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UNEX Molecular Viewer (UMV) is a program for fast and easy visualization of
molecular structures produced by the UNEX program. Additionally UMV can
visualize structures from files in the following formats:

¢ Gaussian

US GAMESS
* Firefly
» Cfour

* XYZ

WEN (conventional PROAIM wavefunction) files.

MDL Mol [1]

Installation and running

Copy UMV files to some directory, for example ~/Apps/UMV, and add this directory to your PATH
environment variable. Now UMV can be started from command line just as

$ umv structure.xyz

Note, UMV uses Qt5 library. The Windows and OSX versions of UMV come already
with the required library files. In Linux you have to install Qt5 (including
Qt50penGL) before using UMV.

Using the Program

Upon starting UMV reads all available sets of Cartesian coordinates from the input file and shows
the structure corresponding to the last set of the coordinates. The structures can be switched by
using Left and Right arrow keys. The graphical style of structures can be changed by using Up and
Down arrow keys. With mouse you can rotate molecules and scale their size. Left mouse clicks mark
corresponding atoms. Up to four atoms can be marked at the same time. By right click UMV prints
values of geometrical parameters, related to the marked atoms. Depending on the number of
marked atoms UMV can print values of interatomic distances, angles, dihedral (torsion) and out-of-
plane angles and also centroids of atom triplets.

Functional keys:

* (—print Cartesian coordinates for all atoms of the current structure.
* B—add or remove bond between two marked atoms.

» H—toggle visibility of hydrogen atoms.

* F3—change background.

* F4—generate large image of the structure and write it to a PNG file in the current directory.


https://unex.vishnevskiy.group
http://www.gaussian.com
http://www.msg.chem.iastate.edu/gamess
http://classic.chem.msu.su/gran/gamess
http://www.cfour.de
https://en.wikipedia.org/wiki/XYZ_file_format
https://en.wikipedia.org/wiki/Chemical_table_file

e F5—make screenshot of the UMV window.

Support

If you have questions or comments you can write an e-mail to the main UMV developer, Dr. Yury V.
Vishnevskiy: yu.v.vishnevskiy@gmail.com
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