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1. INTRODUCTION 

 

Welcome to MestReNova (Mnova). Mnova is the latest Nuclear Magnetic Resonance and LC/GC/MS 
data processing, visualization, simulation, prediction, presentation and analysis software package availa-
ble on the market. This Help Manual introduces you to this new software, ensuring that you can use it 
successfully and achieve good results right from the start. We strongly suggest that you print this manual 
and follow it when first using Mnova, as this will make your introduction to the software very simple and 
painless, and will make sure that you quickly identify all the main functionality in the software.   

Mnova is the natural evolution of our very popular application MestReC. However, it is more than a new 
version of MestReC. Whilst including all the NMR processing and analysis functionality present in Mes-
tReC, it is a completely new development and a completely new concept which will open up a whole new 
range of possibilities when storing and sharing data within organizations, changing the way in which sci-
entists process and report NMR and LC/GC/MS data. Mnova has been designed to make NMR and 
LC/GC/MS both more convenient and more powerful, and to give the user improved results with minimum 
effort. 

The program provides a variety of conversion facilities for most NMR and LC/GC/MS spectrometer and 
chromatogram formats and includes all the conventional processing, displaying, and plotting capabilities of 
an NMR program, as well as more advanced processing techniques with a very user friendly graphical 
interface. To read a little bit more on the main features, and familiarize yourself with the principles behind 
the program, follow this guide. 

 

1.1. FORMATS SUPPORTED 

Here you can see a list of some of the main formats supported by Mnova: 
 
NMR: Bruker Aspect 2000/3000, Bruker UXNMR/XWIN-NMR, Bruker WinNMR, GE/Nicolet, Galactic (*.spc), 
JEOL Alice (.als), JEOL Delta, JEOL EX/GX, JEOL Lambda (.nmfid, .nmdata, .nmf, .nmd), Magritek Prospa 
(*1D, *2D), Old Gemini, Nanalysis RS2D, QoneTech (*.nmr), SIMPSON, Siemens Magneton Vision, 
Tecmag (.tnt), Varian Gemini/VXR from VHelper, Varian VNMR, VARIAN/Chemagnetic Spinsight (data), 
Philips Achieva, Siemens Syngo. 
Other NMR formats: ASCII (.txt), Mnova (.mnova), ZIP (.zip), MestReC (.mrc), NUTS Type 1-3, SwaN-MR, 
JCAMP-DX (.jcamp, .dx, .jdx, .jcm), ACD-Labs (1D), Int 32 WinNMR, LCModel ASCII, Sparky 2D 
 
MS:   
Currently supported formats on Windows 
AB SCIEX Analyst 
AB SCIEX Data Explorer 
Advion  
Agilent ï ChemStation, MassHunter, Ion Trap, OpenLab CDS 
Bruker Compass, Xmass 
Chromeleon 
Empower 
JEOL ï MSQ1000, FastFlight  
MS CSV File  
NetCDF ANDI-MS  
Shimadzu LCMS 
ThermoScientific Xcalibur  
Varian Saturn 
Waters MassLynx   
Waters OpenLynx Report  
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mzXML/mzData  
PerkinElmer Files  
 
Currently supported formats on Mac / Linux 
Agilent ï ChemStation, Ion Trap 
Bruker Compass 
JEOL ï MSQ1000 
MS CSV File 
Waters OpenLynx Report  
Waters ï MassLynx (Mac only) 
mzData and mzXML 
 
ElViS: ASCII (.txt, .csv), JCAMP-DX (.jcamp, .dx, .jdx, .jcm), OPUS (.0, .1,...), PerkinElmer Block Structured 
(.sp), SERSBT (*.meas), Thermo Nicolet Omnic (.spa), Thermo Galactic GRAMS (.spc). 
 

1.2. SYSTEM REQUIREMENTS 

Before installation, please read this chapter. In this section you will find information on which hardware and 
software requirements must be met before you can install Mnova. In any case, it is worth noting that Mnova 
is a multiplatform software which will run alternatively on Windows, Mac OS X, Linux and Unix-like systems. 
From now on, multiplatform laboratories will be able to allow each researcher to work on their Operating 
System of choice, and to seamlessly share data and processing capabilities with other researchers working 
on different platforms. There is no longer a need to have three different software packages, and three dif-
ferent file formats, for different Operating Systems. 
 
The minimum and recommended system requirements for the software are: 
 
Windows 
Mac OS X 
Linux 

1.2.1. WINDOWS SYSTEM REQUIREMENTS 

The minimum recommended configuration for Mnova installation is at least 1 GHz or faster processor, 1 GB 
RAM, a VGA color monitor with 800 x 600 pixels resolution, a compatible mouse and Windows 7 as oper-
ating system. However, ideal system requirements for optimum operation of the software are Pentium 1,6 
GHz or higher CPU with 2 GB or more of RAM memory and Windows W10.  
 
Mnova will not install under Windows XP or lower. The default installation requires about 1,1 GB of disk 
space. 
 
If you are going to install (or uninstall) the program on a Windows system, be sure you have administrator 
privileges, because the installation procedure is going to install several files in your system folders. If you 

don't have such privileges, you won't be able to install or uninstall the program correctly.  
 

1.2.2. MAC OS X SYSTEM REQUIREMENTS 

Mnova requires at least Mac OS X 10.13 

1.2.3. LINUX SYSTEM REQUIREMENTS 
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Mnova requires at least Pentium 1 GHz, 1 GB RAM,  Video Adapter Super VGA (800 x 600) with X Library 

(Xlib). Please, make sure to choose the correct setup file for your Operating System (Debian, OpenSUSE, 
Fedora, Ubuntu, Red Hat Enterprise...) 

2. INSTALLATION GUIDE 

Instructions to Install and Activate an Individual Copy of Mnova: 

 
1. If you are going to install the program on a Windows system, be sure you have administrator privileges, 
because the installation procedure is going to install several files in your system folders. If you don't have 

such privileges, you won't be able to install or uninstall the program correctly.  
 
2. On each host, download the Mnova SETUP file from our website at http://mestrelab.com/down-
load/mnova/. Then, double click on the Mnova SETUP file and follow the instructions as they appear on 
screen.  
 
If you have had a version of Mnova installed previously, the installer will inform you that it is necessary to 
uninstall the previous version of Mnova. Make sure that this version is closed and click OK and then OK 
again to confirm. This will uninstall Mnova from your computer. You will get a message to inform you that 
uninstall was successful: click 'Continue'. 
 
Once you have read and accepted the terms of the License Agreement, click on "Next" and select the 
destination folder where the program files will be placed in your computer. We suggest that you accept all 
the installation defaults. Once you have chosen the Start Menu Folder as prompted by the installer, click on 
"Install". This will install the application on your computer. On completing the installation, it will prompt you 
to select "Finish" to run the application. 
 
Note: if you receive a message telling that you need to enable your Microsoft NET 2.0, please check this tutorial, or 
uncheck the Masshunter provider during the installation. 
 
3. Run the application on each host. The following dialog, notifying you that some licenses (for some plugins) 
were not found, will appear: 
 

   
 
4a. If you want to make a trial, click on the 'Evauate' button to be redirected to a website where you will be 
asked for a few registration details. An illustrative example appears below.  
 

http://mestrelab.com/download/mnova/
http://mestrelab.com/download/mnova/
https://www.groovypost.com/howto/enable-net-framework-2-windows-8/
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Your evaluation license will be generated after having clicked on 'Get a free evaluation license'. 
 
4b. Alternately if you press the 'Buy' button you are again redirected to a web-page where a similar proce-
dure occurs. However, instead of receiving a license right away your registration information and your Host 
ID number are automatically sent to our Sales Department by e-mail. They will handle your purchase request 
and, once the financial formalities are complete, you will receive your license file with installation and acti-
vation instructions by e-mail. 
 
4c. If you have already a license file, click on the 'Install' button and go to the step 8.  
 
5. It will display a window (Step 2/4) to inform you that you will receive an email to confirm your details  
 

 
 
6. Once you have received the email, please click on the link to confirm that you are a human and your 
email address and details are valid. This will display a new window (Step 2) which will allow you to ob-
tain your license file just by clicking on the 'Confirm email and download license filesô button.Save the 
'Evaluation License' file on your disc (Step 3). 
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7. Drag&drop the license files to Mnova in order to activate it. You can also follow the menu óFile/Help/Re-
quest Licensesô and click on óInstall' button.  
 

 
 
9. This will open the 'Select License File' dialog (see the picture below). Navigate on your Windows browser 
until you find the license file (or a .zip file containing several licenses), and double click on it and select it. 
Now you should be able to run the application without receiving an error message dialog. 
 

 
 
 
To install Mnova on Linux: download the Mnova SETUP file from a web address provided by us, and: 
 
 Debian, Ubuntu (*.deb): type from the command line interface:  dpkg -i namefile.deb 
 Other (*.rpm): type from the command line interface: rpm -i namefile.rpm 
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To update Mnova:  
 
 Debian, Ubuntu (*.deb): type from the command line interface:  dpkg -i namefile.deb 
 Other (*.rpm): type from the command line interface: rpm -U namefile.rpm 
 

How to uninstall Mnova? 

 
You can uninstall Mnova from Windows control panel or by double clicking on the installer and selecting 
'Remove' 
To uninstall Mnova on Mac, just move the application to the bin. 
To uninstall Mnova in Linux:  
 Debian, Ubuntu (*.deb): type from the command line interface:  dpkg -r mestrenova 
 Other (*.rpm): type from the command line interface: rpm -e MestReNova 

3. MNOVA 15 

Welcome to Mnova 15 
 
In our case, the fact that this is a commercial release means the following: 
 
1. We have tested Mnova in-house as far as possible to make sure that we deliver to you a version which 

is robust, already of high quality, and which does not present any apparent bugs. However, you may find 
a small number of bugs which we have not yet identified.  Please tell us about any you discover by e-
mailing us at support@mestrelab.com 

 
2. There are some advanced functionalities which will be included in the forthcoming commercial releases, 

but which are not yet in this version. The reason for this is that, in order to bring you the advantages of 
Mnova as soon as possible, we are bringing you the core functionality and more, while we complete some 
advanced and important but less-used functions. As a valued user of Mnova you will be notified the 
moment these additional functions become available as upgrades. As a result of this you may find some 
features which were present in the final release of MestReC, our current application, are not yet imple-
mented into this commercial version of Mnova. A list of such features, together with their planned time of 
inclusion in the software, can be found below. 

 
3. Although we have now released the product commercially, we are, as ever, very interested in your feed-

back, bug reports and implementation suggestions. Please keep this coming, as we plan for continuous 
and rapid improvement of the application, to make forthcoming releases even more in tune with our cus-
tomer needs. 

 

What's New? (click here to read the changelog).  

 
Our plan is to distribute a new release approximately every four months. The functionalities you can expect 
to see added to the software during the intervening period are: 
 

¶ Derivative Processing of Spectra 
¶ GEN-2D NMR, Processing to Improve Resolution in the Indirect Dimension. 
¶ Spectral Editing 
¶ Graphical User Interface Enhancements 
¶ New Analysis tools 
 
We hope that you will find this version of Mnova to be one of the most complete NMR processing and 
analysis tools available in the market, combined with a revolutionary interface and many new, original and 
innovative features. 

https://resources.mestrelab.com/category/changelog/
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During the commercial release periods, we will welcome your feedback, both in the form of bug reports and 
also of implementation suggestions and feedback on current development. Please write with any of these 
to support@mestrelab.com 
 
Thank you once again for your support of our development effort! 

4. FAST VISUAL GUIDE TO PROCESS ROUTINE 1D-NMR DATASETS 

You will find the quinine datasets by following the menu 'File/Help/Download Example datasets'. 
 
Go through the following procedure to process a routine 1D-NMR spectrum: 
 
1. Drag and drop the folder containing the FID file into Mnova to get your spectrum fully processed. If the 
folder contains a .mol file, the molecular structure will be also displayed. (You can also follow the menu 
'File/Open') 
 

 
 

2. If your spectrum is not referenced, you can calibrate it by clicking on the 'Reference' button (under the 

analysis Ribbon)  and then selecting the peak you want to be a reference point. 
 

mailto:support@mestrelab.com
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3. Click on the 'Baseline Correction' icon   to correct the Baseline of your spectrum. 
 
4. To paste the Parameters Table on the spectral window, just follow the menu: 'View/Tables/Parameters' 
and click on the 'Report' icon. Please bear in mind that you can resize any object by just clicking and 
dragging on any border. In this case the spectrum has been resized in order to put the table at the right side 
of the page. 
 

    

5. Apply an automatic multiplet analysis by clicking on the 'Multiplet Analysis' icon . It will apply an 
automatic Peak Picking analysis with solvent and impurities recognition. As you can see in the example 
below the CDCl3 signal has been detected and its peak label appears in red.  
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6. Double click on the multiplet box to normalize the 'multiplet integral' values: 
 

 
 
7. To obtain the multiplet report list just right click on the multiplet box and select 'Report Multiplets': 
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Please bear in mind that you can freely move any Mnova object just by clicking&dragging. In the example 
above we have moved the molecular structure and the multiplet report 

 
8. You can copy the multiplet report to the clipboard by right clicking on the multiplet box and selecting 'Copy 
Multiplets'  (or by selecting 'Copy Text'  on the Multiplet Table) and then paste the report in another document 
just by using Ctrl+V (or Cmd+V in Mac). 
 

  
 
9. Finally, you will be able to save, print or export to PDF, the document by clicking on the applicable icon 
under the 'file ribbon' (or on the toolbar): 
 

 
 
See also: 
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1D Processing Tour 
Fast Visual Guide to process routine 2D-NMR experimental data 

Watch a miniclip on this functionality at this link 

 

5. FAST VISUAL GUIDE TO PROCESS ROUTINE 2D-NMR DATASETS 

(Not available in Mnova Lite) 
You will find the quinine datasets by following the menu 'File/Help/Download Example datasets'. 
 
The procedure to process a 2D-NMR spectrum is very similar with the monodimensional one: 

1. Drag&drop the folder containing the spectral files or click on the 'File/Open' button  and select 
the FID file (or SER file in Bruker) to obtain the processed 2D-NMR spectrum. Mnova will select the pro-
cessing functions for you (FT, Phase Correction, etc) but, of course, you may change and optimize any of 
them and then re-process the data if you wish. 
 

 
 
2. Mnova automatically detects the 1D spectra and use them as external traces of a 2D plot if the applicable 
option is checked under the 'File/Preferences/NMR/Import' menu. 
 
If the 'Auto Attach Traces' option is not checked, you can drag and drop any currently opened 1D-NMR 
spectrum to a 2D NMR dataset in order to get them as traces. Here you can see how the page number 1, 
containing a 1H dataset is dropped to the HSQC to get the horizontal trace: 
 

http://resources.mestrelab.com/1d-1h-nmr-mnova-12-extended-version/
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The same can be done with the page 2 (containing a 13C spectrum) to get the vertical trace: 
 

 
 
Here you can see the result: 
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3. To calibrate your spectrum, just click on the 'Reference' toolbar button  and then select the peak 
you want to be a reference point. Finally, select the desired reference along f2 and then along f1: 
 

 
 
If you have your 1H and 13C NMR spectrum loaded, you can use the 'Absolute Reference' feature to 
reference 2D & C-13, by clicking on the 'Absolute Reference' button of the toolbar (or by following the menu 
'Analysis/Reference/Absolute Reference'): 
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4. Click on the 'Peak Picking' icon   to run a Peak Picking analysis and follow the menu 'View/Ta-
bles/Parameters' to display the 'Parameters Table'. 
 

 
 
5. Then, click on the 'Report' button to paste the table on your page and move it to the right (by click-
ing&dragging). Finally resize the 2D spectrum to get the report below: 
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See also: 
Fast Visual Guide to process routine 1D-NMR experimental data 
1D Processing Tour 
2D Processing Tour 
Manual Phase Correction in 2D-NMR 

Watch a miniclip on this functionality at this link 

6. THE MNOVA INTERFACE 

The Mnova interface has been designed to minimize the learning curve for the new user, by capitalizing on 
familiarity and commonality with some of the most commonly used general software packages on the market. 
The interface consists of a main page window with a menu bar, toolbars, dialog boxes, rulers, active window 
tabs, etc. giving users total flexibility in the organization of their data. With Mnova you will only need a couple 
of mouse clicks to open and process your NMR data automatically. When you first open Mnova, you will 
immediately notice a few things which represent the fundamental graphical principles of the program: 
 

¶ First of all, the software is multipage, à la Powerpoint. 

¶ The Mnova Graphical User Interface is based on the 'What You See Is What You Get' principle 
(WYSIWYG). 

¶ The Mnova graphical engine makes extensive use of the anti-aliasing technique to produce very high 
quality spectral plotting. 

¶ The program includes a powerful Undo/Redo mechanism within a standard toolbar. 
 
In a few minutes you will gain a good command of the most powerful and modern tools provided by Mnova, 
such as: 
 

¶ One single command to open and process FIDs in any file format 

¶ Powerful drawing tools with advanced text editing capabilities. 

http://resources.mestrelab.com/mnova-2d-nmr-processing-a-quick-introduction/
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¶ Cutting tool to exclude uninteresting regions from the spectrum. 

¶ Powerful scripting engine. 

¶ Molecular viewer with assignment capabilities. 

¶ Prediction of 1H, 13C X-nuclei NMR from chemical structures. 

¶ And much more... 
 
See also: 
Multipage Software 
Working on a single page 
Zooming 
Cutting 
Undo & Redo 
Graphics & Annotations 

6.1. MULTIPAGE SOFTWARE 

The Mnova interface is designed to look and feel like MS PowerPoint. We think that the great majority of 
people in science are familiar with this presentation and reporting software, and that making our program 
behave in a very similar way to Powerpoint will ensure that even new users find it very easy to work with 
from the very start. 
 
The first thing you will notice is that the software is Multipage, and incorporates a page navigator, which 
is placed, by default, as a column on the left hand side of the screen. 
 

 
 
The Mnova document is a Multipage Document. This means that all pages within a single document will 
be saved as a single document. This will allow you to keep, for example, different experiments for a certain 

sample (1H, 13C, homonuclear and heteronuclear 2D correlations) as a single, unified document. 
 
If the Mnova document is huge and contains several pages, you can save only some of the pages, by 
selecting them in the page navigator and following the menu 'File/Saves as/MestReNova Pages (*.mnpag)' 
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If you want to merge different Mnova documents into the same one, follow the menu 'File/Open/MestReNova 
Pages (*.mnpag)' to select the desired documents to be merged. 
 
The active slide is highlighted in the page navigator, and will appear in the main paper area of the document. 
This is the page to which all selected operations will be applied. You can choose the desired spectrum just 
by clicking on it on the page navigator or by following the menu 'View/Previous or Next Page'. In the same 
way, if you have highlighted any spectrum in the page navigator, you can move to the previous or the next 
spectrum by using the up or down arrow keys. 
 
There are a number of things you can achieve by working on the page navigator: 
 
V You can alter the order of the pages by left clicking on a page, dragging it and releasing the mouse to 

drop it at the desired position.  
V You can Create a New Page by selecting 'Home/New Page', by right clicking on the page navigator 

window and selecting 'Create New Page' or by holding <Ctrl>+M (or Cmd + M in Mac). 
V You can Delete an undesired spectrum by 'Home/Delete" or by right clicking on the spectrum or on the 

page navigator and selecting 'Delete'. A selected spectrum can also be deleted using the 'Del' key. 
V You can select more than one page by holding the <Ctrl> key (or Cmd in Mac) whilst clicking on the 

desired pages. When more than one page is selected, all operations (zooming, cutting, processing, etc.) 
will be applied to all selected pages.  
V You can copy a page to the clipboard by pressing the <Ctrl> key (or Cmd in Mac) and then left clicking 

on the desired page, then dragging and releasing it whilst still holding <Ctrl> (or Cmd in Mac). Of course, 
a page can also be copied by selecting it and then choosing 'Home/Copy', or <Right Click> and then Copy 
or by using the keyboard shortcut <Ctrl+C> (or Cmd+C for Mac). Any of these methods can be followed 
to copy one or several pages at a time, depending on what is selected when applying these operations. 
V Conversely, a page or several pages can be pasted by using 'Edit/Paste', or <Right Click> and then Paste 

or by using the keyboard shortcut <Ctrl+V> (or Cmd+V for Mac). 
V Finally, you can hide or move the page navigator, by clicking on the boxes highlighted on the picture 

below (or by following the menu 'View/Pages').  
 

 
 
In order to navigate from one page to the other, you can use the page navigator or the arrows controls 
shown in the picture below (you will also find them at the right down corner of the spectral window): 
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From the 'Home/Page' ribbon, you can also move the page up and down and to the top and bottom. You 
could also use the applicable shortcuts: 
 

¶ Move Page Up: Ctrl+Shift+Up 
¶ Move Page Down: Ctrl+Shift+Down 
¶ Move Page to Top: Ctrl+Up 
¶ Move Page to Bottom: Ctrl+Down 

 
You will be able to show the page navigator by clicking on the last button of the picture below: 
 

 
 
You can edit the title of the spectrum shown in the page navigator by right clicking on it and selecting óEdit 
Page Titleô or by following the 'Edit or Home menu': 
 

 
 
You can include headers or footers to any page by using the applicable feature from the 'Home' ribbon: 
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From here, you could also include your signature: 
 

 
 
Keep in mind that the documents are signed when saving (to a mnova file), so nothing will appear in the 
header until the document is saved. Also to be strict with the actual status of the signature, the signature 
fields will be empty too if the document has been modified since the last save. This means that if we, for 
instance, want to report the document as PDF including the signature header/footer, we must save the 
document as an mnova document first and then print to PDF the unmodified version of the document. 
 
Mnova documents can also be exported as JCAMP format by following the menu 'File/Save As' and select-
ing the applicable format from the scroll down menu. 
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6.1.1. WORKING ON A SINGLE PAGE 

Whilst Mnova is a multipage document, it also allows you to have several objects (e.g. spectra) within a 
single page. The easiest way of placing two spectra on the same page is to simply select one of them, copy 
it ('Edit/Copy', <Right Click> and Copy or <Ctrl+C> (or Cmd+C for Mac)) and then paste it directly on the 
desired page (Select the desired page and press 'Edit/Paste', <Right Click> and Paste or <Ctrl+V> (or 
Cmd+V in Mac)). 
 
Note that the active object is highlighted with green squares (in the green circle in the figure below). Any 
Mnova object can be resized and moved by just clicking and dragging on the corner boxes or on the object 
respectively. Note also that any other objects selected but not active will be highlighted with white squares 
(in a blue circle in the figure below) (To select more than one object, hold the <Ctrl> (or Cmd in Mac) key 
while clicking on the desired objects. To select all objects on a page, just choose 'Edit/Select All' or the 
keyboard shortcut <Ctrl+A> (or Cmd+A in Mac). 
 

 
 
Once more than one object (spectrum or otherwise) has been placed on the same page, it can be manipu-
lated and placed on the page by using the scroll menu shown in the figure below, accessible via the 'Ar-
range' icon:  
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This scroll menu will allow you to Bring to Front or Up, Send Down or Back, Align Left, Right, Top and 
Bottom, to Center Horizontally or Vertically (applying this last operation with multiple objects selected will 
Superimpose them), to center the object one page, to distribute the centers and gaps and to tile the objects 
or the spectra. Of course, you can move the spectrum selected in a given direction using the arrow keys of 
your keyboard. Remember that multiple objects must have been selected for these commands to work 
effectively. You can also superimpose several spectra by using the 'Superimpose' feature. 
 

 

Utilities  
 
The superimpose option is very useful when attempting to identify a known com-
pound present in a complex mixture or when comparing similar compounds. 

Any operations applied to the active object will also be applied to the other selected objects (zooming, 
panning, cutting, processing operations, etc) as was the case with multiple pages selected. 
 
If the Mnova document is huge and contains several pages, you can save only some of the pages, by 
selecting them in the page navigator and following the menu 'File/Saves as/MestReNova Pages (*.mnpag)' 
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If you want to merge different Mnova documents into the same one, follow the menu 'File/Open/MestReNova 
Pages (*.mnpag)' to select the desired documents to be merged. 

6.1.2. GRAPHICS, ANNOTATIONS AND SIGNATURES 

Mnova has the most powerful graphics and annotation capabilities available in any NMR software. Most of 
the annotations and drawing available in MS Powerpoint are available in Mnova via the graphics toolbar 
placed by default at the bottom of the screen, below the page navigator and the document area. The soft-
ware supports Rich Text and so a wide range of fonts and font embellishments (sub- and superscript, bold, 
italic etc) are available. 
 
Mnova  can import objects such as molecular structures using 'Home/Insert Object' while images may be 
embedded using the standard Windows Copy and Paste tools. 
 

 
 
You can draw a curved arrow, line, a rectangle, an ellipse or a polygon by following the menu 'Home/Draw-
ing' or by using the graphic toolbar, as you can see below. Once you have selected the object you want to 
draw, hold down the left mouse button in the spectrum display and drag the cursor over the area where the 
line or shape is to be drawn. Once created the line/shape may be moved, rotated and resized by selecting 
it and using the object's moving, sizing and rotating "tabs". You can also choose the fill color (light grey as 
default) as well as the colour and linewidth of the border of the object (black as default). Text may be added 
to the document in much the same way (T is the shortcut). The text can be aligned (right or left justified or 
centered) and you can select the text features Bold, Italic and Underline, sub-and superscript and the font 
(color, type and point size). 
 
 

      
 



MestreNova Manual  Page33 

Please note that if the 'text or drawing box' is completely inside in the spectral window (and not in contact 
with the scales or similar), it will be moved with the spectrum zoom in. If it is outside, or partially outside, 
then it will be kept when zoom in (for example): 
 

 
 
However you could add annotations or any other object as a child item of a spectrum (or any other object). 
Therefore when making a transformation (move, scale or rotate) of the parent item, their coordinates get 
also transformed. This is also happening in the layout template document. 
 

 
The first command will allow you to set the (selected items) children of the active item. The second button 
will allow you to clear children items and the third button will allow you to toggle the child type. 
 
From the annotation toolbar, you can also sign documents, so we can grant that the document was created 
by owner. 
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The button "Add Signature" will allow you to sign a document with an existing identity. If you don't have any, 
a message is shown and you get redirected to the Identities dialog (also accessible via "Show Identities" 
button). From here, you can add new identities, import/export/remove identities (public or private). These 
identities will go to "My Identities" (with private part) or to "Known Identities" tab (no private part). Documents 
Identities tab shows all identities used each time a document was saved.  
 

 
 
The button "Remove Signer" allows you to remove the sign from a document so that the next time the 
document is saved, the sign is removed. 

When loading a document it is possible to see the status of the sign in the status bar: 
- first icon: current signer (available or not) 
- second icon: signed document (signed or not, valid/invalid, trusted/not trusted). If you double-click it the 
Identities dialog is opened. 
 

 

When receiving a signed document, you can see the sign in "Documents Identities", select the identity and 
click "Trust" to add it to the "Known Identities" list. 

Mnova allows you to add several signatures, so each user can sign the document at any time. 
 
You can display your signature as a header/footer in your Mnova document, by following the menu 
'Home/Page Header/Footer' 
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Keep in mind that the documents are signed when saving (to a mnova file), so nothing will appear in the 
header until the document is saved. Also to be strict with the actual status of the signature, the signature 
fields will be empty too if the document has been modified since the last save. This means that if we, for 
instance, want to report the document as PDF including the signature header/footer, we must save the 
document as an mnova document first and then print to PDF the unmodified version of the document. 

6.2. DATA BROWSER 

As you know, you can load datasets into Mnova just by dragging&dropping the folder(s) containing the raw 
data. Alternatively, you can just load the FID by following the 'File/Open' (Ctrl/Cmd +O as a shortcut) and 
since Mnova 9.1.0, you could also use the Data Browser to load your datasets, just by double clicking on 
the applicable folder (or by dragging&dropping): 
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If the Data Browser is not displayed on your screen, just follow the menu 'View/Panel/Data Browser'. 
 
You can register several data locations just by clicking on the applicable button or by dragging and drop-
ping (into the browser) the folder containing the datasets: 
 

 

These data locations are the same as in "File/Preferences/General/Open&Save/Open Locations".  

The data browser will handle all spectral and molecule formats from all vendors, but the user will be enti-
tled to filter some of the formats: 



MestreNova Manual  Page37 

 

In case of Bruker datasets all openable data will be listed in the tree view: fid and all 1r's or ser and all 
2rr's. The spectral titles will be shown directly in the panel and also be available as tool-tips. Hovering the 
cursor over the spectra folder or fid/ser file related will display some information. In case of Bruker files, 
the parm.txt file is shown as tooltip. In case of Varian files, the content of Comment field will be displayed. 

 

At the bottom of the Data Browser you will find a 'search feature' that will work with wildcards and strings 
in the same way. For example, you will get the same result by typing ".mol" or "*.mol" in the search cell, 
and both searches take equal time: 
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6.3. INTELLIGENT NMR CLIPBOARD 

The clipboard is for sure one of the most useful features in any modern Operating System and it is used for 
short-term data storage and/or data transfer between documents or applications, via copy and paste oper-
ations. Any modern application should support clipboard operations and, of course, Mnova is no exception. 
However, Mnova goes one step further compared to other applications as I will try to show in this post. 

 

Following the same principles as standard Office applications, with Mnova you can copy any object (e.g. 
spectra, molecules, etc) into the clipboard and paste it either in Mnova (for example in a different page) or 
in any other application such as MS Office. The peculiar thing is that once a spectrum has been transferred 
to the clipboard (via Ctrl/Cmd+C), you can ópasteô it into another spectrum. Several examples will illustrate 
this feature. 
 
Example #1 

You have processed a spectrum and integrated carefully in order to quantify some signals of interest. Next 
you realize that you also want to integrate a different spectrum but using exactly the same integral regions 
as those in the first spectrum. There are several ways to do that in Mnova, but a very simple one involves 
copying the first spectrum into the clipboard and then selecting óPaste Properties/NMR Integralsô from the 
Edit (or Home) menu. You can paste these integrals either to a single spectrum or to a bunch of selected 
spectra (or pages). The same can be used for the peaks 



MestreNova Manual  Page39 

 

The same can be done with the multiplets. 

The paste option takes into account if both spectra have compatible nucleus, so if a 1H is copied, the inte-
grals/multiplets will be pasted in another 1H but not in a 13C.  

When the spectra have compatible nucleus but different dimensions, the pasting is done as: 

- If the copied spectrum is a 1D and the pasted spectrum is a homonuclear 2D, the new 2D region is created 
by taking the 1D range for both dimensions. 

- If the copied spectrum is a homonuclear 2D and the pasted spectrum is a 1D, the new 1D region is created 
by taking the horizontal range of the 2D region. 

- If the copied spectrum is a heteronuclear 2D and the pasted spectrum is a 1D, the new 1D region is created 
by taking the range corresponding to the dimension with the same nucleus as the 1D spectrum. If the spec-
trum is a homonuclear 2D, the new 2D region is created by taking the range corresponding to the current 
nucleus for both dimensions. 

If the copied spectrum has multiplets but no integrals, the option Paste NMR Integrals is enabled (it will copy 
the integration regions of the multiplets). And the same, if the copied spectrum has integrals but no multiplets, 
the option Paste NMR Multiplets is enabled (it will copy the integration regions). 

Note: when the copied spectrum is 1D and pasted spectrum is 2D, new regions will be created with all 
possible combinations of the 1D regions (if N 1D regions, then N 2 2D regions). In the case of integrals; all 
the resulting integrals will be pasted, but in the case of multiplets only the resulting multiplets with peaks will 
be pasted. 
 
Example #2 

You have customized the graphical properties of a spectrum (e.g. fonts, colors, grid, etc) and you find that 
you want to rapidly apply the same graphical settings to another spectrum. Once more, this is very easy 
with the clipboard: copy the first spectrum (Ctrl/Cmd+C) and then select the target spectrum and issue 
command óPaste NMR Graphic Propertiesô.  

See also this blog post 

Example 3 (NMR Peaks & Snap) 

When copying the peaks to a new spectrum, Mnova has an option to automatically snap the peaks to its 

nearest peak. A peak that would be automatically picked using the current peak picking threshold. For this 

http://nmr-analysis.blogspot.com.es/2014/01/copy-paste-nmr-spectra-this-is-just.html
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option, the user is able to define a chemical shift window (the maximum chemical shift changes expected in 

f1 and f2).   

 

 

Mnova also allows the user to click-drag and move a peak label to a new location, by using the 'Move 

Peaks' tool under the Peak Picking menu. 

 

Example 4 (Zoom&Cuts) 

This option will be used to copy the zoom and cuttings from one spectrum to another (or others). The 
same concept can be applied to blind regions 
 
Example 5 (NMR assignments) 
This feature will copy the assignments from one molecule to another. The mechanism will be: Ctrl/Cmd+C 
in the assigned molecule, followed by clicking on the new molecule and applying 'Edit(Home)/Paste Prop-
erties/NMR Assignments' command. Please bear in mind that the numbering of the common parts of both 
molecules must be the same. 
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Another way would be to just copy&paste the molecular structure with the assignments and make the 
structural changes in one of the molecules. 
 
Example 6 (NMR Fit Regions) 
This feature will be useful to paste the line fitting regions and peaks from one spectrum to another. One 
you have applied the Line Fitting over the first spectrum, you will only need to 'Ctrl+C' and follow the menu 
'Home/Paste/NMR Fit Regions'. A new dialog box will be displayed with the options below: 
 

 
 
 - The Regions option pastes only the regions and fulfill them with an automatic peak picking. The regions 
are bounded to the current spectrum's range. 
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- The Regions & Peaks option pastes the regions and their peaks, exactly as they are in the copied spec-
trum (same Shift, Height, Width, and L/G). 

- The All option pastes the regions, peaks and locks, exactly as they are in the copied spectrum. 

- The Apply Fitting option executes the fitting of the regions after pasting them. 

6.4. PROPERTIES 

Properties: Mnova will allow the user to customize nearly all the attributes of the spectrum. The user can 
select the properties of the spectrum by following the menu 'Home/Properties' or by pressing the right mouse 
button on the spectrum and selecting 'Properties' from the pop-up menu. 
 
From the metadata tab, you can add hyperlinks to include websites, files or email address: 
 

 
 
You can see in the pictures below the geometry and the Spectrum properties of a 2D NMR experiment. 
 

 
 
From this set of tabbed pages you can change, for instance, the spectrum's geometry (position, angle, size), 
the traces size, the 'Background', the 'Line-Style' (line, crosses or circles), the 'Line Colour' and the 'Line 
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Width'. Bear in mind that a 'Line Width' of zero indicates a cosmetic pen. This means that the pen width is 

always drawn one pixel wide, independent of the transformation set on the painter. In 2D NMR spectra, you 

can set the legend, the number of contours, ploting method, show traces and customize the palette. The 
user can also set the scales' properties, change the grids, the aspect of the axes and margins or the units 
(ppm, Hz, points, seconds), for a more convenient representation of the spectrum. You can change the color 
of the spectrum background to suit your eyesight, your working hours, or your mood. Enjoy complete free-
dom on how to present your data! Transparency is also supported! Here you can see an example: 
 

 
 
Check the 'Title' box of the 'Spectrum/Common' properties to show the title on your spectrum. You can 

select the position/alignment/offset of the title and also to customize the format by clicking on this icon . 
This will display a dialog box where you will be able to add 'Line Breaks', desired 'Parameters' of the Pa-
rameters Table e.g. (Title, Comment, Solvent, Owner, etc). From here you can also select the Name, Di-
mension, Max Length or Position. You can also add any 'Path' (with the capability to select the Level, Max 
Length or Position) or the 'Spectrum Number', just by selecting it on the 'Available Macros' panel and clicking 

on this icon  to add it to the title. Finally click on OK. 
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Here you can see an example where we have changed the font of the title and added several parameters 
(Title, Solvent, Comment, Pulse Sequence and Temperature) to the title of the spectrum: 
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 The user will be able to select the desired 2D spectrum palette and also customize his own palette by 
selecting for example 'Custom 1' in the 'Palette scroll down menu and then clicking on the 'Palette Editor' 

button  to display the '2D-Spectrum Palette' dialog box, where the user will be able to customize the 
desired palette (Name, Level Growth, Colors, Number of Levels, etc..). You can select the number of the 
positive and negative contours and also the scaling (in the 'Properties' dialog box) as you can see in the 
picture below: 
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If you want to obtain monochrome printouts different with the ones that already exist in the Palette scroll 
down menu, please follow the procedure below to create a palette in pure black with no grayscale: 
 

1. Run Mnova and load your 2D-NMR spectrum. 

2. Double click on the spectral window to open the óProperties dialog boxô 

3. Select óCustom 1ô on the óPaletteô scroll down menu 

4. Click on the óPalette Editorô button (just at the right side of the scroll down menu) 

5. Select óGrayscaleô on the óTemplateô colours scroll down menu 

6. Click on the óGenerateô button 

7a. If you have 10 levels, check the 10th level of the palette and then click on the light-grey rectangle (just 
at the left side of the check mark) and select the black colour. Finally click on óOKô buttons. 



MestreNova Manual  Page47 

 

7b. If you have 20 levels, do the same with the 20th level and so oné 

For further information, please take a look a this video 
 
Letś take a look at another situation:  how to make all positive contours a scale of greens and all negative 
contours a scale of blues?  
 
In this case, you will only need to select in the '2D Spectrum Palette' dialog box the first and the last colour 
of the positive peaks and the same for the negatives. For example, imagine that you have 10 positive con-
tours, then you will need to select the colour of the contour 1 as 'dark green' (for example) and then check 
the applicable mark at the right side. Finally, select the colour of the contour number 10 as 'light green' and 
check the mark. Do the same for the negative peaks; in this case the contour number 11 will be 'light blue' 
and the number 20 will be 'dark blue'. Please take a look at the screenshot below for further information. 
 

http://vimeo.com/9579378
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You can see below an expanded signal after having applied the resulting palette (obtained in the previous 
step): 
 

 

 
You can change the colours of the 2D overlaid spectra by following the above procedure (but changing the 
colours). You will find below two overlaid spectra with different colours (one red and the other purple). Please 
bear in mind that you can move from one spectrum to another (in the overlaid) by holding down the 'Shift' 
key and using the arrow keys (or the mouse wheel): 
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Of course, you can also make your 2D spectrum with a single color (no ramp). Once you are in the 'Palette 
Editor' dialog box, double click on the coloured rectangle of the level number 1 and select the desired colour, 
do the same with the level number 10 (bear in mind that you select the same colour) and uncheck any other 
key mark that could be in the other levels: 
 

 
 
You can change the 'Scale Properties': 
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From here the user can change the properties of the horizontal and vertical scales: 
 

 
 
The user can include the spectrum title (the title set previously on the spectrometer at acquire time) on any 
axis label by typing '$t$' in its applicable edit box. Bear in mind that, Mnova will only show the first line of 
the original title. This title appears by default on each page of the page navigator. 
 
Hovering the cursor over the label edit box will reveal other commands for including information on the axis 
label, such as: $u$ = Lowercase Units; $U$ = Uppercase Units; $d$ = Lowercase Dimension; $D$: Upper-
case Dimension; $e$ = NMR Experiment, or $1n$ = Observed Nucleus (e.g. 1H, 13C...). 
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You can select the Maximum significant digits and the number of Primary and Secondary tics of the scales 
and to select the position of the scales. 
 
The user will be able to save his/her own properties just by clicking on the Save Properties' icon. The Saved 
Properties will be opened by clicking on the 'Load Properties' icon. You can set the current properties as 
default by clicking on the 'Set as Default' button. Clicking on the 'Restore' button, will restore the predefined 
properties. 
 
The user can also modify many other features such as the parameters and properties of the peaks or inte-
grals. We will not go into further detail here since all the property pages should be self-explanatory and a 
description of each one can be found in its applicable section of this manual. 
 
The text boxes will also have its own 'Properties', even we can add text properties to the page items and 
edit them by selecting the 'Metadata' tab: 
 

 

6.5. PREFERENCES 

Following the menu 'Edit(or File)/Preferences' ('MestReNova/Preferences' in Mac), you will be able to 
change the options of the Mnova interface, plugins, NMR. mass, molecule, scripting and drawing tools. 
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To keep the preferences in your registry, just click on the OK button. Once you have them in your registry, 
you can export them by using the Save button, which includes a scroll down menu to export all settings as 
an .ini file. 
 
From the General Preferences, you will be able to choose between large or small toolbar icons. 
 
'Antialiasing': This is the technique used to minimize the distortion artifacts known as aliasing when repre-
senting a high-resolution signal at a lower resolution.  

Aliasing is an effect that causes different continuous signals to become indistinguishable when sampled. 
Aliasing also refers to the distortion or artifact that is caused by a signal being sampled at high resolution 
(on the spectrometer) and then rendered on the PC video-display at lower resolution. 

The 'Antialiasing' is checked by default in Mnova. 

Vertical Tabs in Dock Areas: it will display the tabs vertically in the dock widgets (useful when having a lot 
of dock widgets opened in the lateral dock and most of the tabs displayed horizontally are not visible): 
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Language: Chinese, English, Japanese, Russian and Spanish versions of Mnova are currently available. 
 
Theme: it will allow you to select between the ribbon interface (modern) or the classic one. 
 
OpenGL Engine: These libraries will be used by the 3D molecule panel. The options are listed below: 

¶ Preferred: It's the default, leaves Qt to choose one in behalf of you. 
¶ Native: It uses the native OpenGL Windows drivers (It usually means the drivers provided by the 

graphics card vendor and hardware accelerated) 
¶ ANGLE: It uses the ANGLE - Almost Native Graphics Layer Engine which is a engine which trans-

lates OpenGL ES API to DirectX (usually better supported). 
¶ Software: It uses a Qt's software implementation of OpenGL. 

 
Mouse Scroll: The 'Modify Intensity Scale' enables/disables changing the spectra intensity/threshold via 
the mouse wheel. It also allows to enable it but requiring that the Alt key is pressed. 
The 'Event Buffer' will only affect to high sensitive mouses/trackpads (Like the magic mouse and magic 
trackpad from Mac) in any other device the change of this setting won't affect. It sets the event buffer size 
(or even disable it). 
 
Check the license box to display the licenses status information in the right down corner of Mnova GUI. 
 
Print&PDF Exporting: From here you can select the PDF export resolution or the use of polylines when 
printing. 
 

https://github.com/google/angle
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Metafile exporting/copying: By default the option is checked and the text will be drawn by the GDI+ engine 
natively as text. If the option is unchecked then the GDI+ engine will draw the text as paths. 
The differences between both options are: 
With the native text drawing option, the resulting metafile could be slightly different from what you see in 
Mnova due to differences on how GDI+ renders text. 
With the other option, the text should be shown exactly as Mnova shows, but the texts objects in the meta-
file aren't no more text objects, they are vector graphics objects, so user couldn't edit the text by typing/de-
leting characters 
 
Updates: Use this dialog to select the interval to check for the new Mnova updates. 
 

 
 
Memory: 
If you work with huge datasets, in order to avoid memory issues, you can uncheck the memory options to 
be able to copy your spectra to clipboard or to disable the Undo feature. 
 

 
 
Open&Save: to set one or more locations as default open/close directories. A document can be saved as 
pdf in one of these default directories (via 'Save As' and choosing the pdf filter). The default open and 
save directories can be accessed via File/Open from Location and Save to Location. 
 

 
 
From here you could also select the 'Auto Save' interval. By default Mnova will create save documents 
every 5 minutes and keep them at the %APPDATA%\Mestrelab Research S.L\MestReNova\AutoSave 
folder. 



MestreNova Manual  Page55 

 
Log: to specify the log file and log's level: 
 
¶ Minimal - lv 1 -  messages( -1), errors(0)  
¶ Normal (recommended) - lv 2 messages( -1), errors(0), warnings(1)  
¶ Detailed - lv 3 messages( -1), errors(0), warnings(1), info(2)  
¶ Diagnostic (experts) - lv 4 messages( -1), errors(0), warnings(1), info(2), debug(3) .  

 
This option is disabled by default: 
 

 
 
JCAMP: options to save the datasets as JCAMP format: 
 

 
 
The format "PACKED" to save the data points in JCAMP was added as defined in JCAMP 4.24 section 
5.2. This format will not compress the data, it will save the data points as text so the resulting file will be 
bigger than using the "SQUEEZED" format but, keeping the original dynamic range between saves. 
 
You can decide the real point precision (by default 20) when saving the file with the capability to save or 
not the NMR Spectra as real only (by default true).  
 
From the 'Plugins Preferences' dialog box, you will be able to ignore any plugin, which will be very useful 
in the case of concurrent (floating) licenses, in order to 'liberate' the license of those plugins which will not 
in use.  
 
In any case, please bear in mind that Mnova allow users to only take the plugins they are using as op-
posed to the plugins which are installed. 
 

https://iupac.org/wp-content/uploads/2021/08/JCAMP-DX_IR_1988.pdf
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Click on the 'Import' button to select the desired options to load your processed NMR spectra (1r, 2rr, etc) 
instead of raw datasets (fid, ser, etc) or even the time domain raw data (original FID): 
 

 
 
When adding a rule, you can set condition(s) in order to make an action. This condition(s) can be ñmatch 
allò, ñmatch anyò or ñmatch noneò. By default ñmatch allò is selected. 
 
You will have the option to apply a processing template after having loaded the processed NMR spectrum. 
 
From the 'NMR Preferences' dialog box, you will be able to select the mode of the '2D palette mapping' 
(default, absolute and dynamic), the contour drawing mode (Fast, Fast Quadtree and High resolution) and 
the default threshold factor (useful for 2D plots). 
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The Simplified Baseline Drawing box will draw the baseline of spectra with less noise ("simplified" noise) 
so they will be plotted faster. It will be useful for stacked plots (of 1D and 2D spectra). 
 
From this dialog box, you will also be able to select threshold of the limit of the number of points showed in 
the spectral window. For example if your spectral window has less than 128 points (and you have this op-
tion checked), you will see the points (as crosses) drawn on it; as you can see in the picture below. If the 
spectral window has more than 128 points, you will see the spectrum as usual. 
 

 
 
From this Preferences menu you can also select the GSD display resolution factor.  
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The GSD peaks extend over all the spectra but when drawing we are cutting the display at some point to 
speed up the drawing. By default Mnova uses the peak width by a factor to "cut" the peak display. This 
behavior is the default one but is optional. The user will be able to change it in the preferences (NMR tab) 
just by checking "GSD Peaks Display Resolution Factor". And if it's checked you can adjust the factor (10 
by default) to be multiplied by the width. 
 
From this menu, but selecting the Import tab, the user can select the option to import the apodization, zero 
filling, linear prediction options from the spectrometer and also the default phase correction method (Im-
ported or Automatic). From here you can also select to apply automatic baseline corrections, apodization, 
absolute reference, fit to highest compound, VnmrJ DEPT processing or pureShift FID reconstruction : 
 

 
 
Note about Apodization: 
1. Import Apodization ON, Apply Automatic Apodization OFF: Mnova tries to import apodization parameters. If no apodi-
zation is imported, no other apodization is applied. 
2. Import Apodization OFF, Apply Automatic Apodization ON: Mnova applies an automatic apodization to each type of 
spectra. 
3. Import Apodization ON, Apply Automatic Apodization ON:  Mnova tries to import the apodization parameters, but if 
no apodization is imported, automatic apodization is applied.  
4. Import Apodization OFF, Apply Automatic Apodization OFF: no apodization is applied in any case. 
 
If the the 'Auto Attach Traces' box is checked; the 1D spectra of the document will be used as projections 
of a 2D. 
 
Under the 'Processing' tab, you will have a preference to use multiple CPU cores to speed up the 'pro-
cessing&analysis' of stacked spectra. 
 
Selecting the 'Save' tab will allow you to compress the data on storing. From this tab you will be also able 
to select if you want to keep the real part only or both imaginary and real parts when saving an NMR spec-
trum into an Mnova document. 
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From the same dialog, you can select the options to export your spectra as .json files (from the 'File/Save 
As' dialog). You will have the capability to export the FID or the processed spectrum (or both). You can 
export the peaks, multiplets, integrals and imaginary data in 'Base64' (faster but not human readable) or 
'Numeric' (slower but human readable) format. 
 
From the 'Mass Preferences', the user will be allowed to select the saving options (item only or item+da-
taset). When the option 'Synchronized chromatogram's Time Scale' is selected, you will be  able to zoom, 
pan and cut to all showing chromatograms. You will find also an option to fit to height after zoom (selected 
by default). When this option is checked, a fit to height is applied after making a horizontal zoom in a mass 
spectrum or a chromatogram. In case of the other zoom modes (vertical or in both dimensions), a fit to 
height is never applied. 
 

 
 
From the 'Molecule Preferences', you will be able to save the numbering when you export the molecule 
to a .mol file (via File/Save as'), 'import molecule styles' (when you paste special) and auto-renumbering 
on importing or joining fragments: 
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From the 'Scripting Preferences', you will be able to select the scripting folders and also to create events 
to run script events by default: 
 

 
 
From the 'Drawing Tools Preferences', you will be able to select the exporting 'Resolution' and 'Quality' 
of the graphics and also the resolution of the image copying: 
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6.6. RIBBON CUSTOMIZATION 

Mnova allows you to customize the ribbon by following the menu: 'Options/Customize' (on the top right 
corner) or by right clicking on the toolbar and selecting 'Customize': 
 

 
 
From here, you will be able to customize the 'Quick Access Toolbar' or the selected  Ribbon by using the 
add/remove buttons. 
 
Letś see how to add the 'Clean Analysis' feature to the 'Stacked' ribbon.  
 
- Select the 'NMR' command to locate the 'Analysis/Clean Analysis' tool: 
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- Next, find the 'Stacked Ribbon' on the right panel and click on the 'New Group' button.  
 
- Click on the 'Rename' button to type the desired name. 
 
- Finally, click on the 'Add' button to include the Clean Analysis feature to the Stacked ribbon: 
 

 
 
 
You can use the up&down arrow buttons to move the button along the ribbon. 

6.7. VIEW RIBBON 
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This ribbon contains zoom in modes, crosshair, 3D NMR viewer, tables and layout templates features. 
 

 

6.7.1. ZOOMING 

A number of ways of zooming are available in Mnova.  
 

 
 
The most common type of zooming in spectroscopy applications is the 'Zoom In' mode. This mode can be 
entered by following the menu 'View/Zoom/Zoom In' or by using the 'Zoom In' icon on the toolbar. 
 
In this area, Mnova presents a significant innovation, allowing the user to apply 'horizontal', 'vertical' and 
'box' zooms, as illustrated by the figures below. 
Horizontal Zoom. Click the 'Zoom In' icon on the toolbar (or press <Z> key), hold down the left mouse 
button on the spectrum display and drag the magnifying glass cursor (with a red horizontal segment) across 
the area you want to zoom in to; a highlighted rectangle indicating the new spectral region to be displayed 
once the mouse is released, will follow the cursor.  Use 'Undo' to revert to the previous display. A zoom lens 
of a 20% will be obtained by clicking on the left mouse button.  
 
The zoom cursor shows information about the position (same units as in spectrum scales). Once the starting 
position is selected, only the values for the ending position (f1, f2 or both dimensions, depending on the 
type of the zoom applied) are displayed. 
 

 
 
Please note that holding down 'Ctrl+Space bar' (in Mac: 'Space+Cmd') will activate the zoom in temporarily. 
 
A fixed zoom area can be moved around the spectra using Alt+Arrow keys 
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Vertical Zoom.  Click the 'Zoom In' icon on the toolbar and then press the <Z> key (or just press twice the 
'Z' key). You will see a red vertical line segment beside the mouse pointer) while the cursor is located on 
the spectrum display and then click and drag the cursor vertically over the area you want to zoom in on; 
once again you will see highlighted red rectangle. 
 

 
 
Box Zoom. Click the 'Zoom In' icon on the toolbar and then press <Z> key twice with the mouse pointer on 
the spectrum display (or just press three times the 'Z' key), then click and drag the cursor diagonally over 
the area you want to zoom in (highlighted rectangle in red). This zoom is very useful for 2D-NMR. 
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In order to switch between these three types of zoom, just press the <Z> key whilst in the 'Zoom In' 
mode. 
 
Zoom Out: Click the 'Zoom Out' icon on the toolbar and click on the left mouse button to obtain a zoom 
lens out of a 20%. 
 
Back/Forward Zoom: You can back/forward to previous/next zoom(s) level(s) by using the shortcuts: 
Shift+LeftArrow(previous)/Shift+RightArrow(next) or the buttons "Previous/Next Zoom". 
 
Manual Zoom: Click 'Manual Zoom' on the toolbar or by following the menu 'View/Zoom/Manual Zoom'. 
The manual zoom is slightly different in 1D to that in 2D NMR spectra where you may select spectral 
spectral limits for both dimensions. 
 
1. If you are working on a 1D-NMR spectrum, a dialog box like this will open: 
 

 
 
You can select the limits of the spectral region of interest in ppm, Hz, points or sec and also for the inten-
sity. 
 
2. If you are working on a 2D-NMR spectrum, the dialog box will look like this: 
 

 
 
Select the horizontal, vertical limits and intensity of the region of the spectrum that you want to zoom in on, 
and click 'OK'. 
 
In stacked plots, you will be also able to select the traces to be used: 
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OTHER ZOOMING MODES 
1. FULL SPECTRUM: This tool may be used to revert to a full spectrum from a zoomed view.  This may be 

done from the menu 'View/Zoom/Full Spectrum' or by using the 'Full Spectrum' icon  on the toolbar. 
 
2. FIT TO HIGH: The Fit to High function adjusts the display of spectral intensity in both 1D and 2D spectra 
so that the strongest signal is optimally displayed. 
 
3. FIT TO HIGHEST COMPOUND: The Fit to Highest function adjusts the display of spectral intensity in 
both 1D and 2D spectra so that the strongest compound signal is optimally displayed (discarding solvent or 
impurity peaks). You can select this mode by default from the 'File/Preferences/NMR/Import' menu. 

4. PANNING: While the spectrum is in a zoomed state, click on the 'PAN' icon  on the toolbar (or hold 
down the space bar, or hover the mouse over an axis), hold down the left mouse button and drag the hand 
cursor in any direction to navigate throughout the spectrum. In order to select vertical or horizontal panning 
only, press the <P> key whilst in the 'Panning' mode.  
 
You will be able to toggle the Full View window by using the F2 key. This will allow you to get a 'Super Fast' 
panning by using the Full View window. 
 
You could also use the 'Alt' key plus arrow keys (up&down) to apply a fixed panning in 2D-NMR.  
 
4. ZOOMING COMBO BOX: In addition to the traditional 'Zoom In' mode, Mnova also allows the user to 
apply different zooms, including Zoom Out (from a zoomed state), by using the zooming combo box. 
 

 
 
These zooming modes are: 
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V Percentage zooms: These allow different size views of the object, by selecting the different percentages 
available (from 400 to 25%). 
V Entire Page: This is the standard view, which can be seen in all the figures above. 
V Page Width: In this view, the program will fit the size of the paper to the window width, whilst preserving 

the original paper proportions. 
V Entire Window: This is a special view within Mnova. It will fit the size of the paper to the size of the 

available window, to optimize the available screen area. This view represents an exception to the 
WYSIWYG concept, since in this case the proportions of the screen paper may differ from the proportions 
of the printer paper and therefore of what you will get when printing the page. 

 
The Entire Window concept deserves further comments. For example, consider the following scenario in 
which the page zooming mode is set to Entire Page: 
 

 
 
As seen in the figure above, Mnova is a fully WYSIWYG application. This can be appreciated in the blue 
circle which was created with the ellipse tool and then its dimensions set to form an actual circle. However, 
in this case there is a significant space of the window which is not covered by the page (see gray regions 
surrounding the page) which can be considered as wasted space. In order to make the most of the available 
space, we can use the so-called Entire Window zooming mode. In this mode, the page stretches to fit all 
the available space. Of course, this means that paper proportions (i.e., width/height ratio) have to be 
changed and thus the WYSIWYG principle is broken. As always, a picture is worth a thousand words: 
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Note that all the objects are now distorted. However, this mode is very convenient to work with spectra on 
the screen as the graphical spectral proportions are rarely an issue. Nevertheless, if you print a document 
in this non WYSIWYG mode, you will get exactly the same results as when working on real WYSIWYG 
modes. 
 
Please bear in mind that you can copy the zoom areas from one spectrum to another just by doing 
Ctrl/Cmd+C in the first one and 'Home/Paste/NMR Zoom&Cuts': 
 

 

6.7.1.1. FULL VIEW 

óFull Viewô: (Not to be confused with óFull Spectrum) will bring up a miniature view of the entire working 
document with the active area of the spectrum highlighted in blue, as you can see in the picture below: 
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You will be able to toggle the Full View window by using the F2 key. This will allow you to get a 'Super Fast' 
panning. 

If 'Apodization' is selected from the Processing menu (or from the toolbar icon ) then the óFull Viewô 
switches to show the FID and the effective window function. This allows you to manipulate the FID (using 
apodization for example) and observe the effect on both the FID and the spectrum. 
 

 
 

6.7.1.2. CREATE EXPANSIONS 

You can create expansions with Mnova by clicking on the corresponding icon of the toolbar  (or by press-
ing the <E> key) and then holding down the  left mouse button and dragging the magnifying glass cursor 
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(with a red horizontal segment) over the area of interest. A highlighted rectangle indicating the new spectral 
region to be expanded once the mouse is released, will follow the cursor. You can see in the picture below 
an example of this feature: 
 

 

6.7.2. INCREASING AND DECREASING INTENSITY 

The two buttons under the 'View Ribbon' allow the user to interactively scale the data of the NMR spectrum. 
This operation does not modify the acquisition or the MestreNova data file; it only magnifies or diminishes 
the representation of the data which you see on your screen. You can also use the '+ key' to increase or the 
'- key' to decrease the intensity and the same effects may be obtained by rotating the scroll wheel of the 
mouse. 
 

 
 
The intensity increases/decreases 10 times slower if the user press the Ctrl/Cmd key while moving the 
mouse wheel. 
 
 

6.7.3. HOW TO MEASURE COUPLING CONSTANTS? THE CROSSHAIR TOOL 
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The Crosshair:   These two orthogonal lines forming a crosshair are available on the 'View' menu (or 
by pressing the <c> key) for reporting positional information, and for help in visualizing peak alignments. 
This tool can also be found on the 'Zoom' toolbar .  
 

How to measure coupling constants?  

The crosshair includes information about the chemical shift and the intensity of the peak (as you can see in 
the picture below) and also allows the user to measure distance between peaks (or coupling constants) 
by clicking on the left mouse button and dragging to the desired peak. Activating the crosshair tool will open 
a 'Cursor Info' dialog box, where the user will be able to see the units distance expressed in ppm, Hz or 
points. This dialog box will also display the distance between the desired peaks, as well as the intensity 
ratio. The info View window also contains information about the Spectrum Resolution. 
 

 
 
Click on the 'Copy' button to copy to clipboard the information displayed in the 'Cursor Info'. 
The cursor will "ride" along the 1D-NMR spectrum simplifying the location of peak maxima and minima by 
pressing the 'Shiftô key. 

6.7.3.1. MULTIPLE CROSSHAIR FOR 2D ANALYSIS 

Double Crosshair: If you are working with COSY-like spectra (homonuclear spectra) or an INADEQUATE, 

you will obtain the double crosshair tool just by pressing the 'C' key twice, as you can see in the picture 
below (the crosshair gets deactivated after clicking key C a third time): 
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NOTE:  
 
Normal Peak by Peak mode is activated by clicking Ctrl+K only once. Double 'Peak by Peak 
mode' is activated by clicking Ctrl+K a second time. The tool gets deactivated after clicking 
Ctrl+K a third time. In double mode, the peak by peak tool adds a peak at the 2 positions, 
either when the cursor is pointing at lowfield or highfield peak.  

 
Multiple Crosshair: If you have several spectra displayed on the same page, you can tie the crosshair 
cursors together over all the experiments by selecting the crosshair feature in one of them. In the example 
below you can see how the multiple crosshair works in a HSQC, COSY and a 1H spectrum. 
 
































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































































