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What is Gromacs GUI? 

Gromacs GUI is a graphical user interface for popular molecular dynamics package, GROMACS. It 

has been written in C++ using powerful Qt Toolkit 4. Consisting of more than 6000 lines of code, 

it is intended to ease the work with GROMACS by providing different graphical tools.  

It currently has four main sections: File Browser, Editor, Plotting Tool and MDP Writer. I hope to 

add a Molecular Viewer in version 0.7.0. 

Gromacs GUI is published under GPL License and is freely available here:  

http://www.kde-apps.org/content/show.php?content=47665 

 

 

Change log 

0.5.2 Jan 2008  
Incorporating of an improved file browser to the main window. Re-implementation of 
rendering icons based on their types. Some bug fixes. 
 
0.5.0 Sep 2007  
Complete rewrite of the code in Qt4 with many improvements. 
 
0.3.0 Apr 2007 
Interfaces for pdb2gmx, editconf, genbox, genion, grompp and mdrun. 
 
0.2.5 Jan 2007  
Completion of file manager plus several bug fixes. Now you can navigate through file 
system by double-clicking on directory icons and using top toolbar. File manager now 
supports auto-refresh. There is although a manual tab for viewing online GROMACS 
manual directly.  
 
0.2.0 Sep 2007  
Many improvements including Files Overview section, files icons based on their types, 
customizable right-click popup menus and some bug fixes. 
 
0.1.0 Oct 2006  
Initial release. 
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Features 

1. File browsing and management with customizable right-click popup menu. 

 

            

 

When you run the application, the main window will show up. The main window has six tabs 

and the first one is Workspace tab. It consists of a tree-view on the left for easy navigation 

and a list-view on the right. Besides showing the contents of current folder, the list view has 

three main features: it supports auto-refreshing (which means it automatically refreshes 

itself whenever the contents of current folder have been changed), it uses distinctive icons 

for GROMACS related files in order to make them easily distinguished and it has a 

customizable popup menu.  

The popup menu is very useful. The first item on the menu is “User Commands” for which 

you can add your own commands. When working with Gromacs GUI you will find it very 

handy because you can add any program you like to it and send files from list-view directly 

to that program. The second item on popup menu is “Editor”, which directly sends files to 

the Editor tab.  

At the bar on top of list-view, there is a line-edit showing the address of current folder. In 

the right, you see four buttons: “Up” button, “New Folder” button, “Open Current Folder in 

Konqueror” button and “Open Current Folder in Terminal” button. 
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2. Built-in file editor with syntax highlighting for MDP files. 

 

           

 

The second tab is Editor tab. Like Linux itself, many of GROMACS tools uses text files as 

input and configuration files. So you will need a text editor very frequently and it is available 

right there in the second tab. 

Like ordinary text editors, you can open several files at once and organize them as you want. 

The Editor knows MDP files through their .mdp extension and will use a syntax highlighter 

for them. Comments in MDP files start with “;” and will be shown in gray italic. When 

finished editing, you can save text files. 

 

3. Graphical interfaces for GROMACS commands.  

 

The third tab is Commands tab. There are interfaces available for 21 GROMACS tools. 

Almost all options of these tools can be managed through these interfaces. 

 

On the left there is a tree-view showing different categories for GROMACS tools according 

to GROMACS manual. When you open a category by clicking on “+”, you will see the name 

of GROMACS tools under that category. A green tick mark before the tool name 

distinguished those 21 tools that their interfaces are currently implemented. Double click on 

a tool name that has green tick mark (like pdb2gmx) to bring up its interface. 
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The interface of the tool will be shown on the right as a toolbox which itself has two main 

parts: “TOOL files” and “TOOL options”. For example, the pdb2gmx toolbox has two main 

parts: “pdb2gmx files” and “pdb2gmx options”. In the first part, you can select input files 

through combo-boxes and specify output file through line-edits. Combo-boxes support live 

refreshes and add every file in the current directory to their lists. In the second part, you can 

set almost every option of current tool.  

 

At the bottom of this tab, there is “command” line-edit that shows the command going to 

be executed. Notice that it supports live previews of the command which is helpful when 

changing command flags. Once you finished setting flags, just push Run button. A terminal 

window will pops up and the command will be run there. 

 

4. Plot drawing tool which can export plots to PDF format. 

 

Another useful feature of Gromacs GUI is its plotting tool which is available in the forth tab. 

The interface of forth tab consists of a plot toolbox on the left and a plot widget on the 

right. The toolbox itself has three different parts: “Available Plots”, “Available Data” and 

“Tools”.  

 

“Available Plots” section automatically scans current working directory and adds every xvg 

plot that are found to its list. Double clicking on a xvg file name in this list, will make the 

application to analyze the plot file, add available data to “Available Data” section and also 
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draw the plot. In “Available Data” section, you can see the data names shown in same colors 

as plots. By clicking on a plot name you can hide it. 

 

                

 

In the “tools” section, several tools are available to change the way that the plot is shown. Here 

you can zoom in/out plot, add titles and legend to the plot or use fitted style for them to show 

plots more smoothly. 

 

You can also export current view of the plot to PDF file format which can be easily used for 

publications: 
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5. A simple built-in console. 

 

   
 

 

In the fifth tab there is a simple console implemented. Note that commands that need some 

kind of input (like pdb2gmx) can not be run in this console.  

 

6. Built-in GROMACS manual viewer. 

 

Available in the sixth tab and shows the online GROMACS manual (which is installed along 

with the main package). You will find it very handy when working with different GROMACS 

tools. 

 

7. MDP Writer section to easily create your mdp files. 

A very useful tool in making MDP files. As you know, main GROMACS tools understand the 

condition of the simulation directly or indirectly through MDP files. An MDP file can have up 

to 100 different fields and making it by hand can sometimes be quite tedious. However with 

MDP Writer, you can easily create your MDP files.  

Once MDP Writer is opened, you see a list widget on the left (containing the name of 

different sections of an MDP file) and a stack-view on the right. Click on a section name to 

bring up its options. Once set all options, click the Preview button to see a preview of the 

MDP file. If everything is OK, push Save button and save the MDP file. 
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How to install Gromacs GUI? 

Gromacs GUI uses the powerful features of Qt4.3 and Qwt5, so you need both “run” and “devel” 
libraries of these packages to compile Gromacs GUI. Many distributions have precompiled packages 
of Qt4.3 and Qwt5 in either rpm or deb format. I use Opensuse which has very powerful package 
managers. In Opensuse you can use Yast, zipper or smart to download and install rpms.  

Once installed prerequisites, you are ready to compile Gromacs GUI. Open a terminal in the src 
directory and execute following commands: 

qmake 

make 

 
It may take several minutes to half an hour to be compiled, based on your CPU power. Once 
completed, run the application: 
 
./grogui 

 
This brings up the main window. 
 
 

Known Bugs and Feedback 

For a list of known bugs, please see: 

http://resal.wordpress.com/gromacs-gui 

 
If encountered a problem, found a bug or had a suggestion, please submit here: 

http://resal.wordpress.com/gromacs-gui/feedback 

 

http://resal.wordpress.com/gromacs-gui
http://resal.wordpress.com/gromacs-gui/feedback

