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1. Installation

First, three different products need to be installed to run the MANIQ plugin for Mnova, and in the following
order:

e Mnova (minimum version: 14.3.2.32716)
e Mgears (minimum version: 2.4.2.11585)
e  MANIQ (minimum version: 1.1.0.11780)

s

Mombre Fecha de modificacién Tipo Tarnaric

@ MestReMova-14.3.2-32299 xBdmsi  13/02/2023 12:03 Paguete de Windows Installer 468.996 KB
: Mnova-Gears-2.4.2,11834.zip 15/02/2023 12:02 Carpeta comprimida (en zip) 11,384 KB
Mnova-MAMIC-1.1.0.117280.zip 15/02/2023 1.2:02 Carpeta comprimida (en zip) 355 KB

While Mnova has a regular installer, Mnova Gears and MANIQ need to be installed via the Mnova interface.
To this end, you can just drag and drop the installers into the Mnova interface (please note that MANIQ must
be installed after Mnova Gears).

@ Install Mnova Plug-in ? >

Mnova Gears

Description:  Mnova Gears - General Enterprise Automation Rapid Solution
Mnova Gears uses gPDF version 10
{FPOF = ficensed under Anache Licenss 2.8)

Version. 2.4.2.11834
Release Date: Monday, 13 February 2023
Reguires: MestReMNova (>=14.3.1-31090)

Q Plug-in ready to be installed.

Install Cancel
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@ Information >

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

oK
@ Install Mnova Plug-in ? *
MANIQ

Description:  Mnova Automatic NMR Identification and Quantification Advanced Plugin
Versian. 1.1.0.117a0
Release Date: Wednesday, 8 February 2023
Reguires: MestRelova (>=14.3.2-32174)

Mnova Gears (>=2.4.2.11585)
G Flug-in ready to be installed.

Install || Cancel
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2. Configuration

2.1.Configuring Mgears

Before running the MANIQ plugin, Mgears must be appropriately configured. First, open Mgears from the
Automation menu in Mnova.

File Home View Molecule Prediction Tools Data Analysis Database Verification Elucidation Chemometrics Binding Automation

o Bl ©

Mgears |Mgears| MyGears MyGears
| Viewer Workflows

Mgears

&
Q

1 ':Z' Input Processing Plugins Design E:)Output QSettings

# - —
g Q Using Automatic Detection EE Experiments Selection 5

Main Directory: ‘C:/Users/Usuario ‘
Optional Directory: | [

Soos

E Real Time

Advanced Options

>
Y
~ | Filter
»Resume %LoadSeﬂUng; g:'Save Settings ﬁlmport Settings - mExpurt Settings ~ @Cancel °Run
Then, proceed to set a Main Directory in the Input tab.
%5 Mnova Gears ? x

&,
= | Input Processing Flugins Design | *: Quiput ‘Q‘ Settings
" —
‘: 2 Using Automatic Detection % — Experiments Selection
"—_

Main Directary: C:/data/manig/manual-demo finput | -

Optional Directory: | |

E Real Time gﬂﬁ DB H Disk

Advanced Options

Y

Filter

” Resume

$ Load Settings =!. Save Settings I. | Import Settings  ~ H' Export Settings  ~ ® Cancel ° Run
HM HM v v
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The Main Directory folder should contain files with the NMR spectra of the samples you want to analyze.
Additionally, you can add different filters to select between the FID and the Spectrum files (it is strongly
recommended that you choose the latter for the calculation of absolute quantifications).

Gears MANIQ 1.1 | User Manual

Y5 Mnova Gears ? x
<,
= | Input Processing Plugins Design | *: Output a Settings
*o v —
" Using Automatic Detection % —— Experiments Selection
Q -

Main Directory: |C:fdamjmaniquanual-demoﬁnpuﬂ

Optional Directary: | | -

=
&
a
o
[=]
g\ﬂn NMR.

/] H Spectrum - || 13C  |FID -[J1F  |FD -|[JHsqc |FD - |1 HVBC |FID -0 =
o N
= NOESY |FID -~ |1 Tocsy [FD ~ | [JRoESY |FID ~| I hEc [FD | cosy [Fo SO0 -
E:
= Change All | |FID -

GCALCMS Chromatography VIR fRaman /Fluorescence Mnova Documents Orders Custom Format

Advanced Options

Master File:

Main SDF File:

Tag with ID:

Allow More than One Experiment of Each Type
Experiment Selection Mode: | FID/Spectrum

<

Join Folders with Similar Name

Filter by Date From:

1Jan 1970 - [To:

1Jan 1970 - Filter by: |Creation Date -

Regular Expression to Adapt Match j| |.l" ¥

Preview Subset Only (1000 &

Y

Filter

® Cancel o Run

"Resume 3 Load Settings Io Save Settings I_]' Import Settings = H' Export Settings =
LM - v g

If you want to check that the documents you want to analyze are being correctly detected by Mgears from the
Main Directory folder, you can use the Automatic Detection tool.

9 Mnova Gears ? X

L
* Input Processing Flugins Desian | *: Qutput a' Settings

-
“ L - o —
i -i 2 Using Automatic Detection | % == Experiments Selection @
= =
Main Directory: \E:,’data,’maniq,’manual-demc,ﬂnput Q
= Optional Directory: [ O@ Experiments Found: 1 [} x é
J-lD MR List of detected experiments: 1
. |Experiment: LYSINE_ALANINE .
o Gl i Spen; 1H: C:/data/manig/manual-demo input/lysine_alanine/1/pdata/1/ir :I LD
E NOESY  |FID | FID -
= =
= Change Al | |FID |
GCLoMS ls
Advanced Options
wv
Master File: |: | |KE
Main SOF File: [
oK

Allow More than One

[T Filter by Date From: | 1 Jan 1970

Experiment Selection Mum

Preview Subset Only | 1000 -

Y

Filter

"Resume 3 Load Settings -l.. Save Settings I_]. Import Settings = l_l' Export Settings  ~
M = g v
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In the Output tab, it is necessary to set up the output folder in which the results will be created. It is also
possible to configure whether you want Mnova and/or PDF files with the analyzed samples to be copied into
the results folder, but this is not immediately necessary as the MANIQ analysis results will also be output in
another file.

%

El Input Processing Plugins Design B Qutput a Settings
Disk. :

Directory: |C:.."data,"mgears-resuhx. | _ | Add Mickname to the Results Folder | Add Incremental Numbering Only Nickname
] Mnova|

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

| PDF

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

Protect PDF from Editing Add Analysis Type in the Name of the PDF Embed in Mnova Document Save PDF in a New Record
DB
Expert
”Resume =..a Load Settings =.I. Save Settings l_l. Import Settings  ~ I_Il Export Settings ~ ® Cancel o Run
L] L] L] L]

Finally, you must add the MANIQ plugin to the set of plugins that will be run with Mgears. For this, go to the
Plugins tab, find and click on the corresponding MANIQ brick in the left-hand side list, and click on Add.
Following that, the MANIQ brick should appear on the right-hand side, which is the list of plugins that will be
used in the Mgears analysis.
%
'E Input Processing @ Plugins Design E Output ¢' Settings
5@ SQA = 3

Add

4

Remove

+

New
Custom Plugin

5@ MANIQ

Delete
Custom Plugin

52

MANIQ
Plugin Settings

-

”Resume § Load Settings # Save Settings i_'_l Import Settings ~ m Export Settings ~ @Can(el °Run

For more details on the Mnova Gears general configuration, please refer to the Mnova Gears manual.
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2.2.Configuring MANIQ

You can now proceed to set up the MANIQ plugin. In the Plugins tab, click on MANIQ and then click on MANIQ
Plugin Settings in the middle column. This will open the MANIQ Settings dialog.

%

'E Input Processing [@ Plugins Design E’ Output
i sQA =
MANIQ

”Resume § Load Settings #:' Save Settings

2.2.1. The Compounds Library tab

ﬁ' Settings
4

Add

4

Remove

+

New
Custom Plugin

Delete

5@ MANIQ

Custom Plugin

52
MANIQ

Plugin Settings

m Import Settings ~ ﬁ Export Settings ~

@ Cancel ORun

The most important part of the MANIQ plugin configuration is the Compounds Library. This library consists of
an Mnova document with the NMR spectra of the reference compounds that the user wants to include in the
identification and quantification analysis. The structure of this document must be configured as follows: on
each page of the document, there should be an NMR spectrum of a compound along with its corresponding
molecular structure. An example of a compound library document is as follows:

- \s

“ NMR
i ) ools _Data Processin g anabsis  Assignment - @ ®® option: -
+ T G - @ ] Pages Well Plates [7] Parameters  [oc=/SpEQRUMTO0IAN [ e page - ‘Ej\
N oy~ € + = PageNotes (] Rulers (7] Data Browser | 29 shorteuts =
Zoom . Tables - BEEOE Layout
BN~ e @8- 0 O runview [ FunlSaeen [ Cursorino | #2 Audit ral SRR rampiates.
specrum ShowfHide PageZoom | Templates
2 Compounds & X (3] Document t1 x| 8 ibrary x Pages 8 x
T @ | & = L& Q Q = B
5 L lanine, 100,600, 1r N
2 Report | Add Setup PhysChem | In Colmns | RDKit L(Da
3 oo, § ~
2 preety N ¢
H uest if -
] _ darine.100.600.1r e 23 )
=|, FR0001ER (tysne Ct/SBASE export/BioproductenPureCompounds alanine/ 100/pdate/399] A58 -f 40x10°
q 9305 HiS65% N:15.16% O:2165%
£ h
Fl o
£ o, 3 3550 Al
8 B m
505
I ‘ s
DBaoL310 (o-Asnne) .
2 e NG /CH3 050" 2. (8 lysine. 100. 1.1 pd
045 Hi7525% 15729 O3S52% HO 47 8 T +
h
2 ‘ i -
. A E
25500 0
NH b -
5
. 8-
AQ 5l 2050
am L |
Iy
1.5x10°
10x10%
5.0x107
y i
I I R T B R IR R
1P
[
|54
] Q| Kl Dn| <
Signature: [ [ Licenses: @ DB: ©
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Itis also important that each molecular structure is correctly labeled, as the name assigned to each compound
is the label given to the corresponding structure (to view this information, you can open the Compounds table:
View - Tables 2 Molecule and then check Compounds and click OK; you can then review the Label field for
each compound).

-8

~ @ @(® options -

4 Compounds & x| (3 poaments x | Blibrary X| @ Tables 7 x Pages g x
i@ ¢ x| @ Z Q Q a B
£ Report | add setp Physchen | In Coamns | RDKt 0 %[ o LI IET
Molecule Propertics ~ Vs 2] [ et
5 a0 E1Vi Integral Manager i
] LI P
H en EIViS Integrals Y :
s i E1ViS Peaks "
H ; darine, 100.600.1 23
=, HIDE0001E? (- Lysne) Ci/SBASE exportfBioproductonPured 5 40x10°
- i
q Wolecular Compositon: 5 30% Hi459% N- 19650 0218586
£ t b
g .
g Wolecular Formula: o, 3 350 Al
H Average Hass o il
f Honeisotope Mass: s H
| e 2t
N R | ;
2| HY i Color: X None A 30x10° 2. () lysne. 100.1.1r v
Resignments: 5
Nty Molecular Composition G0 H:7.51% N:15.72% O:35.52% HO i aF
: DB, ' | > Viewer f 5
hat - MyGears Workflows . ENALN A~
~  Modgraph NMR Precict 25510 L =
N Modgraph Diill Down Teble
N Prediction DB Browser &
~ & -
) |
i
i
15s10°
~ NMR
10510°
sox107
Line Ftting
Multplet Manager
Multplets
Peaks
Phase Corection )
Time Domain NVR Quantitation |~ H
THh B R nowmoe e 7 e s & sz 16 a1 2 3 4 s
1.(opm)
[&
=
“« D}kl > |
Signature: [ [ Licenses: @ DB: ©

When the compounds library is ready, select it from the MANIQ Settings dialog. A table will appear with the
information for each compound taken from the document.

Y5 MAMIQ Settings ? 4

w (2]

Compounds Library Analysis Reports

|@ Sel.  1HPage Mame nH Mol Mass (g/mel)

oK Cancel
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With regard to the default compound names, you can switch between the molecule names and the spectra
titles by clicking on the following button. The compound names can also be edited manually.

Yo MANIQ Settings ? ¥ | Y MANIQ Settings ? X
W O Wl (2]
Compounds Library Analysis Reports Compounds Library Analysis Reports
|C:fdatafmaniquanual-demoﬂibrary.mnova | . |C:fdatafmaniquanual-demoﬂibrary.mnova | '
Sel.  1H Page Mame nH  Mol. Mass (g/mol) Sel.  1H Page Mame nH Mol Mass (g/mol)
D v 1 HMDBOO01310 (D-Alaning) 4 89.09 D v 1 alanine. 100.600.1r, 4 89.09
q o 2 HMDEODD0182 (L-Lysine) 9 146,19 Q v 2 lysine. 100.1.1r 9 14619
by @
oK Cancel oK Cancel

Important. When opening a library for the first time, Mnova will show the number of observable protons
(nH) for each molecule, as calculated according to a set of rules. However, it is advised that the user reviews
these values the first time the library is loaded as they are critical to a correct quantification. If required, the
nH values (but also the Molecular mass and Name fields information) can be manually edited by clicking on
each field and typing the new values. After editing, the user must click on the Save button.

o MANIQ Settings ? x
wH® (2]
Compounds Library | Analysis  Reports
|C:;’datafman\quanualdemuﬂibrary‘mnuva | .
Sel. | 1H Page Name nH | Mol. Mass (g/mol)
D v 1 HMDBODO1310 (D-Alaning) | 4 89.09
Q v 2 HMDB0000182 (L-Lysine) 9 146,19
[
OK Cancel
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Note that it is possible to use anything from the entire compound library to a particular selection of
compounds for the analyses. The user can easily check/uncheck the compound rows to include/exclude them
from the analysis, respectively.

Itis also possible to run an analysis of the reference library to detect compounds that can potentially be falsely
identified as components of certain samples by the Direct Peak Search algorithm (further information about
this algorithm can be found in the Analysis tab section). The analysis will generate a list with Expected False
Positives, Possible False Positives, and Unlikely False Positives, as shown in the image below.

wH®

Compounds Library Analysis Reports

C:/Users/Usuario/Desktop/Datasets/By Plugin/MANIQ/DB_file_f .mnova\ I
Sel.  1H Page Name nH Mol. Mass (g/mol) -
o) 7] [q

@
3l
I ’».“ Results

" Expected False Positives

+ 01_caffeine against 41_S_mapb
*02_creatinine against 24_2_fa
v * 04_glucose against 05_lactose
* 05_lactose against 04_glucose
*+07_mannitol against 24_2_fa
Possible False Positives

* 01_caffeine
* 02_creatinine
*03_dms
s « 04_glucose

* 05_lactose

* 07_mannitol
v * 09_procaine

Unlikely False Positives

v « 06_levamisole
« 08_nicotine
I «18_trig
v 21 2cb Ihd
|
v2 Expected false positives

A compound A is labeled as an expected false positive if its peaks are a subset of the peaks of another compound B. If the compound B is present in
the mixture, then A may be confused with B. If B is not detected but A is, then we can be sure that A is present in the mixture.

Possible false positives

| A compound A is labeled as a possible false positive if its peaks are a subset of the combination of peaks from other compounds B, C, ..., etc. If the
compounds B, C, ..., etc. are all present in the mixture, then A may be confused with them. If any of those compounds are not present in the mixture,
then we can be sure that A is present in the mixture when it is detected.

Unlikely false positives

A compound A s labeled as an unlikely false positive f it has a peak not present in any other compound in the library. We can be sure that A is
present in the mixture when it is detected.

2.2.2. The Analysis tab
The Analysis tab is divided into three different sections: Identification, Quantification, and Exclusion Regions.

In the Identification section, there are two preconfigured modes: Compound ID and Spectrum ID. Compound
ID is for mixtures of samples in which the compound signals may be overlapped with those of other
compounds. Spectrum ID, by contrast, is for samples in which only one compound is present. Although it is
advised that one of these two settings be used in the general case, an additional mode called Custom enables
the user to select which method(s) they want to use.
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% Y5 MANIQ Identification Settings ? %
wmH (2]
. v X Mode: Compound ID | - |
Compounds Library Analysis Reports | Limit: 2 compound(s)
| Identification | Use DPS (Direct Peak Search)
Mode: Compound ID L e L Default Chem. Shift Tolerance: 0.2000 ppm -
; ' Labile Chem. Shift Tolerance: 0.4000 ppm -
| Quantification -
FM Match: 0,25 -
Mode: Def3ui =
= e o NP Match: 080 >
Units: mol % - Minimum Score: 0.00 =
| Absolute Quantification Filter Threshold: 0.50 -
Internal Calibrant '#' External Calibrant (FULCON) s 16 compound(s) =
Units: mmol/l - Exdude non-detected regions from quantification
Dedmal Places: 12 Use Cosine Similarity

Exdusion Regions Use 13C Analysis

Min (ppm) Max (ppm) +

OK Cancel Reset
OK Cancel

To date, there are four different identification methods, which can be used separately or jointly:

e DPS (Direct Peak Search). This method matches all the peaks for each compound with the
corresponding peaks in the sample spectrum. If one or more peaks cannot be matched, then it discards
the compound. This is the recommended method for use with mixture samples.

e Cosine Similarity. This method uses cosine similarity to compare the compounds’ spectra with the
sample spectrum, otherwise discarding compounds according to a threshold set by the user.
Additionally, the user can enable Cross Correlation or Align Multiplet Regions Separately to improve
the results in the presence of shift changes.

e Pearson Correlation Coefficient. This method uses the Pearson correlation coefficient to compare the
compounds’ spectra with the sample spectrum, discarding compounds according to a threshold set
by the user.

e 13C Analysis*. This option uses Mnova Verify to compare the 13C spectra associated with the
compounds with the 13C spectrum of the sample (if any). It enables an additional column in the
compounds’ library table. If no 13C spectrum is found for a compound, it will use the 13C prediction
from the corresponding molecule instead. (*Using this method requires valid licenses for Mnova NMR
Predict and Mnova Verify plugins.)

In the Quantification settings, there are two modes: Default and Custom. The first works in most
situations, and uses the f Factor Method, an analysis algorithm internally developed by Mestrelab. The
second allows the user to select which method they want to use, and in the case of the Integral Transforms
Method, there are different settings to choose from. The relative concentrations reported in the results
can be shown in g % or mol %.
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9 MANIQ Settings :
wH» P2

Compounds Library Analysis Reparts

ficati i ?
71 Identification O@ MANIC Quantification Settings f >

Mode: Cusiom L

Mode: Default | - |

| Quantification
S Integral Transforms Method  (#) f Factor Method

Mode: Defzult 'ﬁ' | Integral Transforms Settings

Units: mol % - Integral Transforms Type: Eudidean Distance -

| Absolute Quantification ) —a
Maximum Order: oy =

Internal Calibrant '#®' External Calibrant (PULCOM) 71 Use Model Selection Criterion

LT mmalf - + AIC (Akaike Information Criterion)

Decimal Places: 1 » MDL (Minimum Description Length)

Exdusion Regions

OK Cancel Reset
Min (ppm) Mazx (ppm) +
oK Cancel

You can enable the Absolute Quantification —the units and the decimal places for the returned values can be
configured— but some information needs to be provided for each analysis mode:

e In the External Calibrant mode, the “eretic” file provided by TopSpin must be available inside the
sample spectrum directory.

e In the Internal Calibrant mode, a reference compound must be selected in the Compounds Library
table (the Reference column is enabled once this mode is selected). Its actual concentration must be
specified in the comment field of the sample spectrum, as shown below (this value must be in mmol/l).
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% MANIQ Settings 7 X G MANIQ Settings T X
wH® (2 W ® (2]
Compounds Library | Analysis | Reports Compounds Library | Analysis  Reports
| Identificati
sneaton |C:fdamfmanqumanual-demo,.’llbrary‘mnova | '
Mode: Cusfom o —
Sel. | Ref. | 1HPage Name nH | Mol. Mass (g/mol)
| Quantification D v v 1 HMDBOD01210 (D-Alaning) 4 89.09
Mode: Defoult b & 2 HMDBODDOIEZ (L-lysing 9 146.19
Units: mol %% = )
| Absolute Quantification H
Internal Calibrant (#) External Calibrant (PULCON) |J~l.'|
Units: mmal/| -
Decimel laces: [ B
Exdusion Regions
Min (ppm) Max (ppm) +
oK Cancel oK Cancel
lysine_alanine. 1.fid 50000
0.1M alanine in D20 with SmM lysine + 0.5mM DSS-D6 + 2mM NaN3
Sample #10
RC:85.7833 +45000
RN:HMDB0001310 (D-Alanine)
SW:10000.0 L40000
r35000
30000
25000
r20000
r15000
r10000
5000
. | o

6 15 14 13 12 11 10 9 & 7 6 5 4 3 2 1 0 1 2 -3

On the lower part of the Analysis tab, there is a section where Exclusion Regions can be added to the MANIQ
analysis. As their name suggests, those regions will be completely excluded from the identification and
quantification analyses.
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? x
Compounds Library Analysis Reports
| Identification
Mode: Compound ID el
2 U O Define Exclusio Re ? x [
Ma a
<11 Minimum: 2,3000 ppm g
£ Maximum: 2.7000ppm 5 | )
L OK Cancel I~
o E
Exclusion Regions B}
Min (pprn) Max (ppr) +
-0.1 0.1 -
oK Cancel

2.2.3. The Reports tab

In the Reports tab you can find additional settings, all of which are self-explanatory. You can also export the

default layout template file for using it as basis for your own one. More information about these settings is
available in the corresponding tooltips.

Y MANIQ Settings ? 4

wH» (2]

Compounds Library Analysis Reports

Result Spectrum

Title Format: |Test Sample: 3SAMPLENAME

| Stack Detected Compounds with Test Sample Spectrum
Show Stack as Superimposed
| Use Smart Zoom
+| Restore Cuts from Exduded Regions
Identification
Show Cosine Similarity
Show Pearson Correlation Coeffident
Show 13C Analysis
Export
| Export Results to 150N
+| Export Results to C5V
Copy Compounds Library to the Results Folder

Layout Template

# Use Default Layout Template ﬁ

Use Custom Layout Template

|

| Multiple Page Layout Template

oK Cancel
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3. Running the MANIQ analysis
3.1.Running Mgears

After Mgears and MANIQ have both been set up correctly, you are now in position to run the analysis. To do
this, just click on the Run button in the main Mgears dialog.

% A
'EI Input @ Processing @ Plugins Design E Qutput QSettings

i SQA = b @ MANIQ
Add
MANIQ

4

Remove

+

New
Custom Plugin

Delete
Custom Plugin

2]

MANIQ
Plugin Settings

-

"Resume g Load Settings # Save Settings m Import Settings -~ ﬁ Export Settings ~ @Cancel °Run

A new dialog will then be shown in which the user can watch the progress of the analysis file by file.

Log:
[2022-10-10T08, 17.25] Running Mgears 2.4, 1, 10852 -
-
Estimated Time Left: Calculating. .. . I I .
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3.2.Checking the results

After Mgears has finished the analysis, a new folder will appear in the Output directory configured in the
Mgears settings, named after the date and time of the analysis.

Windows (C:) » data » mgears-results

Mombre Fecha de modificacidn Tipo Tamafio

2022-10-10T08.17.24_MANIG-Analysis-1 10/10/2022 817 Carpeta de archivos

Inside this folder, there are Mnova documents and PDF files containing the analyzed mixture spectra
(assuming the user checked the appropriate options in the Output tab). The actual results of the MANIQ
analysis can be found in the MANIQResults.html file.

Membre Fecha de modificacién Tipo Tamafic

css Carpeta de archivos

data Carpeta de archivos

documents Carpeta de archivos

images Carpeta de archivos

is Carpeta de archivos

pdf Carpeta de archivos
[ 2022-10-10T02.21.12.l0g Archivo LOG TKB
[] 2022-10-10T08.21.12.resume Archivo RESUME TKB
@ MANIQResults.csv Hoja de célculo d... 1KB
B MANIQResults.html Firefox HTML Deoc... GEB
Q{ MANIQResults.json Archivo JSON 3KB
Q{ settings.mgrs Archivo MGRS 3KB

This HTML file includes a table. The rows represent the mixture files, and the columns represent the reference
compounds in the Compounds Library. The results of the MANIQ analysis are shown within the table, where
green indicates that the compound was detected in the mixture, and white otherwise. The values and results
for each identification method used are shown, along with the relative quantification results. If you enable the
Absolute Quantification, the absolute concentrations will also be shown here.

MANIQ Results

Parameters
Parameter Value
Results Directory C:/data/mgears-results/2022-10-10T08.26.49_MANIQ-Analysis-3
Started On 2022-10-10T08:26:49
Completed On 2022-10-10T08:26:57

Detailed Results

Show Al v entries Copy CSV  Columns PDF  Print Search:
# 4 Name Type HMDB0001310 (D-Alanine) HMDB0000182 (L-Lysine)

1 LYSINE_ALANINE DPS (Score)

2 LYSINE_ALANINE Identification (Result)

3 LYSINE_ALANINE Identification (Score)

4 LYSINE_ALANINE Rel. Conc. (%)

5 LYSINE_ALANINE Abs. Conc. (g/l)

Showing 1 to 5 of § entries

Previous Next
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Alternatively, you can view the results from the Mgears Viewer tool that you can launch from the Automation
tab in the Mnova ribbon. To add the results to the viewer, you must press the Load Data button, and choose
the output folder.

The results will be loaded and can be reviewed on a per sample basis. The Well Plate will show each sample
in green if at least one compound was identified, and in red otherwise. In the Results section, several tabs will
show the different partial results for each sample: Identification, Quantification, Cosine Similarity, etc.
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For more details on the Mnova Gears options, please refer to the Mnova Gears manual.
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