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1. Introduction

Mnova Gears is a software suitieat can be usedo build automation workflows for your analytical data

analyses (NMR, MS, B¢ @ L i

A& odzAf G

I N2 dzy R

G6KS 02y OS L

27T

in a fully automatic mode from datpickup andprocessing to results reporting, saginand databasing. In

addition to full automation, Mnova Gears allofes the customization of every steip your workflow to adapt

it to your specific needs.

Mnova Gears comes in two flavors:

1 TheMnova Geargproduct, suitable for the processing large datasets in batches maaitime.
1 TheMnova MyGearsproduct, that allows you to build and run workflewasedon single samples.
MyGears is best suited ®mallscale analyses, where the overhead of manugtlgrong data is not
significant but the benefits of automating processing and reporting are hugely so.

SeveralMnova Gears bricksare currently availablghat can be usedas stan@lone componentsor in
combination in a workflow.

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

. ™
s N
4 )
Mnova Gears Mnova MyGears Mnova Gears Bricks
o
GEARS MyGEARS . -
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
= » M
Purity Qc Profiling|
H -
Gears Gears
- J/
. J
. J/
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Apart from running automagd workflows, Mnova Gearallows you to operatén a machineto-machine
mode* which means thatyou can run one or several workflows on your datasetsith minimal human
intervention. In this case, datafileand workflow parametersnust be provided byhe user or anexternal
programso thatMgearscan operate on them.

Automation Machine-to-machine*®

MGears

—
=
| By

MGears

J'ﬁ‘ L i’i'\

L) | )
&

Workflow 1 Workflow 2

*Requires Machin¢o-machine license

P/N236R3 Paged of 75
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2. Installation

Once you receivgour software or plugin licenseopen Mnovaand dragand-drop your license file into the
application. Thengo to theFiletab >Advanced Plugns. A new window will open. In thAvailabletab, select
the Mnova Gears plugimand click orinstall.

@ Q Advanced Plug-ins ? X

. Available Updates Installed
New

' - Name
F Mnova QC Profiling 1.1.0.6088 )

2 Default Version ~

Recent

m
. Save
i Save As...

i Export to PDF...

Save To
Install

N Open...

|-' Open Directory..

Open From

; Print...
m Page Setup...

Help

ﬂ Preferences... —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 alpgation. Click 0l©OK

 Information >

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

OK

CloseMnovaand open it again.

P/N236R3 Pageb of 75
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Check that the plugin has been installed correctly. All installed plugins will be listedlirstadedtab (File>
Advanced Plugns).

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 installationhas beersuccessfulyou will findMgears MgearsViewer, MyGears and MyGears Workflows in
the Mnova ribbon undethe Automation section.

MestReNova

Elucidation Chemometrics Binding Automation

Mgears ‘Mgears MyGears MyGears
Viewer Workflows

Mgears

P/N236R3 Page6 of 75
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Note . If the Automation tab is not visible in the Mnova Ribbon, go@ptions>CustomizX =
add Automation to the ribbon.

MestReNova

by R

<] x

A @ @) (@ options ~

v Iy dzl

Elucidation Chemometrics Binding Automation Quantitation
- =3 Style >
|12 ~| A * =/ o
A o o
U . B — — . - k3 Customize...
X. X' == =|.A y ! -
L% = = A Ax AA ; 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]
N .
© Undo : Erocess!ng [EI...
o Redo ‘roc?ssmg[
Print sl «Binding -
o v [v| Automation
15 Paste < < Remove > Mgears -
?| Paste Special > ¥| Quantitation
NMR Graphic Pr... v
NMR Integrals .
NMR Multiplets New Tab| lew Grou| Rename..
NMR Fit Regions... Customizations  Reset
Reset OK Cancel |
P/N236R3 Page7 of 75
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3. Mgearsdialog
TheMgearsdialog has a simple and straightforward dedigat includes

- six tabs, each allowing the setupasinglepart 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

o Run Start the automation

As represented by the dialog sections, a Mfjearsworkflow will startwith the selection othe input data

and then goto the rest of the processing, analysis, and reporting configuration. Alternatively, when using
MyGears, the workflow starts a steprfaer on, at the processing tab, since the usdouldalreadyhavethe
relevant data file opened in Mnova.

=

Custom
processing

Apply plugins Format report Save results

In the following sectionsve will detail each tab dhe Mgearsdialog and the many configuration optioaach
tab offers.

P/N236R3 Page8 of 75
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3.1. Input

Mgearscan handle input data saved oiskdirectories, in a databas®@), or acquired irReal Timdrom a
disk or from a network driveThese three modes are visilda the left-hand side othe Mgearsdialog.

O 1/

'El Input Processing Plugins

[6%] Disk

Main Directory:
Optional Directory:

(1]
[a}
£l -~mr
1iH 13C 19F HSQC
E NOESY TOCSY ROESY H2BC
E
3
GC/LC/MS Chromatography
(¢

Design

UV/IR/Raman/Fluorescence

E Output 'Q Settings

Q Using Automatic Detection ‘§ Experiments Selection

HMBC
Ccosy

Mnova Documents Ori

Each mode has a specific configuration that will allow you to atigsarsto your data and handle your

analysisappropriately

3.1.1.Data from disk

To analyze input data from yolisk,click on -+ and select théMain directory in which your data files are
saved. If part of your input data is saved in another falgeu canadditionallyselect and add that folder in

the Optional directory.

':ZI Input @ Processing @ Plugins Design B Output n Settings

B | — —
o Q Using Automatic Detection  |2= Experiments Selection r‘_—\ =
= =
Main Directory | | vl\
© Optional Directory: \1S
[a}
O?Llﬂ TR
1H |FID hd 13C FID d 15N |FID bl 19F FID 31P  FID - HSQC |FID bl || FID b
P/N236R3
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3.1.1.1. Mask manager

Click onthis = button to open theMask Managerwhere you can edit and add new masks for your
experiment files to be automatically detected by Mgedrse following default masks are available:

NMR (FID)fid,ser,*.jdf

NMR (Spectrum)ir, 2rr

LC/GC/MS: FUNCOO0O1.DAT, MSD1.MS, analysis.lf&INCO001.IDX, *.cdf, *.sms, *.ch, *.Icd, *.mcds
Chromatography*.cdf, *.asc

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

Structures:*.mol, *.sdf

= =4 =4 =4 -4 =4

If your data masks not in the list abovetype it in the corresponding box for the experiment tyiben dick
OKto save your changeSee example in the image below.

Input

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

Defaults masks

Experiment: COMPOUND1

| Structure: C:/Users/Usuario/Desktop/Datasets/Masks/In put/Compoundi.mol
Experiment: COMPOUND3

Advanced Options | Structure: C:/Users/Usuario/Desktop/Datasets/Masks/In put/Compound3.sdf

Master File:
Main SDF File: L]l T ag with

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

Standard Formats :Q Using Automatic Detection ?g Experiments Selection % :'_Q
NMR(FID): fid,ser, *.jdf ‘ Main Directory: ‘C:/Users/usuan’o/Desktop/Dataset;[Mask;/lnput
. Optional Directory:
RERGee llr, ar J S Experiments Found: 2 ? X
GC/LC/MS: b)(, * cdf, *.sms, *.ch, *.lcd, *.mcds‘
DR ‘*.c r— » List of detected experiments:

Structures: ‘*,mol, *.sdf

Allow More than One Exper| ; Regular Ex
Experiment Selection Mode: FI| 1969 ~ [To:
| OK
Edited masks
Standard Formats 5 . . = y . =l
Q Using Automatic Detection 3= Experiments Selection @3 [ﬁ\
NMR(FID): fid, ser,* jdf -
(E1D) ‘ ) | Main Directory: ‘C:/‘Users/Usuario[Desktop/Datasets/Masks/!nput
NMR(Spectrum): i, 2 | Optional Directory:
: L Ga Experiments Found: 3 ? X
GC/LC/MS: bX, * cdf, *.sms, *.ch, *.Icd, *.mcdsl
Chromatography: ‘*.cdf, * asc | < !-:::r:nfggt_it;f:;gmexpﬂlmenw:
UV/IR/Raman/Fluorescence: "‘.jdx, *.spa, *.spc I | E!gﬁﬂﬁi Eﬁ::ﬁ{,';’suam’ Desktop/Detasets/Masks/Input/Compound1.mol
Advanced Options 1 Structure: C:/Users/Usuario/Desktop/Datasets/Masks/Input/Compound3.sdf i
Structures: "'.mol, * sdf, *.smi | . Experiment: COMPOUND2 _—
- Master File: D Structure: C:/Users/Usuario/Desktop/Datasets/Masks/Input/ 2.smi
Type Main SDF File: Tag with
Allow More than Ony LiOOO = Regular Ex|
Experiment Selection MJ‘ B0 Dec 1969 ~ [To:
OK

P/N236R3 PagelOof 75
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Note . Whenyour dataset contains multiple filefor the same experimerthat are matched with the declared
masksd F 2 NJ A YRUNCO91MAT | ¢FENCHOL.IEXMgearswill detect oneoccurrenceand discard

the othermatchesa 2 U KIF U0 €2dz R2y Qu 3ISU UKS alyYS SELISNA)YSY
Input Defaults masks
Standard Formats
[ _CHROO001.DAT
NMR(FID): Ifid,ser* jdf |
_CHROMS
NMR(Spectrum): |
o] _extern GC/LC/MS: |_FUNC001.DAT, MSD1.MS, analysis.baf, _FUNCO001.IDX, *.cdf, *.sms, *.ch, *.lcd, *.mcds |
D _FUNCO01.DAT Chromatography: ‘*.cdf, *.asc |
UV/IR/Raman/Fluorescence: ‘*.jdx, *.spa, *.spc |
[ _Funcoo1.1DX
Structures: ‘*.mol, *.sdf, *.smi |
[ _FUNCOO15STS =
[) _FUNCOD2.DAT
|—L -FUNCO02.1DX eriments Selection % Eﬁi
[ _Funcooz2.sTs ktop/Datasets/By Plugin/Chrom RO/Dataset/Input
(") FUNCOO3.DAT L % Experiments Found: 10 X
[ _FUNCO0D3.IDX List of detected experiments: -
- Experiment: REACTION-01
MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/Input/Reaction-01.raw/_FUNC001.DAT
| _FUNCTNS Experiment: REACTION-82
| MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/In put/Reaction-02.raw/_FUNCO01.DAT
LCACCD | Experiment: REACTION-83 | v
= MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/Input/Reaction-03.raw/_FUNCO01.DAT —
L | Experiment: REACTION-©4 n'
| MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/In put/Reaction-04.raw/_FUNC001.DAT :I
_| Experiment: REACTION-05
- MS: C:/Users/Usuario/Desktop/Datasets/By Plugin/Chrom RO/Dataset/Input/Reaction-05.raw/_FUNC001.DAT
ch /|
Experiment: REACTION-06 v =

.Creat\'m Date -
| OK E

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 modifyet 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: lﬂlrﬁdﬁlﬂf.ﬂlﬁ.j(ﬂmD.UX.JdX.JD’",mf.ﬂ.imﬁ.xmS.\Vi'f.'ﬂ\-'\'.lﬂdrcdf,m(ﬂi‘ Masks for Special Extensions: If,jdfals,jcamp, dx,jdx,jcm, rpt,d,sms,xms,wiff,raw, led, cdfmeds, expl
B2332D Back to Default Back to Defau\lvi; 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 experlmenu. - List of detected experiments: &=
Experiment: F7900.EXi Experinent: F7900
G1826.expl Ms: C/UsersfusuarsofDesldoufDataseb/Mamfcxpertfl'mo expl/_FUNC001.DAT MS: C:/Users{Usuario/Desktop/Datasets/Masks/Expert/F7900.expl/_FUNC001.DAT
Experiment: G1826.E Experiment: G1826
MS: CIUsws/Usuar:uvaskloprakasetsfMaskstxpertfm826 expl/_FUNC001.DAT MS: C;, /Users[usuannfDeskmp/Da{asers]MaskstxpenfGlEZﬁ expl/_FUNCO01.DAT E
G8278.expl T xperiment: G82 E —————  Experiment: GB27: | —
MS: C:/User: ”‘ u V‘ .'n sktop)/Dx L '8.expl/_FUNC001.DAT MS: C; /Use(slUs\ww\h=ktaDlDa(asetsfMaskstqufUGBZ78 expl/_FUNCO01.DAT
T=——— Experiment: H8663.EXPL = === experizent: H8663 T
H8663.expl MS: C:/Users/Usuario/Desktop/Datasets/Masks/Expert/H8663.expl/_FUNC001.DAT |: MS: C:/! UWSIUSHM\”fDP‘KDPIDddSElSIMESkaEXDEﬂfHME expl/_FUNC001.DAT C

Experinent: I5211.EXPL
MS: C:/Users/Usuario/Desktop/Datasets/Masks/Expert/15211.expl]_FUNCOO1.DAT

Experiment: 1521
fEachilgg | ) fEach Ty “Lc c /Useqs/usuaﬂnfDeskmp]Dalesers]MaskstxpeanSzll expl/_FUNCOOL.DAT |

15211.expl Experiment: 362 [ios0 ~ Experiment: 1623; l1060 -
1 Ms:C /Users[usuartofDesmonfDataseufMaskstxDemeEZ32 expl/_FUNCO01.DAT | = | MGy /Users/usuanafDesktwlDa(asetsfMdskstxuerU‘J&ZJZ expl/_FUNC001.DAT E
Experiment: A8723 Experizent: ABZ2:
J6232.expl MS: CUsersUsuario/Desktop/Datasets/Masks/ Expert/A8723.DY_FUNCO01.DAT MS: CIUSHSIUsuanDID?sktnplDaiaselSIMaskSIExuerthBHE D/_FUNC001.DAT
Experinent; 823 Experinent : 823
MS: C:/U! ”‘ io/Desktop/Dx 2332.0/_FUNCD01.DAT MS: C;, /UseqslUsuarm/Daskmp/Daﬂsets]MaskstxpenfBHEz D/_FUNC001.DAT
| Experiment} C1107 | Experinent! (1297
MS: C/Users/usuanofDeslﬂoprataseu/’Masksfl:xper".fclIDI’D/ FUNCO01.DAT i) MS: C:fU sers/Usuanafmsi«op/baasetsfmasksfexpertjc1197D/ FUNCO01.DAT Reg
| experiment: 038 E . Experiment: | =
MS: CIUS&'rS/Usuariuth’shoDfDatasﬂsfMaskstKDem‘DSSQZ D/_FUNC001.DAT MS: C; IUSHSIUSUHND./'D?SktDDIDddSElSIMESkaEKDEﬂIDE‘?Z D/f_FUNCO01.DAT
Experinent: E7 —_ - Experiment: E7351 _
- MS: C:/User: fH uario/Desktop/D k '351.0D/_FUNCDO01.DAT vl | - 1 MS: C:/Users/Usuario/Desktop/Datasets/Masks/Expert/E7351.0/_FUNC001.DAT ~| |
seftings settings.
1 oK I— j OK F
T e

To undoany changes you introducgou can click oBack to Defauland then onOK

P/N236R3 Pagellof 75
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It is also possible to use a custom script to open any file with Mgears. To do so, you must en&hlsttime

Format option, type your data folder masks, and upload the script by clicking-onThe script will be
executed when a file matches one of the rkasdded.

v Custom Format

Masks: |*.new, *ext |

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

OK Cancel

Top Tip! Whenever you select your input data you can useAlidomatic inspectionbutton = to preview
the detected data in your directories that will be usedMgearsto execute the analysis.

'90

[

= | Input Processing @ Plugins Design E’ QOutput ﬁsattings

& Q Using Automatic Detection EE Experiments Selection %

Main Directory: C:/UsersfUsuario/Desktop/Datasets/Report .,
Optional Directory:

8 %% Experiments Found: 4 ? X

||| R
iH 13C 19F HSQC H
2 NOESY ~ TOCSY [ | ROESY || H2BC [ | ¢| |poordetected experiments: -
i

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 agailable to give you more flexibility at the time of selecting your input data:

Master file: If datasets are saved at different locations on the disk, it is possible to Msster file
with the list of paths tahe directories with spectra and molecule files. A master file can lbd ar a
.csvfile with an absolute path on each row.

:\Users\Downloads\16889%\subset_1\SDH-2@81_1 84 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

i W oB W R e
aNaNsNsEsEsNaNa!

=]
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Tick theMaster file option then click or-- to add your master file.

Advanced Options

v
v Master File: C:/Users/Usuario/Desktop/Datasets/MasterFile.csv 'b
Main SDF File: ... | Tag with ID: S

v Allow More than One Experiment of Each Type Join Folders with Similar Name

In the Master file options0 dialog, you can configure 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

Qv -

+| Master File: C:/Users/Usuario/Desktop/Datasets/MasterFile.csv @
Main SDF File: . -
: Column with the Path: 1 B
v Allow More than One Experiment of Each Type
Starting Row: 1 °
| Read until Row: 6 -
OK Cancel

Main SDF Fildf 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 analyzedbatch.
Matching is done using a tdbat is addedto each molecul® miixture i Ay GKS SEI YL}
Enable theMain SDF Fileption and upload your SDF file, then type fregwith IDto be usal.

Advanced Options
v
Master File: - ||
| v| Main SDF File: C:/Users/Usuario/Desktop/Datasets/® /Structures.sdf hag with ID: mixture_id
Allow More than One Experiment of Each Type Jojn Folders with Similar Name
Compounds g x

B ¢ x M@ 4 Q [ 52 Q
Report Add Delete Setup  Graphical Props  PhysChem In Columns  RDKit
Molecule Properties
7] Molecular Formula: : =
Average Mass:
Monoisotopic Mass:

Name: izl
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: 2

Mgearsdetects and matches each structure with the corresponding datafile.

C:fUsers/Usuario/Desktop/Datasets/® - Jinput

" O Experiments Found: 4 ? bd

IC List of detected experiments:
Experiment: 1
205 MS: C:/Users/Usuario/Desktop/Datasets/) L = womenfinputf1.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

OK
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Allow more than one experiment of each typéctivate this optiorwhenyou wantMgearsto detect
severalexperiments of the same typge a documentin the example below, two MS raw datafiles are
detected in each group.

Allow More than One Experiment of Each Type

% Experiments Found: 36 (Preview using a subset of 1000 files) ? X
List of detected experiments: "
Experiment: L20-1
MS: C: UsersUsuario/Desktop/Datasets /By plugin/MSRO/Data L 20- 1.raw/_FUNCO0 LOAT
Experiment: L26-1
MS: C:/Users Usuario/Desktop/Datasets By phugin/MSRO/Data/L26-1.raw,_FUNC00 1.DAT
Experiment: L27-1
MS: C:/Users Usuario/Desktop/Datasets/By phugin/MSR0/Data /L 27-1.raw/_FUNCO0 LDAT
Experiment: L28-1
MS: C:/Users Usuario/Desktop/Datasets/By plugin/MSRO/Data/L 28- 1raw/_FUNCO0 LDAT
/| 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:UsersUsuario [Desktop /Datasets/By pluginMSRO Data L 20- Lraw/_FUNCDH01.DAT,C: Users Usuario/Desktop Datasets By plugin/MSRODatafL 20- Lraw/_FUNCD 1.1DX [
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(2): C:Users/Usuario [Desktop/Datasets/By phuginMSRO/Data L 27- Lraw/_FUNCD01.DAT,C: lsers Usuario/Desktop/Datase ts/By phugin/MSRO/Data/L 27- Lraw/_FUNCO0 1.IDX
Experiment: L28-1
ME(2): C:/Users/Usuanio Desktop Datasets By pluginMSRO Data L 28- 1.raw/_FUNCD01.DAT,C: sers Usuario Desktop Datasets By pluginMSRO Data/l 28- 1.raw/_FUNCO01.IDX

Joinfolders with similar name:This option is used to join spectra with similar starting namghin

the same group. If enabletgearswill detect repetitions or small variations in the data folder names.
C2NJ AyaidlyoOSs AF GKSNB Aaal TANMF &IYEYSRE Gt Yy RYN.
AyOf dzZRSR Ay (GKS a! ./ ¢ 3INE @ §&TSHaickes thekpBevidusi I NI
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 < .
5 re: T:/manual/DEF /DEF.mol S Experiments Found: 2 ? X
Experiment: DEF_1 B .
1H: T fmanual/DEF_/1H/fd L'Ej;,fi;;ﬁf Sxperiments:
Structure: T:/manual/DEF_L/DEF_Lmel T:{ma’ua\iABC JIH/FID, T: fmanual/ABC_raw/1H/fd
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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Experiment Selection ModeChoosehis optionif you want to detect raw data files onlFlQ or both
raw and processed data fa€FID/Spectrum. When theFID/Spectrummode is enabled, it is possible
to manually select which data files teefor each type of experimenas seen below:

oﬁ} Mnova Gears

'El Input Processing Plugins Design B Output Q Se

+# :Q " - . —
5 Using Automatic Detection | i = 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 -
®
@
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

Select data files datesActivate this option to detect data files created or modified betwdeiw
specificdates.You can choose to filter by fil@reationor Modification date.

Join Folders with Similar Name
V| Filter by Date From: |1 Jan 2022 ~ To: 31 Mar 2022 ~ filter by:/Creation Date |+

Regular Expression to Adapt Match / itiate

Preview Subset OnlyActivatingthis featureallows you tochoosethe number of files you want to

visualize in theAutomatic inspectiondialog@. 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 Epesimant: 02-A2117

Experiment Selection Mode: FlDfSpeCtrl.lm 1H: C:/Users/Documents/3-DATA/1Hs/02-AZ 117/1H/fid

. a Experiment: 03-CATECHIN
v | Preview Subset Only (100 1H: C:/Users/Documents/3-DATA/ 1Hs /03-Catechin/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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Regular Expression to Adapt matc@heck this optiofif 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 nameof the files detectedwhich will then begroupedin a singleexperiment.

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 inspectionbutton @ to check howMgearshasgrouped 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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Use Custom functionCheck this option and upload a custom script to replace the defpaliping
algorithmused byMgears This is particularly useful when yalata files names are not easy to group
(for instancewhenthe file name is an ID generateditomaticallyby the instrument).

You can contact our team fadviceand 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

E
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 scripof about~20 lines longanallow Mgearsto:

Find all the heaer files in the specified directory from settings
Read thedsample descriptiof

Create a group for each unique sample ID

Add relevant samples to this ID

=a =4 —a -8
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Use theAutomatic inspectionbutton = to check howMgearshasgrouped 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

Watch out! When using a custom function,\/ﬂarningsymboI& appears next to théutomatic 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

AFiltering stringor aMapping filecan be used to filter your input data frothe disk.Please refer to section
3.14

| 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 spe@ahbaseqDB). In this mode, a list of
spectra can be retrieved via a number of search &for database fields.

In the DBsection, click ol + to add a DB.

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

Name Server

BE

[8]oisk

s

Substring Search

Search for text:
Field:

o 1 Search Text

eal Time

A dialog will appear. Enter tigervername,Port, User, andPassword then click orConnect

@ Select Database ? X
Connection
Server: localhost  Port: 5504
User: Test Password: eeseesse
@ Conne%
Database: v
OK Cancel
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Once you have connected successfully to the server, sele@dkabasecontaining your input data and click
on OK

@ select Database ? X
Connection
Server:  localhost | Port: 5504
User: Test Password: eeesssee
@ Disconnect
Database: |TestDB \7|

Metabolites
TestDB k
J d -

The selected database will appear in the table as seen in the image below. Click a:','imooadd another

database if needed, or ¢ to delete a previously added database.

Name Server +
-—
TestDB localhost
O
Search for text: Substring Search
Field: ~ | g Search Text

It is possible t&Gearch for texin the database. Type the text in the dediedtbox then click o®&earch Text

You can optionally select a speckHieldin the databasdor your search.In this example, two databases are
searched byolecule name You can disable the search in one of these two databases by unchecking the
corresporing box.

'E Input @ Processing Plugins Design E Qutput ﬁ‘Settlngs

g Name Server +
Metabolites localhost )
2 TestDB localhost

g Search for text: |quinine! ] Substring Search
E || Field: _ [l & search Tent

= Molecule -> Aliases -

# Structure Record

NMR Spectrum -> Mnova Version
NMR Spectrum -> Modified

NMR Spectrum -> Created

NMR Spectrum -> PageWidth
NMR Spectrum -> PageHeight
NMR Spectrum -> PagelDr

NMR Spectrum -> Page

O0®
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The search results will appear in the table below with Rezordnumber andDatabasein whichthey were
saved.

Narme Server +
[+] Metabolites localhost
]
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 y@wedanhto use in your analysis
by unticking thecorresponding checkbox.

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

You can also use these buttor, D, and D, to Checkall and Uncheck all or Clearthe results table,
respectively

Enable theSubstring Searchption to perform a searclusing substrings

3.1.2.1. Filtering options

AMapping filecan be used to filter input data from a DBease refer to sectichl.4

Watch out! When using the DB mod#e filtering optionsoverride the manual selection of data files)d
therefore Mgearswill disable the list of records if the Filter mode is selected.

3.1.3.Data acquired irreal time

Input data can also be analyzed as soon as it is acquired. WitRehktime(RT) modeMgearswill 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 befor¢he usereveninteracts with the data.
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The settings for the listener can be selected underReal Timdab. Click or *+ (0 add the foldemaths you
want Mgearsto watch.It is also possible to use URLs from networks that are visilihee system.

Mnova Gears 3.| User Manual

DQ} N
& | imput Processing Plugins Design [ % output o} Settings
¥ *2) Using Automatic Detection = Experiments Selection =3
. Path |_I|\K
B0

You can add one or more paths. These will appear in the table as seen below. mlata@a path orClear

the whole table by clicking ¢ or m, respectively.

%
'El Input Processing Plugins Design B Output 'a' Settings
o5 —
g Q Using Automatic Detection 2= Experiments Selection T
Path +
C:/Users/Usuario/Desktop/Datasets/DataAcquisition-Instr1 -
ﬁj} C:/Users/Usuario/Desktop/Datasets/DataAcquisition-Instr2

E Real Time

e

3.1.3.1. Options

Process old filedf checked, all files already present in the directory will be processed. In this case you

can choose tdgnore Files and Directories older thancertain time.

Options |

| Process Old Files Group By Folder Ignore Files And Directories Older Than: 6 days - |

Join Folders with Similar Name

(ra

Group by folder Enable this option tgroup spectra with similar folder names into a qué Mnova
results document. Two other options areconfigurable in this caséWait for all the Selected
experimentsto process them together (otherwise experiment files are processed once available in
the watched folder)and Allow more than one experiment of Each typélso, n this caseHltering

options aremadeavailable

Options T
Process Old Files /| Group By Folder Ignore Files And Directories Older Than: |6 da 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

Page22 of 75
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Wait for Structure and Spectral his option will prompMgearsto wait for at least one structure and
one spectrum before processing an experiment.

Join Folders with similar nameThis option is used to join spectra with similar starting namithin

the same group. If enablet¥|gearswill detect repetitions or small variations in the data folder names.
C2NJ AyaidalryOSs AF¥ GKSNB A& | 3INRdzLIvé! 2NE G y RYNI
gAftt 0S AyOfdzZRSR Ay GKS a! ./ ¢ nambR dzLJmécbeS hé dza S
previous group namePlease refer to sectidhl1.12.

Real Time settingBy clicking on this button, a dialog will open to allow yosdbthefolder listener@

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

Realtime acquisition can be performed in two modes:

1 TheReal Timemode, in which the listener will rely on the operating systé@8)to determine
when changs happenin the listened directoriesSuch banges in the file system atherefore
immediately reported to the uselith this mode, the listened folders can also be periodically
checked for modifications every X mina{&X is the time set in th&ime Betweernthecks option).
This is useful when working with network shared sbitcausedepending on the configuratign
the OSmaynot report the changesorrectly/in time

1 TheTimer mode, in which the listener will check the directories evéX minutesto detect
changeq0X is the time set in thelime Between Checksption). With this option, thelistener
will generallyconsumefewer system resources.

Another configurable setting is tHastened folder Levelsalue which correspondgo the directory
tree levelthat the listenerwill reach tolook for modified filesWhen set to zerg0), the listener will

only look in the top direcory. Note that your folderQarchitecture and size mawffect the
performance.

TheDelayvalue corresponds to theumber ofseconds that the systemill wait to check whether the
modifications in apecificfile have finished

Finally you can beck theMultithreading option if you want the listener try to use several threads
when creating the file cache, which will increase the performance of thersyandthe Fast Hash
Mode if you want thelistenerto only use the modification date of the file whéokingfor changes.
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3.1.3.2. Advanced options

Experiment Selection ModeChoosehis optionif you want to detect raw data files onllD or both
raw andprocessed data fi(FID/Spectrum. When theFID/Spectrummode is enabled, it is possible
to manually select which data files to detect for each type of experiment.

Regular Expression to Adapt matchhis option will allow you to group samplesien only part of

the file namematches The regular expression you type will be used to capture the common part of
the string in the namgof the files detected and groughem in a singleexperiment Please refer to
section3.1.12.

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

Ignore Problem Opening spectr&ometimes Mnovavill return an errorwhen opening a fileeven
thoughthe file hasloaded corectly. By enabling thigption, you canforce Mgearsto ignore problems
detectedby Mnova and use the file anywagtherwise Mgearswill not usethe affectedspectrum.

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

3.1.3.3. Filtering options

A Hltering string or a Mapping file can only be used when th@&roup by Foldemoption has beerenabled
Please refer to sectichl1.4

3.1.4.Filtering options

Filtering options are available for #tiree sources of input dataffom Disk, DB, or Real Timahich allows
you to refine your data detection aruktter 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 attring wi
common wildcards (* and ?) or a regular expression.
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Type your filtering string in the corresponding b@ke Automatic inspectionbutton @ is usedto preview
the detected datebefore andafter filtering.

Without filtering

Qa 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: b&} Experiments Found: 1 (Preview using a subset of 1000 files) ? X
. List of detected experiments:
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 chedhe Regularexpressionoption to force the use ohregular expression over the normal filtering
string

Check the optiorrilter by name onlyto onlyfilter the name and not the full patof 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 aMapping file is convenient when input files are listed in.@b or .csvdocumentalong with other

metadata. Mgearswill map the information found in the filprovided with the information found inthe
selected input directory (on Disk, DB, or RT folder).
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Click or.-- 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 wheie input data is retrieved from Disk ttroughReal time acquisition.

To configure thes@dvanced FilteringDptions,click on'n' .In the dialog that appearfmdicate which column
of the mapping file will be used to match information in your data directory. You can either type the column

number or clickand open the assistan[31 to visualize thecsvand select thelesiredcolumn.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 5-E -
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: s I HE p r
Read Column with ID of Compound oK Cancel
Column: 1 3 F

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

OK Cancel

Choose théstarting rowyou want toread your.csvfrom 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 theAllow Gapsin Resultsoption if you want to include void resulfer the empty cells in the plate
with the lines in the filtering files
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In addition to the mapping of data files, it is possible to read other metadatzh as:

1 samplePosition in the wellplate (only available when the Allow Gaps in Results option is enabled)
1 compoundID

1 compoundsSMILEString.

0 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 EH =
1-A 2-B 3-C 4-D 5-5? 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: > E 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 postisa read and recognized jgears as you can see
when using théAutomatic inspectionbutton @

= @

List of detected experiments: -
Result filtered using file: C:/Users/Usuario/Desktop/Datasets/Mapping/Maj
Experiment: ABC-1
Structure: OC(=0)C2=Cclc(Br)encciS2
{ Position: AD1
ers Experiment: ABC-2
Structure: OC(=0)CCC(=0)clacc(Br)ccl
Position: AD2 v

— | 4q » B

Il
!
S

Substring Matching:If this option is checked, the clustering algorithm will include spectra with small
differencesat the endsof theirnames® C2 NJ SEF YLIX S>3 AF (KSSKBIFERSFAS B aar

'y R a! .willbeNihcladed in the group ABC. If not checked, speitiatdo not match theexactname
in the file will be discarded.

Top tip! Sometimes the Mapping file can be usedgenerate final reports with input and output data. |n
these cases, a configuration of the columns reserved for owtpnte sein the pluginspecific settings dialog.
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3.1.5.Experiment detection modes

Detection ofthe experiment files to be used for the analysis carabkieved eitheautomatically or manually.
This can be selected at the top Kifand sideof the Input tab when data files are retrieved fromiskor in
Real Time

In the Automatic detection mode, experiment files will be automatically recognized by the system.
%
— — — — _ign EOutput ¢'Settings
LQ Automatic Detection

bction

| Main Directory:
Optional Directory:

Sops

E Real Time

Advanced Ontions

Given that Mgears can support various types of analyddsaw omIlI X ™Mo/ X wmMpCZ | {
chromatography, UV/IR/Raman/Fluorescence) as well as any Mnova docyrtestgossible to select the
type of data filegyou wish to analyzegndrestrict detection by Mgeart those.

To do so, click oBxperiment SelectionA new section with all available experiment types will apgearour
screen. Check the boxes of the experiments of interest.

= | Input Processing Plugins Design B Output ﬁsemngs
o —
] . o — s . 1
42 Using Automatic Detection [ ¥ == Experiments Selection
Main Directory: [
@ Optional Directory. ‘
& | i, L .
v 1H ¥| 13C v| 15N 19F v| 31P H5QC
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 toconfigurethe file masksto ensure thecorrect automatic detection of
experiment files.
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In the Manual detectionmode, aPath Maskmust be providedo definethe experimentsthat should be
consideedin the analysis. All Operating System standard conventions apply (*, ?, !, etc.).

To do so, enter théath maskfor the experiments of interest. Use tHaspectionoption Q to inspect the
detected files.
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