
NMR GC/LC/MS - Chromatography - UV/IR/Raman/Fluorescence Structures
B | 141 path mask: = | Q 13C Path Mask: - Q)
‘?JD HSQC Path Mask: ~ Q 19F Path Mask: - Q)
COSY Files Mask: = Q Other Files Mask: - Q]
o
E NMR GC/LC/MS - Chromatography - UV/IR/Raman/Fluorescence Structures
= MS Path Mask: - Q
UV/IR/Raman/Fluorescence Path Mask: - |Q
Chromatography Path Mask: - Q
NMR GC/LC/MS - Chromatography - UV/IR/Raman/Flucrescence Structures
Main Directory:
Path Mask: ‘ Jmol =lQ

Assodiate By Name
Associate By SDF Tag:
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3.2. Processing

The processing tab allows you customize data processing:

O Solvent: Tick this option to replace the default solvent with another one by simply typing your new
solvent name.

% Mnova Gears ? X
'El Input @ Processing Plugins Design E}' Output ﬁ Settings
v| Solvent

Replace Default With: THF

o Blind regions: can be added to NMR or LC/GC-MS spectra. You can either:

. ¥ Manually add blind regions

. W Import a “blind regions” file

v | Blind Regions
NMR GC/LC/MS
From To Nudleus = From To +
1889009  10.06002 - -
[m] (m]
: :
18000
17000
16000
15000
14000
13000
12000
11000
10000
[ 9000
a000
7000
fso00
5000
000
3000
2000
L1000

Clickon = or B to Delete a row or Clear the whole table, respectively.

O Processing Templates: To add templates, click on + , specify the type of spectra this template should
apply to, then add the template path.

| Processing Templates o
Template Type + R

(|

Select Type ?
¥

Select the Type of the Spectrum: |1H

File name: | COSY.mnp V‘ *mnp v

® o
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Your added template will be displayed in the table as seen below:

| Processing Templates

Template Type +

1|C:-/Users/Usuario/Desktop/Datasets for testing/#19237 Processing templ... COSY

2 C/Users/Usuario/Desktop/Datasets for testing/#19237 Processing templ... 2D

You can add one more template and each will be applied to the corresponding spectra. When
simultaneously applying a template for COSY and another for 2D, then the most specific template (in
this case the COSY template) will be applied to the COSY spectra, whilst the 2D template will be applied
to the 2D spectra in your analysis.

Clickon = or B to Delete a row or Clear the whole table, respectively.

o Apply NMR Advised Processing: If you enable this feature, the best processing options will be
automatically applied to the data in hand. This includes automatic referencing by solvent and linear

prediction for your spectra. You can check/uncheck the type of processing you want to apply in the
advised processing setting dialog.

NMR Advised Processing

v | Apply NMR Advised Processin | i i i
pply g X0, Advised Processing ? X f‘Adwsed Processing Settings
Advised Options Application
1D v| 2D

v 1H LP Filling

Auto Reference v Auto Reference |v

v| 13C

Auto Reference v
oK Cancel
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O Script: Various custom Mnova scripts can be applied for processing. You can run a single script at the
beginning of automation (Starting script), a separate script for each sample (Processing script), and a
third script to automatically rename groups assigned by Mgears (Script for renaming groups). Click on

and upload a script to use. Below is an example of a processing script that will run a multiplet
analysis on each spectrum of a document:

v| Scripting:
Starting Script:

Processing Script: C:/Users/Usuario/Desktop/Datasets/ProcessingScript.qs
Script for Renaming Groups:

function processingExample () {
"use strict":

var i, item, spec, p;:

for (i = 0; i < mainWindow.activeDocument.itemCount(): i++) {
item = mainWindow.activeDocument.item(1i):

if (item.name === "NMR Spectrum") {

spec = new NMRSpectrum(item):

p = new NMRProcessing (spec.proc);
p.setParameter ("Mult.Apply"”, true):;
spec.process (p) ;

spec.update () s
mainWindow.activeDocument.update () ;

In this other example, we will use a script to rename input data groups. The script used will add “_new
extension” to our data groups.

| saptng:
Starting Saript:

Processing Saript:

Script for Renaming Groups: C:/Users/Usuario/Desktop/Datasets/ChangingName/newName.gs

function newName (aOldName) {
return aOldName + " new Extension";

After running the Mgears analysis, data files will be renamed as indicated in the script.

Without script for renaming groups With script for renaming groups
# Title Document # Title Document
i CATECHIN CATECHIN.mnova 1 CATECHIN_new Extension CATECHIN_new Extension.mnova
2 ETHYLBENZENE ETHYLBENZENE.mnova 2 ETHYLBENZENE_new Extension ETHYLBENZENE_new Extension.mnova
3 FELODIPINE FELODIPINE.mnova 3 FELODIPINE_new Extension FELODIPINE_new Extension.mnova
4 QUININE QUININE.mnova 4 QUININE_new Extension QUININE_new Extension.mnova
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3.3. Plugins

The plugins tab is where you select and configure the analysis plugins you want to run. To include a brick in

your workflow, select it and click the Add button.

OQ‘-

'El Input Processing Plugins Design

[Foutput ¥ Settings

&7 Mpublish

"Resume 35 Load Settings § Save Settings m

i@ SQA
& veriy 4
&5 Concentration Add
&# Purity +
%@ DB Search New
_ Custom Plugin
N# SMA
-
= -
W@ QC Profiling — | Delete
&@ Multiplet Report Custom Plugin
=5,
IUPAC Name N
s QC Profiling
%@ MS Scan Plugin Settings
%@ Peak Report

Import Settings ~ m Export Settings ~

You can add one or multiple plugins to run one after the other on the same dataset. The plugins are displayed

in the order they will be executed.

E Qutput 'a' Settings

= ’ N@ Verify
Add
{ W@ Concentration
@ SQA
Remove .' Q
New

Custom Plugin

Delete
Custom Plugin
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A number of plugins are available with Mgears 2.5:

Plugin Technique \ Analysis

SQA NMR Spectral quality assessment
Verify FC'\//I(I:&-MS Automatic structure verification on NMR and LC/GC-MS data
Purity NMR Purity determination by quantitative NMR analysis
Concentration NMR Concentration determination by quantitative NMR analysis
Peak Report NMR Automated peak reporting
Multiplet NMR Automated multiplet reporting
Report
MPublish NMR Automated preparation of supporting information for publications
IUPAC Name NMR Automated and batch IUPAC naming of molecular structures
DB Search NMR Automated search of spectral data in one or more databases
SMA NMR Targeted mixture analyses by NMR for batch and real time workflows
MANIQ NMR Automated identification and quantification of compounds in a mixture
QC profiling LC/GC-MS Purity assessment of DNA encoded library compounds
MS Scan LC/GC-MS Automated extraction of mass spectra and mass chromatograms for total ion
- chromatograms
Chrom Reaction | LC/GC-MS . . . . . -
. Automated analysis to determine the optimal chemical reaction conditions

Optimization
Chrom Cal LC/GC-MS Automated evaluation and generation of calibration curves for many compounds at
E— the same time

_ LC/GC-MS Automated solution for affinity selection mass spectrometry data processing,
Affinity Screen . . - I

interpretation, and hit identification

ALT:S;: LC/GC-MS Automated evaluation of fractions collected with preparative chromatography
Chrom Best LC/GC-MS Automatic scoring tool for selection of chromatographic methods with optimal
Method separation conditions

Each brick has its own settings that can be configured in just a few clicks (details about plugin configuration
are provided in a separate starting guide for each application).

To open the plugin-specific settings, select the plugin and then click on the settings button, or simply double-
click on the plugin.

e}

o
'E Input Processing Plugins Design E:’ Qutput 'a'SEttings
& SQA 2 | & QC Profiling [~
N Add WS
N@ Verify :
" < Double-click
&# Concentration
Remove
N@# Purity %
- +
W@ DB Search New w L_| (2]
= Custom Plugin
@ SMA Input/Output | Analysis  Quality Controls
-
QC Profiling B CSV Configuration | Report B
&# Multiplet Report Custom Plugin Data Type Content - ¥
IUPAC Name N 1 datald Data Id s
QC Profiling z =
W@ MS Scan Plugin Setting
N@# Peak Report —
= 4 contentsGroup  Starting Material (SM1, SM2, SM3)
&@ Mpublish Va
5 residual Residual
6 comments Comments ‘
7 comenisrou.. il Prodc (edabkCommen)
8 contentsGroupE... Starting Material (editableComment)
’.Resume E Load Settings é Save Settings ﬁ Import Settings ~ ﬁ Export Settings ~ (v] Run
CSV File: Plate 1.csv Y
oK Cancel
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The workflow configuration can be easily saved and shared by clicking on Save Settings k- . A “.data” file will
be generated with the saved settings and can be quickly loaded in the future or on another computer with

Mnova Gears 2.5 | User Manual

Mgears, by clicking on Load Settings B

If the analysis you want to perform is not covered by our plugins, it is possible to create a custom plugin by
uploading your own script. To do so, click on the New Custom Plugin icon, Name your plugin, then upload the
Analysis Script (which could be developed outside the automation on individual samples). Then, choose the
Reporting preferences (optionally also using your own reporting script), and click on OK.

Plugins 7] Design (= output la'Settings

4

Add

1
+

New
Custom Plugin
T T Analysis Script: 1333 Custom script/CustomScript.qs

% Custom Plugin ? X

Name: MyCheck

Delete

Custom Plugin Reporting

=

N No reporting
Plugin Settings

® Standard Reporting
Custom Reporting:

OK Cancel

The new custom plugin will appear in the list of available plugins. You can delete a previously added custom
plugin by selecting it and clicking on Delete Custom plugin.

"'El Input Processing Plugins Design E Output QSettings
o= . Fe
N Concentration ’
i“"_ﬁ Purity Add
.“‘ﬁ DB Search ‘
- Remove
&# SMA +
- ape
.r QC Profiling o
= .
§@ Multiplet Report
IUPAC Name
N Delete
& MS Scan Custom Plugin
S5 ‘
._. Peak Report T 52 T
&# Mpublish MyCheck

=5
a@ MyCheck —

» Resume

%E Load Settings

‘:.I Save Settings m Import Settings

Plugin Settings

-

ﬂ Export Settings
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3.4. Design

In the design tab, Mnova layout templates can be applied to the output documents resulting from the analysis
performed. You can easily create your own template with Mnova, laying out the pages as per your requirement
and including any custom graphics or images, then save that document as a template that can be used with
Mgears.

” 1H Report

Molecule

Text: Report Special, [Peaks, 1H]

NMR Spectrum: 1D, [1H]

Text: Report Special, [Multiplets,1H]

Click on - and select the template file you want to apply. You can check the Apply Layout Template to All
Pages option to apply the layout on every page of the output document.

OE')‘

-El Input Processing Plugins Design E Output ﬁ- Settings

| Layout Template: C:/Users/Usuario/Desktop/Datasets/Layout templates/Layout template.mnova Apply Layout Template to All Pages
Script: S

Advanced

A Script can also be applied to achieve highly complex layout needs.

%
-El Input Processing Plugins Design B Output Q Settings
Layout Template: Apply Layout Template to All Pages
Ig:ipt: C:/Users/Usuario/Desktop/Datasets/1H.qs
Advanced

>
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If you have different templates to be applied for different types of analyses, then you can expand the

+
Advanced design section and click on to add your different templates. A dialog will open to allow you to

choose the analysis type. You can then select the template path from the directory.

Advanced

‘ Template Lo
% Select Type i X
Select the Type of the Spectrum: llH—E
11H a
oK |13¢

|15N
19F
31P

11D

S0
B (AMBC \\S o
HMQC
|H2BC  ~

Your added templates will be displayed in the table as seen below. You can clickon

added template, or on D to clear the entire table.

Advanced

Template Type
1 C:/Users/Usuario/Desktop/Datasets/Layout HSQC.mnova HSQC
2 [£:/Users/Usuario/Desktop/Datasets/Layout 1TH.mnova 1H

1+

to delete a previously

an+,

When different templates can be applied to the same dataset, the most specific one will be used. For instance,
if a template for COSY and another for 2D spectra are added, then the COSY template will be applied to COSY

spectra.
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3.5. Output
The output tab is where options for saving reports are configured. There are two main options: saving data in

Disk directories and saving data in a Database. In addition, several advanced switches allow you to customize
how the output is saved.

3.5.1. Saving output on Disk

To save output data on disk, click on L** ' and choose a directory in which to save your analysis results.
Oﬁ) M
'[l Input Processing Plugins Design E Output 'n- Settings
Disk
| Directory: C:/Users/Usuario/Desktop/Results “\/IS Add Nickname to the Results Folder

The result folder is by default named according to the date and time of your analysis, e.g., 2021-01-
08T08.06.58. However, it is possible to either add a nickname to the result folder name or completely replace
the result folder default name with a nickname of your choice.

Enable the Add Nickname to the Results Folder option and type the desired nickname.
2022-04-19715.43.40 _Test

| Add Nickname to the Results Folder | Test Add Incremental Numbering | | Only Nickname OUtpUt
2022-04-19T15.42.47 _Test

Enable the Only Nickname option to remove the timestamp from the folder name and only use the indicated
nickname.

v Add Nickname to the Results Folder ' Test Add Incremental Numbering||v| Only Nickname Output Test

Enable the Add Incremental Numbering option to add a number to the folder’s name when another folder
with the same nickname is detected in the output directory.

2022-04-19T715.44.18 Test-2

v | Add Nickname to the Results Folder | Test v Add Incremental Numbering

Only Nickname Output

2022-04-19715.44.00_Test-1

Test-2

v| Add Nickname to the Results Folder | Test v| Add Incremental Numbering | v OnIyNickname| OUtDUt

Test-1
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If your input data is organized within sub-folders and you want to analyze them individually, you can enable
the Sort in Subfolders option. Enabling this option will prompt the system to detect and separate the data
within each subfolder. A distinct report will be generated for each subfolder. See below an example with an
HTML report for each subfolder.

wt Ak settings
imization ... |lv| Add Nickname to the Results F (%
it
v| Sort in Subfolders List of detected experiments: -
Subfolder subfolderl
Experiment: REACTION-91 =
MS: C:fUsers{Usuario/Desktop/Datasets 1/Reaction-01.raw_FUNCOO1.DAT
Experiment: REACTION-82
MS: C:/Users/Usuario/Desktop/Datasets/Subf input/subfolder1/Reaction-02.raw/_FUNCO01.DAT
G Ch RO-R [ bf Id 1 Subfolder subfolder2
- Experiment: REACTION-03
Lo BsU ts—su Lllslz g MS: C:/Users/Usuario/Desktop/Datasets/Subfolders/input/subfolder 2/Reaction-03. raw/_FUNCDO1.DAT
O t t Experiment: REACTION-84
U DU MS: C:fUsers/Usuario/Desktop/Datasets/ / 2{Reaction-04.raw/_FUNCO01.DAT v
& ChromRO-Results_subfolder2 L !
= o« | PiEr
\ J
Similar Name || Preview Subset Only 1000 + Reguler Expression to Adapt Match /[ =

When you activate the Sort in Subfolders option, you can also utilize the Split Results in Subfolders feature.
Enabling this option allows you to save the Mnova and PDF outputs in subfolders named after the
corresponding input subfolders.

@ REACTION-01

@ REACTION-02

Results Folder |subfolders v| Add Incre subfolder1

Output

v| Split Results in Subfolders

subfolder2

© REACTION-03

@ REACTION-04
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Both an interactive Mnova file and a human readable PDF can be generated and saved along with your analysis
results.

3.5.1.1. Saving an Mnova document
Check the Mnova options and configure the saving settings as needed:

e The Mnova document is saved by default in the output folder in a sub-folder named “documents”.

v/| Mnova

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

Results » 2021-05-12T11.53.37 » documents

A

Name

Output
© CATECHIN

e You can save the Mnova document in the folder of your choice by ticking the option Save Mnova
Document in and selecting the desired destination folder.
Disk
Directory: C:/Users/Usuario/Desktop/Results

v Mnova

v/| Save Mnova Document in: C:/Users/Usuario/Desktop/Results/Mnova files
Save a Copy of the Mnova Document with the Raw Data

Results » Mnova files

Name

Output
© CATECHIN

e You can also Save a copy of the Mnova document with the input data by ticking the corresponding
option.
Disk
Directory: C:/Users/Usuario/Desktop/Results
v| Mnova

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

Datasets » Report » Catechin » 1H

Name

@ CATECHIN
| FID
Output 106
| PLOT.DEF
| PROCESS.DEF
PROCPAR
| TEXT
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3.5.1.2. Saving a PDF document
Check the PDF options and configure the saving settings as needed:

e You can save the PDF document in the Results folder (configured above as the Directory). It will be
saved in a sub-folder named ‘pdf’.

v| PDF
@ Save in Results Folder

Results » 2021-05-12T12.12.13 » pdf

~

Name

Output
CATECHIN

e The PDF can also be saved along with the input raw data.

v| PDF
Save in Results Folder| ® Save with the Raw Data

Datasets » Report » Catechin > 1H

Name

CATECHIN-NMR
| FID
Output L0G
PLOT.DEF
| PROCESS.DEF
| PROCPAR
| TEXT

o The PDF can alternatively be saved in a separate folder by ticking the Save PDF in option and
selecting the desired destination folder.

v| PDF
® Save PDF in: C:/Users/Usuario/Desktop/Results/PDF results

Results » PDF results

Name

Output
CATECHIN
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e You can Protect PDF from Editing by enabling the corresponding option:

v| PDF

@ Save in Results Folder Save with
v | Protect PDF from Editing

I \

cu H®)

Outp ut m =
A(s) B(d) )| | F Gih)
11.72 7.43 76| | 2.85 1.53

NHR(SﬂOHH&,DHSﬂ- ) 81172 (s, 1H), 7.43 (d, 7= 1.7 8 ﬁﬁg
FRERT

m),ns(d,:-u m},?u(dd.:-s.z,munu), RERET TIRRARGTEES
;s,an),z.nstt,.: 7.1 Hz, 2H), 1.53 (h, J = e e Ao i
94 (t, 7= 7.3 Hz, 3H).
S\/‘\,\/N

% 1

/”_"\‘_J (

:\,/“"‘m J—ar /[
o 1 I |
2

Not edit
R D O@ - BT & D

able

E7 Expand Drawing Teols

us

e You can also Add Analysis type in the Name of the

v| PDF-

PDF;

® Save in Results Folder Save with the Raw Data Save PDF in:

Protect PDF from Editing

v| Add Analysis Type in the Name of the PDF

Results » 2021-05-12T12.18.

Output| Name
CATECHIN-NMR
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e or Embed PDF in Mnova document.

v| PDF
® Save in Results Folder Save with the Raw Data Save PDF in:
Protect PDF from Editing Add Analysis Type in the Name of the PD% v | Embed in Mnova Document |
4 & KX peakcurves  JP IR R B ) Multiplet Labels & [ R BB | integrals . -
Ao R e ot
2R | Peak Labels ~ BB #% [V Muttiplets N we Int .
Reference 'Auto Peak - Auto Multiplet fe . Auto x Ling Clean H More
- Picking  \Z B .- Analysis AL | Multiplet Curves  negration UL 3% Integral Curves  Fitting . Analysis = Spectrum. Tools +
Reference Peaks Multiplets Intearals Fitting Advanced
[0 cATECHIN® x
= [a]
g gggg
5% BIHURERBRIARTTBRRRLARE 1000
237 Anammcaamme A dNaAdd N
%
: 900
[ | | 800
Embeded PDF [ 0 | [
| ] 200
1(d) L (dd)
448 235 1600
@ [wl  [keo
500
Output 88 3.82 2.65
400
300
i 200
l l 100
T .
rm b, (¥ Y ¥ b L
%o R 88 38 88 8 =8
R 88 9% 9 39 ZS 100
10.5 10.0 9.5 90 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 10 05 0.0 -05
f1 (ppm)
H NMR (400 MHz, DMSO) 6 2.30 - 240 (dd, ] = 16.0, 8.1 Hz, 1H), 2.60 - .70 (dd, | = 16.1, 5.4 Hz, 1H), 3.76 - 3.87 (#, ] = 7.8,
7.8,53, 5.3 Hz, 1H), 4.45 - 451 (4, ] = 7.4 Hz, 1H), 4.85- 491 (d, [ = 5.1 Hz, 1H), 5.66 - 5.71 (4, = 2.3 Hz, 1H), 5.86 - 5.91 (4, =
=23 Hz, 1H), 6.56 - 6.63 (dd, = 8.2, 2.0 Hz, 1H), 6.65 - 6.75 (1, 2H), 8.81 - 8.90 (d, ] = 19.7 Hz, 2H), 8.93 - 8.98 (s, 1H), 9.17
-9.22(5, 1H) =
=
4 | »

e When results are saved to a database, it is also possible to Save PDF in a New record. If this option is
unchecked, the PDF will be saved in the record along with the processed data.

v| PDF
# Save in Results Folder - ' Save with the Raw Data Save PDF in:
Protect PDF from Editing Add Analysis Type in the Name of the PDF Embed in Mnova Document | v| Save PDF in a New Record
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3.5.2. Saving output in a Database

Mgears results can be saved to an Mnova spectral database. To do so, you will need to check the DB option,
indicate your Server address, Port, and your credentials (User and Password), then click on Connect.

| DB

Connection

Server: localhost Port: 5504

User: Test Password: eesssee v Save Password

& Connect Selected Database: TestDB -
Updateting Record

Once connected to the server, you can select the database you want to save the results to.

5504

d: lesssssse Save Password
Selected Database: [ w2
Metabolites
TestDB

-

Check the Update Existing Record option if you want Mgears to search for and attempt to update an existing
record in the DB before saving your results to a new one:

| DB ° When the input comes from Disk directories, Mgears will search for the name
S(:::;fm" of the experiment in the DB. If the ID is found in one record, it will be updated,
e otherwise a new record will be created. If the ID is detected in more than one
5 Disconnect record, the log will show an error, and nothing will be saved to the DB.
I_"‘gdate Existing Record | e  When the input comes from the DB, it will update the registry associated with
the input.

Watch out! This feature will only work with DBs created with Mnova 14.0.0 or higher, and the Mnova DB
Server version 1.8.3 or higher (with a field custom ID on each item).

3.5.3. Saving output in an ELN

Mgears can detect your ELN plugin and save the analysis output directly to it. Contact us for assistance.

3.5.4. Expert settings

Additional settings can be configured for analysis output under the Expert section:

O An Output Script that gives complete control over the output generation and saving can be used, for
example, to send details of the report to a web service and update an external database, or to write

results in a custom data folder structure, etc. Click on || to select your Output Script.

Expert
LV}

| Output Script: C:/Users{Usuario/Desktop/Datasets/OutputScript.qs :%
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A Summary Script that runs at the end of a batch analysis (in disk or DB modes) to evaluate all the
results of the different bricks together and provide a global result (e.g. statistical estimators for all the
results). Click on to select your Summary Script. of running a Summary script to

Expert

v
Qutput Seript:
Summary Script: C:/Users/Usuario/Desktop/Datasets/SummaryScript.qs

Zip and Save Raw Data: If checked, Mgears will create a zip file with the raw data from the processed
directory and save it in the output folder.

| v Zip and Save Raw Data |

2022-06-01T14.38.04_Mytest-2 > zip

~

Output Name

Raw data
in output folder

"B CATECHIN
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O Zip and Attach Raw Data: If checked, Mgears will create a zip file with the raw data from the processed
directory and embed it in the resulting Mnova document.
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[ v Zip and Attach Raw Data |

ﬂk :* . V| Multiplet Labels HL U
0 see
,\ @ na v Multiplets Y Ha Integral Labels
5 Auto Line Clean 1H More
{M V| Multiplet Curves  |ntegration J/\_ '8 Integral Curves ' Fitting v Analysis = Spectrum, Tools +
Multiplets Intearals Fittina Advanced
0] CATECHIN® x
= | | geag
iz A p8BEE shEgzgEAREas 8533 35358RRe!
- P @ W W WO WO WO OO D OWwwmwm TE TS NN e
raw.zip [5~= i TGl
|l I I |
B(s)
Output 8.95 |
As)
9.19
e
8.85
s o) (K] ¥ ¥ iy o
BoR 88 3R 8 8 8 =
R = = o =i A
10.5 10.0 9.5 90 85 8.0 75 70 65 6.0 55 50 45 40 35 3.0 25 20 15 10 05 0.0
f1 (ppm)

O Attach Data from Input Folders: Enable this feature if you want to attach all Zip and PDF files from
each processed input directory to the Mnova document.

| v| Attach Data From Input Folders |

-z = j _E i
W& XKoo ana * =f -
O 2 [ eopeme S
ge Q v = B/ UX X E‘E = A Add
(A sele Obiet  Signature
Editing Text Inset Digital Signature
9 omEom X Pages [
-
-
Embeded ZIP .
Catechinzip -
W TrReport T 1 = -
953835 ,00
P worat 8= 7373323222333 EEEE -
brerererererreTyiey il i .
ILIA AR IRIL IR 4545 45,49 0
$7.57,59, 59,66 64 65 64 67,67 || [ [ -
767,08 L885,9292,92 Aty oo
T -
Output ' EEEE -
";‘jl s [ “;J L Lo
Juss fes_tuslig)
Byl sl |l -
i) s e
0
1 20
Lh 1 "
L | - IR
ok P T VT
FLL 4338 353 3% 00
Embeded PDF & ¢ i e LR
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O Save Structure in a New Record: This option is available when output is saved into a database. If
checked, the structure will be saved in a new separate record, otherwise it will be saved together with
the processed spectra.

O Avoid Saving Images: You can enable this option to avoid saving images of the molecules and spectra
in the output folder. Images will not be displayed in the html report either.

O Create Reports on-the-fly: If this option is checked, Mgears will create all reports after processing
each experiment instead of waiting until the end of the whole task.

O Save Results in Subfolders Sorting by Parameter: With this option enabled, it is possible to distribute
the results into different folders according to any of the available spectral parameters. Open an input
spectrum by clicking on Open Parameters. Mgears will read the available parameters in your input
data and list them so you can select one to sort your results. Click on OK.

| v Save Results in Subfolders Sorting by Parameter: Instrument Open Para{ngters |
@ Select One Parameter ? X
Title
Comment A
Origin Name
Instrument
Sovent VS [ Avance NEO NB 400]
Temperature
Pulse Sequence css
Experiment data
Probe images
Number of Scans Imag
Receiver Gain
i Output E
Acquisition Time MultipletReport
gg:::l"\‘;:;’;’*q”e"“y 2021-05-14T14.00.10
Lowest Frequency 2021-05-14T714.00.10.resume
Nucleus  Multi
ultipletReportResults
Acquired Size C . P P
Spectral Size settings.mgrs

P/N 236 R3

OK Cancel
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3.6. The Settings tab

The settings tab does not form part of Mgears workflow but allows the specification of various aspects of
automation, and the configuration of the Notifications system for receiving automatic emails related to your

Mgears analyses.

3.6.1. General settings

The general settings include the following:

O Verbose log: Check this option to include detailed information in the log.

O Autoload Results in the Viewer when Finished: If enabled, the Mgears Result Viewer will
automatically load the results of a batch analysis once completed.

O Autoload Results in the Viewer on-the-fly: If enabled, the Mgears Result Viewer will automatically
load the results in real time, as soon as they are obtained.

o Copy Files Only: If enabled, Mgears will exclusively copy data to the output folder without opening,
processing, or analyzing it. This option hides processing and analysis related tabs and options and is
functional only with automatic data detection in Batch and Real-time modes.

O

s Mnoy

':Zl Input E Output ﬁ Settings

.

3 o —

o 1= Experiments Selection

Main Directory: |

) Optional Directory: |

E

= NMR

§ 1H FID - 13C FID hd 15N |FID N
COSY |FID ~ |['] NOESY FID ~ "] HMBC |FID

v| GC/LC/MS Chromatography UV/IR/Raman/Fluorescence Mr

Advanced Options

Master File: ‘

% Mnov
'EI Input B Qutput ﬂ Settings

Disk

G Mnova

'El Input E Output 'a Settings

General
Verbose Log
pe

v| Debug Mode (Execute All Process in Foreground)

Debug Log

Directory:

Add Nickname to the Results Folder

3.6.2. Expert settings

More settings options are included in the Expert section:

Sort in Subfolders Split Results in Subfolders

o Debug Mode (Execute all processes in Foreground): If enabled, the log will contain information about
the internal state of the objects inside Mgears. This option is mainly used for debugging and

development purposes.
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O Debug Log: If checked, the Mgears log file will give information about Mgears, the available plugins,

and the current analysis, and will be saved in the results folder.

[2021-83-12T14.
[2021-03-12T14.
[2021-83-12T14.
[2021-03-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-03-12T14.
[2021-83-12T14.
[2021-03-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-03-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-83-12T14.
[2021-03-12T14.

34,
34,
34.
.38]
.38]
34,
34,
34.

34
34

34
34

34
34

34

56]
38]
38]

38]
38]
38]

.38]
.38]
34,
34,
34.

38]
38]
38]

.38]
.38]
34,
34,
34.

38]
38]
57]

.57]
.57]
34,

58]

Running Mgears 2.2.6.7037
Plugins available:

SQA 14.2.8-26256

Verify 3.0.0.6085
Concentration 3.9.90.6161
Purity 3.0.0.6161

DB Search 1.0.0.6640

SMA 3.9.9.7013

QC Profiling 1.1.0.6088
Multiplet Report 1.0.0.6703
IUPAC Name 1.0.9.6908

MS Scan 1.9.0.6933

Peak Report 1.0.0.7139
Mpublish 1.0.0.6695

B2ADF Converter 1.0.0.6496
MS Reaction Optimisation 1.@.0.711@
MS Best Method 1.0.0.6539
Starting MS Scan Engine

MS Scan succesfully done in SMPL1|
Dataset SMPL1 processed
Total elapsed time: 1.31 s

o Auto Attach traces: Check this option to automatically attach 1D spectra as horizontal and vertical
traces in 2D spectra. With this option selected, the HSQC with the 1H spectrum can be correctly added
as the horizontal trace in an HSQC spectrum.

Expert

Debug Mode (Execute All Process in Foreground)

| v | Auto Attach Traces

o

o

B.570M0,

1

f1 (ppm)

Debug Log Allow Events
Mgears Viewer & x |tﬂ INI_A %
- %
w I-—] @ D ¢ Analyze
Again
# Title Document
1 INJA JNJ_A.mnova C:/Users/Usuario/Down| m‘s;ﬁ;‘:;‘”ﬂi""“
[« »
Well Plate
1 2 3 4 5 6 7 8
A®
[« »
Results
Verify Result
Result: Jlll ,‘
Tests
Name Quality Score Significance 58 2 i 2.
1H Global Counts fosa]fo90 ts0 S B
1H Prediction Bounds Metric SN HSSH RSN 1
1H Assignments 046 1F0.56/5.00
HSQC Global Counts 052 0.86 1.50
HSQC Assignments 0.16 0.20 4.41
Predictions Congruence (G2 HNO0NN RIGONMNNNN

Show Verify Results Table

Kl

Allow events: If checked, Mgears will not block programmed events (Preferences > Scripting > Events).

Autoresume on Critical Error (Not available in Debug Mode): When enabled, Mgears will resume

analysis automatically should a critical error occur.

Retry on Error Opening Dataset: Check this option if you want to force Mgears to retry opening a file
after an error occurs (Errors can occur if the file is not in the expected location, or the opening

operation fails). Click on the Retry Settings icon & to set the number of retries and the time the

system must wait between each.
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v

Autoresume on Critical Error (Not Available in Debug Mode)

v | Retry on Error Opening Dataset 'ﬁ

@ Retry settings ? X

Retry 3 7| times
Time Between Retries 10s  ~

oK Cancel

O CSV Separator: Select the CSV separator used in your csv input file in order to be read correctly by

Mgears.

Expert

Debug Mode (Execute All Proces:
Debug Log
CSV Separator |,

Notifications -{7
ourications Tab

3.6.3. Notifications

Mgears can send automatic email notifications to users to inform them about processing status. To set up

email notifications, tick the Notifications option and fill in the required information.

In the Setup tab, configure the email server from which the email will be sent by completing the information

about your email server (Server, Port, Username, Password, etc).

v| Notifications

Content  Options
Email Server Configuration

Server: localhouse Port: 5504 Username: Test Password: esesssse

Authentication Type: |No authentication SSL Test Address:

No authentication
Plain text
Encrypted password

Receivers
Get e-mail from Param
Fixed List of Receivers:
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Once all fields are configured, you can test the notification by adding a Test Address and clicking on Test.

5504 Username: Test Password: esesse

Test Address: user@mestrelab.com Test

In the Receivers section, you can either add a Fixed List of Receivers or get the recipients’ emails from a
Parameter in your spectrum.

Receivers
Get e-mail from Parameter:

Fixed List of Receivers: Iuser2@mestrelab.c0m| I

In the Content tab, write the notification Subject and Body text. You can use “SNAMES”, “SNMR(Parameter
name)$”, “SMS(Operator)$”, etc., to get analysis-specific information in the subject line and body text. For
instance, if you use SNAMES, the name of the dataset in hand will be used, whilst if you use SNMR (parameter
name)$, the actual value of the parameter will be displayed.

The Body text field also admits HTML formatting.

v| Notifications

Setup Content Options

Subject: File SNAMES has been processed

Body:  |kb>Details of $NAMES:</b>

<yl>

<li>Data Path: $MS(Data Path)$</li>
<li>Operator: $MS(Operator)$</li>
<li=Instrument: $MS(Instrument)$</li>
<ful>

File SAMPLE 1 has been processed Inbox x s &2

User@mestrelab.com 6:49 PM (0 minutes ago) Y& 4

tome «~
Details of SAMPLE 1
« Data Path: C:\Xcalibur\Data\ \MestraNova testC:\Xcalibur\Data\ raw

» Operator: System
 Instrument: Q Exactive Orbitrap

4, Reply ® Forward
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Finally, in the Options tab, choose if you want notifications to be sent when a dataset is processed and/or
when an error occurs, and choose if you want to attach an Mnova and/or PDF document to the notification.

v| Notifications

Setup Content

v | For Each Processed Group
On Error

v | Attach Mnova Document
Attach PDF Document

Top Tip! All of the configuration settings entered in the various Mgears tabs can be saved and recalled in
the future. This is particularly useful when you run many different analyses, as it allows a consistent and quick
setup when switching between tasks. The Settings files so created (.mgrs) can therefore be thought of as the
way to save a complete automation setup.

‘i?.“ Load Settings g:' Save Settings m Import Settings ﬁ Export Settings

This file can also be used to set up the MyGears workflows, as discussed below.
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4. MyGears dialog

MyGears’ workflow setup is very similar to Mgears’, the main difference being that MyGears will run the
automated analysis on a single dataset open in Mnova, and therefore there is no need to configure the Input

tab.

To create a MyGears workflow from scratch, open the Mgears dialog from the Automation section in the
Mnova ribbon and proceed as described in sections 3.2, 3.3, 3.4, 3.5, and 3.6 to configure the Processing,
Plugins, Design, Output, and Settings of your analysis. Then, save the settings to a directory of your choice.

To run a MyGears analysis, first open your dataset in Mnova, then open the MyGears Workflows from the
Automation section in Mnova. A dialog with the following buttons opens:

MestReNova

Automation

Elucidation Chemometrics Binding

Mgears Mgears| MyGears| MyGears
Viewer Workflows

Mgears

MyGears Workflows nl Button Description

=" L &5 ®

+

Add Mgears workflow

Workflow Description
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Remove selected workflow

Clear all

Options

F oyl

&

Open MGears with the settings
of the selected workflow

@

Run MyGears
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Click on + and select the Mgears workflow (.mgrs settings file) you want to run. You can add one or more

workflows, delete ~ a selected workflow, or clear D the whole table as needed. The workflows added will
be displayed as shown below.

MyGears Workflows n
+ = & & 9
Workflow  Description Location
SMA C:/Users/Usuario/Desktop/Datasets/SMA.mgrs
Verify+SQA C:/Users/Usuario/Desktop/Datasets/Verify+SQA.mgrs

Click on this button@ to launch the analysis. The data in the open document will be processed and the results
laid out and saved as specified in the workflow parameters.

If you wish to review the analysis settings before launching the analysis, you can select the workflow you want

to review and click on NE . A dialog asking if you want to load the settings of the selected plugin will appear.
Click Yes.

MyGears Workflows '

=M

Workflow Description Location
SMA C:/Users/Usuario/Desktop/Datasets/SMA.mgrs
lerify+SQA C:/Users/Usuario/Desktop/Datasets/Verify+ SQA.mgrs
@ Question X

O-I Do you want to load the settings of the selected
Y Plugins?

Yes No
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The Mnova Gears dialog will open so you can revise and adjust your analysis configuration as needed, then
save the new settings.

OEU

-El Input Processing Plugins Design E Output 'Q' Settings

SQA - > &§ Verify
Add -
Verify { N SQA
= .
.-' Concentration T,
N# Purity +
&# DB Search New
- Custom Plugin
N# SMA
> -
@ QC Profiling Delete
N@ Multiplet Report Custom Plugin
o
IUPAC Name L2
. Verify
& MS Scan Plugin Settings
&7 Peak Report
&7 Mpublish
W@ MsQc
ﬁ% B2ADF Converter -
"Resume ’ Load Settings 5‘:‘ Save Settings ﬁ Import Settings  ~ ﬁ Export Settings  ~ @Cancel °Run

Note. It is also possible to run a MyGears workflow by pressing the MyGears button in the Automation tab.
In this case, MyGears will run with the configuration stored in the registry.

MestReNova

Elucidation Chemometrics Binding Automation

% B @

Mgears [Mgears| MyGears | MyGears

Workflows

Viewer
Mgears
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5. Output folder

The result folder is saved under the directory previously specified in the Output section. This folder contains
all the output generated for the current evaluation.

» MS Scan » MS Scan_Results »| 2021-01-08T08.06.58

css
data
documents
images
js
pdf
|-/ 2021-01-08T08.06.58
| 1 2021-01-08T08.06.58.resume
@ MSScanResults
B: MSScanResults_03AGA001

| | settings.mgrs

Output folders and files may include:

General log of Mgears (information that you see while Mgears is

Type Name Description

B Css Part of the html reporting

B Data Folder with .result files

B Documents Folder with Mnova documents

B Images Part of the html reporting

B Js Part of the html reporting

B PDF Folder with PDF report

E Plugin specific With Plugin specific result files (csv, word, mnova, etc)

D log running)

D resume File to restart the processing where it was (automatically if there
is a crash or manually if the user stops Mgears on purpose)

D html Html Dynamic report

D Settings.mgrs Mgears settings file

S5Folder [ File
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Plugin-specific results files (.csv, .odt, .mnova files, etc) are generally customizable in the Plugin Settings
section. For instance, the IUPAC Name plugin can be configured to generate SDF files for each molecule, and
MS Scan to lay out results in a CSV document; HTML reports can be set to include specific parameters and
exclude others with Purity; and Peak Reports can be formatted as needed, etc.

P/N 236 R3

Other outputs
Options
/| Draw IUPAC Name

V| Save SDF Files

/| Create Report

HTML report
”Q Verify Settings ? X
] -
Load Settings  Save Settings
Analysis  Layout | HTMLReport | Noti 4 |P
Fields
Verify
V| Quality Significance Score
Purity | Tests
Molecule
| Image | Name
Spectra
Image v Name
Documents
| Mnova v PDF Summary

Result file content

°q Settings

Analysis Output
v R + Rel Area (%) ~ Rel Height (%)
v mfz Area (Abs) Scan
v Total Rel Area (%) Height (Abs) Start/End Time
Format and font
‘b Setup Peak Report ? X
‘J. Med. Chem. u
Angew. Chem. al
J. Am. Chem. Soc.
3 Mod. Chom Y Select Font X
J. Nat. Prod. )
Japanese Patent Font Font style Siee
Organometallics MS Shell Dig 2 Normal 8
Polyhedron MS Serif Normal -6 ~
RSC | 7
Tetrahedron MS Shell Dlg z Bo,d
Tetrahedron Letters | MS Ul Gothic Italic 8
4 4 Bold talic |~ |9 >
Effects Sample
Strikeout
Underline AaBbYyZz
Writing System
Any
oK Cancel
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5.1. Mnova Reports

Mnova output files are typically saved under Documents. However, it is possible to change the desired
destination folder during the setup in the Output tab, as explained in the section 3.5.1.1. Other advanced
reporting settings are detailed in section 3.5.4.

Mnova reports can be customized to fit a display layout of your choice in the Design tab (Section 3.4), and to
include the specific information (data, metadata, results, etc.) selected in the Plugin settings, as shown below.

%
L] %

Load Settings ~ Save Settings

Experiments Library: C:/Users/Usuario/Desktop/Datasets/Purity/NewLibrary
References Library:  C:/Users/Usuario/Desktop/Datasets/Purity/Referencel ibrary. data

Options Report
No Layout
® Default Layout Download
Custom Layout Template %4 Document Settings ? X
Apply Single Page Template to Each Page
Format
/| Report Title
v Mnova v PDF
/| Report Main Result
-
/| Report Muliplets Table sections
/| Report Standard Informati Data
andard Information
Report Analysls Conditi ¥ Specium
v
aport Andtysts funs V| Mixture Info
| Ri riment Information
eport Experiment Inform v/ Sample Parameters
/| Report Replicate Information 2 Metadatn
| Report Errors and Hints o
V| Spectrum Adquisition Parameters
Results
v SNR v Ranges v Annotation
Layout
® Continuous ' One Section per Page ' Apply Layout Template
OK Cancel
Here is an example of an Mnova report obtained with the Purity plugin.
@] SAMPLE 1* x +
.
- =
.
” GNMR Purity Results Y
T g LA
Purity : 99.42 Tt St | e d 7
Mestrelab Research RSD%: 0.24% = o Molecular Weight [g/mol]: 384.2538 v
a Mass [mg} 11.6310 {n
"1 Purity Reference Msterial *
a Name: TCNB e
SW:11.631 %5 - Mass [mg }: 5.1620 =%
RWBIBZ ‘Concent ration: Nz N
MW:384.2538 o
CR:TCNB 10 (dd) 25((s)| =ma |19 (1) Promssngiarbas ot 4
7.29 3.8 1.06 e eacnis e
Stanri ation: 4.00
#H=1 #H=3 #He=3 B;?nfxb:&rrﬁe'm j,u
Anzhyte Integration Method: Peaks
6 (5) 12 (dd) 3 (5) 18 (m 20,2 (d) Reference Compound Irtegration Method: Peaks _llI
8,90 7.37 5.31 3.94 2.3 Jt
#H=1 #H=1 #H=1 #H=2 #H=6 Parametar Value
Data Fie Name E:f datal QMR samples] AZ] Jt
£32_Assay_30s_bof fd
11% (t) |Origin EBruker BioSpin GmbH ]
ne3 5 (Gumer medkem e
il Instrument kpect
=1 | ® [Sohent bMsO ‘.‘1 -
6 | Temperture 298.0 -
i Pulss Szquence 2g_zssay
o 4 u u Experment 10 L~
=] =] ] q g g Probe 5 mm CPQNP 1H/ 15N/ 13G/ 31P Z-GRD EI
i ¢ Z75819/ 0005
ooy
o Number of Scans 4 -
a Recsiver Gain 50.8
9 = 8 7 6 5 4 3 2 1 0 foomon ey S 1100
1H (ppm) Pulse Width 12 2000
= Acquistion Time h.8929
| Ml‘tlplet Rame NN SNR RSUIt Acquisition Date [2012-04-12T08:34:00
|12(dd) 7.3922..7.3465 1 7594.41 99.269 Modfication Date 2012-04-12T02:34:07
[119 7.2579..7.2018 1 11106.15 99.069 e oo v
|19(t) 1.0894..1.0260 3 37644.22 99.592 quancy £00.13 ah
v
. __________________________________________________________________________|
1 3:m
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5.2. PDF Reports

PDF reports are typically saved under the PDF folder. However, it is possible to change the desired destination
folder during the setup in the Output tab as explained in the section 3.5.1.2. Other advanced reporting settings
are detailed in section 3.5.4.

As with the Mnova reports, PDF reports can be customized to fit a display layout of your choice in the Design
tab (Section 3.4), and to include the specific information (data, metadata, results, etc.) selected in the Plugin
settings. PDFs are basically a static version of the Mnova reports generated by Mgears.

Below is an example of a PDF report obtained using the Purity plugin.
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Ju

qNMR Purity Results

. " Mo A2
[
Purity : 99.42 *2‘;{'\ ~ OnarSh Test Compound
Mestrelab Research RSD%: 0.24% o g Molecular Weight [g/mol]: 384.2538
?\,f"\.\ ” Mass [mg): 11.6310
o ol
SW:11.631 % Mass [mg]: 81820
RW:8.182 Concentration: NaN
MW:384.2538
CR:TCNB 10 (dd) 25](s) 20,21 19 (t) /Analysis Conditions
7.29 A8 1.06 roog-iniarivars o
#H=1 #H=3 #H9=3 Sxaneing Apodiation: .00
correction: Bernsten
Analyte Integration Method: Peaks
6(s)| [12 (dd) 3()| [18(m)| [20.2k (d) Rerece Copound et Moo Pess
8.90 7.37 5.31 3.94 2.p3
#H=1 #H=1 #H=1 #H=2 #H=6 Value
Data Fie Name E:/ datal QNMR samples/ AZ/
632_Assay_90s_boy fid
1 12 ® Origin Bruker BioSpin GmbH
§x£3 | Owner medkem
#H=1 3 Instrument spect
| 18 Sowvent DMSO
6 Temperature 298.0
Pube Sequence 29_assay
— — E) g g,.ll,; Experiment 1D
» = B ] i T b Probe 5 mm CPQNP 1H/ 15N/ 13/ 31P Z-GRD
p 275819/ 0005
g Number of Scans |4
— T T T T T T T T —
938 7 6 5 4 3 2 1 0 EERS LG
1H (ppm) Puise Wigth 12.2000
\Acquisition Time 3.8929
Multiplet Range NN SNR Result [Acquistion Date 2012-04-12T08:34:00
12(dd) 7.3922..7.3465 1 7594.41 99,269 Mm!ﬁc-’tbn Date 2012-04-12702:34:07
11(8) 7.2579..7.2018 1 11106.15 99.069 o -
19(t) 1.0894..1.0260 3 37644.22 99.592 Spectrometer Frequency|600.13
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5.3. CSV Reports

Many Mnova Gears Plugins will generate a CSV file with their results. The content of this CSV file is usually
customizable in the Plugin specific settings, as with the MS Scan plugin.

g Settings [4 *
Analysis Output
Custom
« RT I ~ Rel Area (%) I I\/ RelHeight(%}I
Default |« o
v Total Rel Area (%) Height (Abs) Start/End Time

|Tolerance  Minimum Relative Abudance [%] Minimum Area Threshold [%]

0.25 5 10
|r|1,/ z[Da] RT [min] Total Rel Area [%] Rel Area [%] Abs Area Rel Height
] { 10.28 100 14523 100
B ; 71.47 100 100985.5 100
B 0.86 73.99 1216 58.06
um 0.3 26.01 427.5 41.94
17.09 100 24147.5 100

Sometimes the Mapping file used in the Input tab can be used to generate final reports including input and
output data. In these cases, a configuration of the columns reserved for outputs is possible in the plugin-
specific settings dialog, as shown below for the Chrom Reaction Optimization plugin.

Automation Variables CSV File Mnova Parameters Table
Parameter Qutput Column = Qutput Header Print to HTML -
1 Name 1 Name v
2 Well 0 Well Position
3 SM(RT) 5 SM (RT) v
EJ 4 SM (Area) 6 SM (Area)
@ 5 SM (% Area) 7 SM (% Area) v
6 P1(RD) S CSV Column Detection ? X
7 P1(Area) Overview of Test output csv file using file undefined as example. Columns that will be printed by the automation are colored
R P1 1% Areal 1 2 3 4 5 6 7 8 9 10 =
1| Name Temperat... Catalyst Solvent SM (%) SM (RT) SM (Area) RAcquisitio... [Column9  Column10
Test Qutput CSV. Q
2
3
4
-
Automation variables ~ Mnova parameters Cancel
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5.4. HTML Reports

HTML reports are commonly generated by Mgears analyses. These global reports include the analysis
parameters and allow a dynamic visualization of the analysis results. Direct links to other output files are also
embedded in these reports.

Mgears MSScan Results

|Parameters |

Parameter

Results Directory

Started On

Completed On

Value

C:/Users/Usuario/DeskiopResults/MS Scan/2021-03-12T09.59.15

2021-03-12T09:50:15

2021-03-12T09:59:20

Minimum Relative Abundance 5%
Tolerance 0250a
Minimum Area Threshold 10.00 %

Detailed Results

Show 100 ~ entries Copy €SV Columns PDF  Print Search:
Qutput csv 4 Qutput mnova miz [Da] RT [min] Total Rel Area [%] Rel Area [%] Abs Area Rel Height [%]
10.09 100.00 14523.000 100.00
70.13 100.00 100985.500 100.00
0.84 7309 1216.000 58.06
030 26.01 427.500 4194
18.77 100.00 24147.500 100.00
0.14 4838 198.112 49.36
0.15 51.62 211.400 5064
MPL1.mnova o 2865 162.000 17.40
MSScanResults SMPL1.csv  SMPL1.mnova 0.08 2034 115,000 18,62
ts SMPL1.csv  SMPL1.mnova 0.13 32683 184.500 244
MSScanResults_SMPL1.csv SMPL1.mnova o.or7 18.39 104.000 39.56

In some cases, HTML reports can include graphics to better represent the results.

Detailed Results

Show & v entries Copy CSV Coumns PDF Pt Search:
8 Mame Cpd X cpd ¥ EDTA d-glucose glycerin hippuric_acid quinie_acid taurin Trig_HCI xylited
1 Sample 1
2 Sample2
3 Sample3
4 sampled 0.1108
§ Mme  Pomet(S BessiDd PeChat  BawrChat  Nems  WeiPestion  Peckt@T) Prodwtiied Bersdd( Bessddfies M5 Mnovafis  PaiFie
5 Sample5
Showng 1105 ol 5 enties e - ¢ . s s
2
)
Y - e -
s
Y - -
T —
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It is possible to change the display of the Columns and adapt them to your preferences, then Copy, Print, or
save your results into CSV or PDF format.

Copy CSV Columns PDF Print

m/z [Da] Output csv
Output mnova
55 %00
m/z [Da]
5812900 » RT [min]
0,
5885000 Total Rel Area [%]
Rel Area [%]
SED00 . Abs Area
65000 . Rel Height [%]

6. Mnova Gears Results Viewer

One of the most interesting features of Mnova Gears is its results viewer, which allows live interaction,
reviewing, and rapid update of analysis results once an Mgears analysis has been completed.

The Mgears Viewer is accessible from the Mnova Automation section. When open, the dialog presents several
action buttons described in the table below.

MestReNova Mgears Viewer g X

BER LSO 8o BEE -

Elucidation Chemometrics Binding Automation

_| Again
@ E | # Title Document Location
MyGears
Workflows
Mgears
— Well Plate
N Load data
1 2 3 4 5 6 7 8 9 1

B Get latest results from MyGears
f' Connect the Viewer to a results folder to get the results on-the-fly
I.—I Save data

% Save and database the current result
D Clear results

4 »

'ﬁ' Settings

- Results
[52] Open the Mgears dialog with the current settings

@ Show/Hide the samples table
Show/Hide the wellplate

Show/Hide the details of the results

%
Analze Run analysis again for the active document

gain
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6.1. Loading results

To load analysis results, click on the load button L and select the data folder in the predefined output
location. Alternatively, click the small arrow next to the Load button to see a list of the 10 most recent results

for easy access.

Mgears Viewer

ﬁ%’? HE 0O & & BHEE
©
| @

BRVVLRRG

%

sers/Usuario/Desktop/Results/Chrom Reaction Optimization/2022-04-25T712.29.22_LastAnalysis
C:/Users/Usuario/Desktop/Results/Chrom Reaction Optimization/2023-10-04T11.48.06_NegTIC
C:/Users/Usuario/Desktop/Results/Chrom Reaction Optimization/2023-07-17T717.28.53
C:/Users/Usuario/Desktop/Results/QC Profiling/2021-06-18T13.33.44
C:/Users/Usuario/Desktop/Results/QC Profiling/2023-10-04T17.25.24_NewVersion
C:/Users/Usuario/Desktop/Results/Affinity Screen/2023-07-20T18.13.02_UserManual
C:/Users/Usuario/Desktop/Results/Affinity Screen/2023-07-27T717.39.51_UserManual
C:/Users/Usuario/Desktop/Results/Affinity Screen
C:/Users/Usuario/Desktop/Results/Chrom Reaction Optimization/2023-09-28715.36.03_LastAnalysis
C:/Users/Usuario/Desktop/Results/Chrom Reaction Optimization/2023-07-17T16.34.55

n Chemometrics

All samples processed in the selected analysis are loaded into the Mgears viewer’s main list and well plate
overview. Detailed results are visible at the bottom section.

H
When the viewer is connected to a folder ¥, the results saved to that folder are automatically loaded (on-
the-fly) once the analysis is completed.

Note that the Mgears viewer shows the results of one automation run at a time. When using MyGears, it will
show the latest results.

P/N 236 R3

Mgears Viewer - 2022-04-25T12.29.22 LastAnalysis
%

wER HEO & BEE
| # Title Document =
2 REACTION-02 REACTION-02.mnova C:/Users/Usuario/Desktop/Results/Chrom
3 REACTION-03 REACTION-03.mnova C:/Users/Usuario/Desktop/Results/Chrom
L >
Well Plate

1 2 3 4 3 6 7 8 9 10
A 2899 27.44 4529 48.75-45.18 38.58 24.56 --
Results

Chrom Reaction Optimization

Result in Well Plate: [SM (% Area) -] e K @ e

Results Unknowns Metadata Controls RT Statistics

Name: REACTION-01
Well: A1

Name Type RT Area % Area -
1 -Start Material 0.959 2468128377 28.99

2 Product 0.576 2711135381 31.85

4

3 By Product  0.485 3258906350 38.28
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6.1.1. Main list section

In the upper part of the Mgears Viewer, analysis samples are listed and numbered with certain details such as
Title, Document, and Location. It is possible to change the configuration of this table. To do so, click on the

Settings button o and customize the Main List visualization by checking/unchecking the available items.

° Mgears Viewer Settings ? X

Visualization

Main List

# Title Document Location

Visible [v v v v

T Wen Plate

-

Number Of Columns: 12 ©
Options

v| Apply Design After Running Analyze Again

v| Save Automatically upon Clicking Analyze Again

The Main list can be completely hidden from the Mgears Viewer by clicking on this button @

Magears Viewer - 2022-04-25T12.29.22_LastAnalysis Mgears Viewer - 2022-04-25T12.29.22_LastAnalysis
% i %

mEFHEO NS m-ERHEDGE

Well P
| # Title Document = s

e/Ch 1 2 3 4 5 6 7 8 9 10 |

2 REACTION-02 REACTION-02.mnova C:/Users/Usuario/Desktop/Results/Chrom

A 2899 27.44 4529 4875 45.18 38.58 24.56 --
3 REACTION-03 REACTION-03.mnova C:/Users/Usuario/Desktop/Results/Chrom +
Kl y
Well Plate =

Results

1 2 3 4 5 6 7 8 9 10
Chi Reaction Optimizati
A 2059 2744 4529 4675 [ 4510 3858 205 TR o Readton Bemeton
Rt Result in Well Plate: |SM (% Area) Jo o I% 53]
Chrom Reaction Optimization Results Unknowns Metadata Controls RT Statistics
Name: REACTION-01
o Well: AL
Result in Well Plate: [SM (% Area) R/ o =
‘ ‘ Name Type RT Area % Area

Results Unknowns Metadata Controls RT Statistics
Start Material 0.959 2468128377 28.99

Name: REACTION-01

Well: A1 |2 -Plodua 0.576 2711135381 31.85

Name Type RT Area % Area - By Product  0.485 3258906350 38.28

1 -Start Material 0959 2468128377 28.99 4P3  Ignored
2 -Pruduct 0576 2711135381 31.85

3 - By Product 0485 3258906350 38.28
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6.1.2. Well plate section

A Well Plate overview is available and can be particularly useful when analysis samples are loaded in a well
plate. The dimensions of the well plate can be defined in the Mgears Viewer Settings dialog.

o Mgears Viewer Settings

Visualization

Main List

# Title Document Location

Visible v v v v

Well Plate

-

Number Of Columns: 12 .

Options
v| Apply Design After Running Analyze Again

v| Save Automatically upon Clicking Analyze Again

Watch out! If a Mapping file is used in an analysis, and the option for reading position in the well plate is
selected in the advanced filtering options, then the dimensions of the well plate will be automatically set and
will not be editable in the Mgears Viewer Settings dialog.

Well Plate

Disabled — , -

Number Of Columns:

Options

v| Apply Design After Running Analyze Again

An option to Draw Well Plate with Enhanced Graphics is available in the Mgears Viewer Settings too. This
feature allows you to choose between displaying Bubble plots or a Heat Map within the well plate, instead of
presenting numerical results. The Text font and size can be customized. See the example below.

Draw Well Plate with Enhanced Graphics

® Bubbles Heat Map | Show Numbers in Heat Map

1 2 3 4 5 6 7 8 9 10
-

Segoe UI P

+| Draw Well Plate with Enhanced Graphics

. 1 2 3 4 3) 6 7 8 9 10
® Bubbles Heat Map v'| Show Numbers in Heat Map
— >
oo : ne o 0 06 @ O 0 o o O
Segoe Ul ~ ||9pt =
v| Draw Well Plate with Enhanced Graphics
) 1 2 3 4 3 6 7 8 9 10
Bubbles @ Heat Map Show Numbers in Heat Map
—~ I O .
Segoe UI *opt T

| Draw Well Plate with Enhanced Graphics

<

Bubbles ®) Heat Map Show Numbers in Heat Map

1 2 3 4 5 6 2 8 9 10
Text font - > A -- 4543 41.10 - 45,31 39.02 -- 58.26

Segoe UL * | 9pt
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To add a suffix to the results that are displayed in the well plate, enable Add Suffix to Values in the Well Plate
and type your desired suffix.

v| Add Suffix to Values in the Well Plate [%

Well Plate

1 2 3 4 5 6 7 8 9 ol
|
<] \ D

The Well plate overview can be completely hidden from the Mgears Viewer by clicking on this button I_

Mgears Viewer - 2022-04-25T12.29.22_LastAnalysis Mgears Viewer - 2022-04-25T12.29.22_LastAnalysis
% %
B-EERHED B . mErHED X -
| # Title Document = | ® Title Document =
2 REACTION-02 REACTION-02.mnova C:/Users;’Usuario/Desktop/ResuIts,fChrom] 2 REACTION-02 REACTION-02.mnova C:/Users/Usuario/Desktop/Results/Chrom |
3 REACTION-03 REACTION-03.mnova C:;/Users/Usuario/Desktop/Results/Chrom 3 REACTION-03 REACTION-03.mnova C:/Users/Usuario/Desktop/Results/Chrom
4 »
| | ‘ 4 REACTION-04 RFACTION-04 mnova C-/lIsers/l lsnarin/Desktan/Results/Chram ™
Well Plate [ 4] 3
1 2 3 4 5 6 7 8 9 10 | Results
A 2899 2744 4529 48.75-4\5.13 38.58 2456 -- Chrom Reaction Optimization
Results Result in Well Plate: [SM (% Area) S
Chrom Readtion Optimization Results | Unknowns  Metadata  Controls  RT Statistics
B Name: REACTION-01
Result in Well Plate: [SM (% Area) kB Well: A1
Results | Unknowns  Metadata  Controls  RT Statistics Llamel[gpType by g2 R
Name: REACTION-01 1 -Starl Material 0.959 2468128377 28.99
Well: A1
b 2 -Pmdud 0.576 2711135381 31.85
Name Type RT Area % Area -
3 - By Product  0.485 3258906350 38.28
1 -Start Material 0.959 2468128377 28.99
4 p3 Ignored
2 Product 0.576 2711135381 31.85
3 By Product  0.485 3258906350 38.28
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6.1.3. Results

section

In the Results section, detailed analysis results are displayed.

Results
Verify Result

Result: 083

Tests
Name
1H Global Counts

1H Assignments

HSQC Global Counts
HSQC Assignments
Predictions Congruence

0.21
: Show Verify Results Table

Quality Score Significance
1.00 143

059
1H Prediction Bounds MetriciGZImN Ho0N M5
0.67

031 1.97

If the analysis performed generates multiple results per sample, the Mgears viewer provides flexibility to

display those resu

Results

Its.

Chrom Reaction Optimization

Result in Well Plate:
Results

Name: REACTIO
Well: A1

-

P/N 236 R3

Unkno P1 (% Area)

Name  Tgar Chart With Unknowns

2 - Product

SM (% Area)
SM (% Area) -~
| RT Statistic
P2 (% Area)
Unknowns (% Area

\Bar Chart Areas

Pie Chart With Unknowns
% Area
Controls Chart —
Controls Chart et

28.99

0.576 2711135381 31.85

Results
M5 Scan
Sefttings
Mass Spectrum Extraction Mass Chromatogram Extraction
Relative Abund. 5% Tol :0.25 Da Mini Area Th Id : 10 %
Results
RT ranges: from 1 to 3 min -
mfz: [EIc2: 5% =0 pa =l
1EIC 1: 5. a0 Da
m/z [Da] RT [min] Total Rel . [EIC 3: 568 550 Da ea
EIC 4: 6:m 0 Da |
15 0 18 70.13 100,00 T0U585.500
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Also, when running multiple analyses (plugins) on the same samples, multiple results tabs will be available to
view all the associated results.

Mgears Viewer - 2021-06-18T13.33.44_Report g x
_ %
® HE0 & EEE awwe-
Again
# Title Document -
3 FROTUN_ETHYLBENZENE PROTON_EIHYLBENZENE.MNOvVa ||
4 QUININE QUININE.mnova =
4] »
Well Plate
2 3 4 5 6 3

A FELODIPINE PROTON_ETHYLBENZENE QUININE

4 \ | »
Well Plate Showing: Peak Report Result -
Results
-
Peak Report Result | Multiplet Report Result —
Report: 1 R(CDCI3, 400 MHz): & = 0.8, 0.8, 0.8, 1.4,
1.5, 1.5, 1.5, 1.5, 1.5, 1.5, 1.5, 1.5, 1.5, 1.5, 1.5,
1.5, 1.5, 1.6, 1.6, 1.6, 1.6, 1.6, 1.6, 1.6, 1.6, 1.6,
1.6, 1.6, 1.6, 1.7, 1.7, 1.7, 1.7, 1.7, 1.7, 1.7, 1.7,
1.7,1.7,1.7,1.8,1.8,1.8, 1.8, 1.8, 1.8, 1.8, 1.8,
1.8,1.8,1.9,2.3,23,2.3,2.3,2.3, 2.3, 2.3, 2.3, |-
2.3,2.3,2.3,2.3,2.3, 2.6,2.6,2.6, 2.6, 2.7, 2.7,
27,2.7,27,2.7,27,27,27,3.1,3.1, 3.1, 3.1,
3.1,3.1,3.2, 3.2, 3.2, 3.2, 3.2, 3.4, 3.4, 3.4, 3.4,
34,34,34,34,34,34,34,3.5 3.5, 3.9, 49,
49,49, 4.9, 5.0, 5.0, 5.0, 5.0, 5.0, 5.0, 5.0, 5.5,
55 57 57 5.8, 5.8, 5.8, 58 58 73 7.3, 7.3,
7.3,74,74.7.5 7.5 8.0,8.0 8.7, 8.7. 13C v

The Results section can also be completely hidden from the Mgears Viewer by clicking on this button @

Mgears Viewer - 2022 5T12.29.22_LastAnalysis Mgears Vi 2022-04-25T12.29.22_L astAnalysis
% %
w 2R S0 8 BEE \ W EEHS0 oo
| # Title Document : # Title Document -
2 REACTION-02 REACTION-02.mnova C:;/Users/Usuario/Desktop/Results/Chrom 2 REACTION-02 REACTION-02.mnova C:/Users/Usuario/Desktop/Results/Chrom
REACTION-03 REACTION-03.mnova C:/Users/Usuario/Desktop/Results/Chrom « 3 REACTION-03 REACTION-03.mnova C:/Users/Usuario/Desktop/Results/Chrom
4 »
| |” ; | 4 REACTION-04 REACTION-04. mnova C:/Users/Usuario/Desktop/Results/Chrom
Well Plate
1 2 3 4 5 6 g 5 REACTION-05 REACTION-05.mnova C:/Users/Usuario/Desktop/Results/Chrom
A 2899 27.44 45.29 4&75-45.19 38.58 24.56 -- 6 REACTION-06 REACTION-06.mnova C:/Users/Usuario/Desktop/Results/Chrom
7 REACTION-07 REACTION-07.mnova C:/Users/Usuario/Desktop/Results/Chrom
Results
8 REACTION-08 REACTION-08.mnova C:/Users/Usuario/Desktop/Results/Chrom
Chrom Reaction Optimization
9 REACTION-09 REACTION-09.mnova C:/Users/Usuario/Desktop/Results/Chrom +
[ b i
Result in Well Plate: SM (% Area) - J"; _'I!g_- @ Well Plate
Results Unknowns Metadata Controls RT Statistics 1 2 3 4 5 6 7 8 9 10
Name: REACTION-01 n 2099 27.44 4529 4875 [l 450 00 2456 [ 5Te0)
Well: A1
Name Type RT Area % Area -

1 -Start Material 0.959 2468128377 28.99
2 - Product 0.576 2711135381 31.85

3 - By Product  0.485 3258906350 38.28
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6.2. Reviewing results

Reviewing analysis results is available for most plugins and can be done on a sample-by-sample basis. Click on
a sample (table row or well from the plate overview) to load the corresponding Mnova result document and
detailed results.

Mgears Viewer - 2023-10-04T17.25.24_NewVersion ® X | [g) SAMPLE A03-2 X
[— —o [a= @ o2 % QC Profiling Report
m-EFk HEO e BEE vo-- ot
gain
# Title Document -

SAMPLE A03-2 SAMPLE A03-2.mnova C:/Users/Usuario/Des

o

3 SAI\)I‘PSE A04-1 SAMPLE A04-1.mnova C;/Users/Usuario/Desk’ _
Or |4 » - :
Well Plate = =

3

— ‘| S Q |
« B <)o - |
5 HL‘. -r.-‘:.-n,,v, "“‘ 4

Results

QC Profiling

Result in Well Plate:

General Groups

Parameter
1 Datald
2 Final Product (%)

Final Product (%)

Peaks

BT e

Deconvolution Controls

Value -

Sample A03-2
38

[1 | =

hd ‘ T

4 » [ «]

You can review and edit your results using the standard tools from Mnova.

6.2.1. Changing analysis settings

Mgears allows you to modify your current settings and re-run calculations on your data. Depending on what
you wish to modify you can either:

a. Click the brick ¥ icon in the top bar of the Mgears Viewer. This opens the Mgears dialog with the
current settings. The Input, Processing, Output, and Setting tabs are not editable, but you can make
changes in the Design and Plugins tab. After making desired adjustments, click Update, and then
Analyze Again to relaunch the analysis with the updated settings.

Note. To access these Mgears settings from the Mgears Viewer, make sure to enable the option Show

Button to Open Setting in Mgears in the Mgears Viewer Settings % . Without this option enabled,
the brick icon won't appear in the top bar of the Mgears viewer.
Add Suffix to Values in the Well Plate I }

v| Show Button to Open Settings in Mgears

Reset My Gears List

OK Cancel
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%
Analyze ~
Again
Results V% Mnova Gears D
Chrom Reaction Optimizati
rom Reacion Optmization | BT input | P processing ~ [@] Plugins [ Desion [ Houtput P Settings
itin wel Pate: [sM (| 2 -
Result in Well Plate: Fal o = WE=
Q = = &
Results | _Unknowns Main Directory: [C:/Users/UsuariofDesktop/Datasets/By Plugin/Affinity Screen/Input |
@ | | Optional Directory: | |
o]
Name: REACTION-04 ?. NMR
Well: A4 “ 1H 13¢ 15N 19F 31p HSQC |:’
Y COSY | NOESY | | HMBC | ROESY _|Tocsy _mmc | ]
Name Type - v GC/LC/MS Chromatography UV/IR/Raman/Fluorescence Mnova Documents Orders Custom Format
m
1 Start Mate{
2 Product Advanced Options M
3 By Produc] Master File: [ ]l ]
Main SDF File: Tag with ID:
4 P3 Ignored I 2 |
v Allow More than One Experiment of Each Type Join Folders with Similar Name Preview Subset Only {1000 © v Regular Expression to Adapt Match /|\ Nd{1} [IES
o Experiment Selection Mode Filter by Date From: |30 Dec 1969 ~ [To 30 Dec 1969 ~ Filter by:  |Creation Date  ~
| | v | Fittering String| Regular Expression | Filter by Name Only
Mapping File: [ ] v/ Substring Matching |k
\ * & sa t I"i i.] QCan:el C}Update y,

b. For some bricks, you can access specific settings directly by clicking the brick 2 icon in the Results
section of the Mgears Viewer. This provides access to brick-specific settings, bypassing the Mgears

tabs.

Analyze ~ ‘ J] {\
~
5 o Chrom Reaction Optimization Settings ? X
12
w (2]
Input Analysis Quality Controls Qutput
Reaction Components
Name Type Mol.File Smiles = Mol. Formula MZ RT | Color Externa
3l 1/SM Start Material w 0.9500-
= 2 P1 Product = 0.5500-
[5)
ok ok B[] '
3 p2 By Product = 0.4800-
Metadata Controls RT Statistics
4 pP3 Ignored - 0.4700-
Area % Area — +
3937169 29.20 - [ ‘ I
1935555 31.49 csv
CSV File: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/Mapping file.csv
4576553 37.93 E ?
A OK Cancel =
\
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6.2.2. Result reviewing tools

In the Results section, you will discover a range of tools to enhance and update your analysis results. These
tools may include manual peak assignment, adding comments, overriding results, and more. The specific
options available depend on the Mgears brick in use. See some examples in the image below.

— QC Profiling Viewer g x
Chrom Reaction Optimization Data ID: Sample A03-2
| —
Result in Well Plate: | Pie Chart Areas - ;L\‘.. _IE. @ ﬁ?_." Content  my/z Group ‘ +
Results Unknowns Formulas Metadata Controls RT Statistics 1 FP1 6584.4 “/
™ ST 2 FP2 6598.4 —
lame: - . . |
Modify peak assignments 3FP3 66815

Name Type .
4 SM1 6487.3 Startir H : HH
S e Son  toesam Adding/removing/editing
E-Product 0,576 2851935555 31.49 6 SM3 6502 Startir m/Z included in the analySIS
3.By Product 0485 3434576553 37.93 1
QC Profiling
Result n Well Plate: [Final Product (%)~ | 5@ ©3 & S
Affinity Screen Viewer e
General Groups Peaks Deconvolution Controls o
Ligand NO19 l‘
Matched m/z 429.1180 Total (%) =~ Comment
Matched RT  2.587 - 1 18 which column e
Qualifier Overriding results 5 24
‘Score 0.781 ‘ 3 1%), (1.600, Ramia020 20000
Status Matched || @ Mgears QC Profiling ? X
Not matched :—
‘ New Comment for Group Starting Material :|
Hit i
. OK Cancel
Adding comments

6.2.3. Advanced result reviewing with Mnova plugins

An advanced review of the sample results can sometimes be achieved with the Mnova Standard plugins, as is
the case with Purity and SMA, for example.

In the example below, an open Mgears results document is loaded into the Mnova Purity dialog:

1- Click on sample to view results in Mgears viewer.
2- Open Purity plugin in the Mnova Quantitation ribbon.

3- Then, clickon ®" to load the Purity results from the open Mnova document.
4- Sample and reference details, as well as all spectral multiplets, are loaded in the Purity dialog.
5- Revise and edit sample results.

6- Edited results will be automatically updated in the Mgears Viewer and Mnova document.
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Open a sample result in the Mgears Viewer

Mgears Viewer - 2022-01-10710.22.34

5 x

BERHEO S @EA A;E:i,ﬁe'

# Title Document

1 SAMPLE 1 SAMPLE 1.mnova C:/Users/Usuario/Desktop/Re
2 SAMPLE 2 SAMPLE 2.mnova C:/Users/Usuario/Desktop/Re

3 SAMPLE 3 SAMPLE 3.mnova C:/Users/Usuario/Desktop/Re

[»

@] SAMPLE 1* x

Mestrelab Research

qNMR Purity Results

Purity : 99.42
RSD%: 0.24%

Test Compaund
Molecular Weight [g/mol: 3842538
Mass [mg]: 116310

Results

o‘\ \

Purity Result

Purity:

99.4226

Concentration: 3.0094

0.2430
0.2444

Multiplets
Name ShiftnH Purity
12(dd) 7.37,

1.06
6(s) 8901
10(dd) 7.29 1
) 5311
18(m) 3.94 2
25() 3483
20,21(d)2.23 6

95.2392
97.8568
101.5863
101.3348
94.7989
97.4087

Open Mnova Purity plugin

>

Egell -E-

A d

Experiments
Sample Details Reference Details &
Mol Weight: ~ || Name: hd D‘
Weight (mg): Weight (mg): <2
Results
Purity Average: RSD%: !
Name Score Shift Range Hs | Purity SNR  Absl

Load results |-X

Lo
~

Results automatically updated in the Mgears Viewer

Mg

ears Viewer - 2022-01-10T10.22.34 g X

WER HE0 & EEE we-

# Title Document

i

2

3
4

SAMPLE 1 SAMPLE 1.mnova C:/Users/Usuario/Desktop/Results/Purity/
SAMPLE 2 SAMPLE 2.mnova C:/Users/Usuario/Desktop/Results/Purity/|

SAMPLE 3 SAMPLE 3.mnova C:/Users/Usuario/Desktop/Results/Purityy)
[ »

Results

P/N

Purity Result

Purity: 99.1690
Concentration: 3.0018
sD: 0.0008
RSD: 0.1006

Multiplets
Name ShiftnH _Purity

2392
97.8568
101.5863
101.3348
94.7989
97.4087

6(s) ¥
10(dd) 7.29 1

3) 5311
18(m) 3.94 2
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20,21(d)2.23 6

236 R3
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” qNMR Purity Results
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6.3. Saving results

When revising your results, you may want to reanalyze your dataset with the changes you made. To do so,
click on the Analyze Again button at the top-right side of the Mgears Viewer. The analysis results will be
automatically updated in the open document, as seen in the example below for the Multiplet report plugin.

] Y & 100 ™
N
1000
I -
800
700
(1 o
F(d)
5.80 500
u - n
Manually o
delete peak 00
Iﬁ | 588 200
J'JL .
- T 0
3
= -100
104 6.02 6.00 5.98 596 594 5.92 590 5.88 5.86 5.84 582 5.80 5.78
n f1 (opmh n

"H NMR (400 MH=. DMS0) 4 2.30 - 240(dd. [=16.0. 8.1 Hz. 1H). 2.60-2.70 (dd. [=16.1. 54 H:. 1H). 3.76 - 3.87 (#. ] = 7.8.
7.8.5.3. 5.3 Hz, 1H). 445 - 4.51 (d. [= 7.4 Hz, 1H). 4.85 - 4.91 (d. [ = 5.1 Hz, 1H). 5.66 - 5.71 (d. J= 2.3 Hz. 1H)/5.86 - 5.91 (d.
J=23Hz. 1H). 6.56 - 6.63 (dd. ] = 8.2, 2.0 Hz. 1H). 6.65 - 6.75 (m. 2H). §.81 - 8.90 (d. [ = 19.7 Hz. 2H). 8.93 - 8.95 (s. IH). 9.17
-8.22(s 1H).

[ ] ] ]
% 1100

Mgears Viewer - 2021-03-04711.09.48 "

1000
’ié?H@Dﬁ-i’u @ A:;L\;ﬁe- I 200

— 800
# Title Document -
| 700
1 CATECHIN CATECHIN.mnova (&) 00
F(s)

2 . FELODIPINF FELODIPINE.mnova Gy » [589] 0 m
[4 »

400
Well Plate

300

1 2 3 4 S
i 200
A CATECHIN FELODIPINE PROTON_ETHYLBENZENE QUININE |UI\
| 100
K > —
— @ L— 0

6.02 6.01 6.00 599 598 597 596 595 5.94 593 592 5.91 5.50 589 588 587 5.86 585 5.84 5.83 5.82 5.81 580
- f1 (ppmly L]

‘H NMR (400 MHz. DMS0) 6 2.30
7.8.5.3.5.3 Hz, 1H), 445 -
1H). 6.56 - 6.63 (dd. [=8.2.2
1H).

- 240 (dd. ] = 16.0. 8.1 Hz. 1H). 2.60 - 2.70 (dd. | = 16.1. 5.4 Hz. 1H). 3.76 — 3.87 (tt. ] = 7.5,
(d.]=7.4 Hz. 1H). 4.85 - 4.91 (4. ]=5.1 Hz. 1H). 5.66 - 5.71 (d. ] = 2.3 Hz. 1H). 5.86 - 5.91 (5,
1H). 6.65 - 6.75 (m. 2H). 8.81 - 8.90 (d. | = 19.7 H=. 2H). 8.93 - 8.98 (s. 1H). 9.17 - 9.22 (s,

Result updated

If you wish to reanalyze the whole batch, click on the little arrow next the the Analyze Again button and choose
Analyse Again All Results. Mgears will recalculate and update the results for the whole well plate.

Analyze RO, i !
Again Plots i
% Analyze Again

I/Resultl o Analyze Again All Results

If you are happy with these new results, you can click on = to save them to the output folder.
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Top Tip! Enable the option Save Automatically upon Clicking Analyze Again in the Mgears Viewer Settings.
The results will then be automatically saved to the output folder without the need to hit Save every time you
reanalyze a sample.

Visualization
Main List
# Title Document

Visible [v v v v

Well Plate

Number Of Columns:

Options

v | Apply Design After Running Analyze Again

v| Save Automatically upon Clicking Analyze Again

v| Draw Well Plate with Enhanced Graphics
@) Bubbles Heat Map v| Show Numb
Text font
Segoe UI

7. Scripting and customization

Mgears provides options for customization using scripts at various points in the process, as seen throughout
this User Manual. For example:

e On the input tab, a custom script can be provided to read a structured input file (a csv or xml) from
another system and use it to drive Mgears input, or to retrieve an identifier from within a parameter
file and use that for grouping. It is even possible to change the whole algorithm of detection in batch
mode.

e A processing script can be invoked on the processing tab, where there is even the possibility of being
able to run a ‘pre’-script before individual file processing starts.

e A custom design script can be used to meet complex layout requirements that would not otherwise
be easily achieved in a template.

e A custom script can also be used to create a new plugin for running your own analyses.

e Finally, a custom output script and/or a summary scipt can be used to allow a highly complex and
specific output to be generated, as is sometimes required by some downstream system in the
workflow.

The possibilities are only limited by programming ingenuity.

You can create and save your own scripts in the Script Editor accessible form the Tools section in Mnova.
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File Home View Molecule Prediction

Chemical Shift
Perturbation

Import Export Report  Loa

S

Script » 5S¢
Scripts

- - -

Binding Script Tools

Q Script Editor

=-B8

Script

Find:

1

Qutput

An Mnova scripting document is available to help you with Mnova’s extensions. Click on (2] to access this

documentation.

Mnova Extensions to QtScript

CheckBox
ChemometricsData
Chromatogram
Chromatogramltem
ChromatogramProcParams
ChromNormalizationParams
ChromPlotAxesProps
ChromPlotProperties
ChromPlugin
ChromTimeShiftParams

version
version.build
version.full

version.major

+ Application o

o AreaSeries Application
s Arrow

* ASVPlugin Application object
« ASVSettings

s ASVWarning

+ Atom Table of contents
« AtomNMRAssignmentData

« AtomNMRPredictionData 1. Properties
« Attachment 2. Functions
e AuditTrail

e AuditTrailCommand

o AuditTrailltem Properties

s AutoTraceAlignmentParams

* BarCategoryAxis

e BarSeries Name

s BarSet jeati

5 B applicationName
e« BinaryStream clipboard

« BlindRegion

s Bond identityManager
* ByteArray

e CanvasltemView mainWindow

» CategoryAxis

« Chart name

: ChartView organizationName
.

.

.

.

.

.

.

.

version.minor

8. Conclusion

Mnova Gears provides a robust platform for automation of workflows, and limitless possibilities for
customization. Please contact us with your inquiries at info@mestrelab.com and let us help to set up your

powerful automation system.
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