Manual of the OpenMX Viewer

The OpenMX Viewer (Open source package for Material
eXplorer Viewer) is a web-based graphical user interface
(GUI) program for visualization and analysis of crystalline
and molecular structures and 3D grid data in the Gaussian
cube format such as electron density and molecular

rbitals. i
orbitals http://www.openmx-square.org/viewer/

The document provides the usage of the OpenMX Viewer.
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On license and citation of the related paper

A The OpenMX Viewer has been released under the
practice of the GNU General Public License v3 (GPL).

http.//www.gnu.org/licenses/gpl-3.0.en.htm|

A We appreciate your citation of the following paper
when you use the OpenMX Viewer for your research:

"OpenMX Viewer: A web-based crystalline and molecular
graphical user interface program",

Y.-T. Lee and T. Ozaki, Journal of Molecular Graphics and
Modelling 89, 192-198 (2019).

https://doi.org/10.1016/.jmgm.2019.03.013



https://doi.org/10.1016/j.jmgm.2019.03.013
http://www.gnu.org/licenses/gpl-3.0.en.html

Release notes

OpenMX Viewer: Manual:
Ver. 1.00: Aug. 19, 2016 Ver. 1.29: Feb. 16, 2020 1st edition: Jul. 17, 2022
Ver. 1.01: Aug. 20, 2016 Ver. 1.30: Apr. 12, 2021 an edition: Feb. 02. 2023

Ver. 1.02: Aug. 30, 2016 Ver. 1.31: Jun. 18, 2022
Ver. 1.05: Sep. 17, 2016 Ver. 1.36: Jul. 06, 2022
Ver. 1.06: Oct. 21, 2016 Ver. 1.37: Jul. 10, 2022
Ver. 1.07: Dec. 13, 2016 Ver. 1.38: Jul. 12, 2022
Ver. 1.08: Dec. 27, 2016 Ver. 1.39: Jul. 16, 2022
Ver. 1.09: Mar. 08, 2017 Ver. 1.40: Aug. 03, 2022
Ver. 1.10: Apr. 08, 2017 Ver. 1.41: Aug. 07, 2022
Ver. 1.11: Apr. 29, 2017 Ver. 1.42: Aug. 08, 2022
Ver. 1.12: May 05, 2017 Ver. 1.43: Aug. 08, 2022
Ver. 1.13: Dec. 08, 2017 Ver. 1.44: Aug. 09, 2022
Ver. 1.14: Dec. 25, 2017 Ver. 1.45: Aug. 09, 2022
Ver. 1.15: Dec. 25, 2017 Ver. 1.46: Aug. 09, 2022
Ver. 1.16: Jan. 31, 2018 Ver. 1.47: Aug. 12, 2022
Ver. 1.17: Feb. 06, 2018 Ver. 1.48: Sep. 20, 2022
Ver. 1.18: Feb. 23, 2018 Ver. 1.49: Nov. 11, 2022
Ver. 1.19: Feb. 24, 2018 Ver. 1.52: Feb. 01, 2023
Ver. 1.20: Feb. 25, 2018 Ver. 1.53: Feb. 01, 2023
Ver. 1.21: Feb. 25, 2018

Ver. 1.22: Mar. 01, 2018

Ver. 1.23: Mar. 05, 2018

Ver. 1.24: Mar. 23, 2018

Ver. 1.25: Sep. 09, 2019

Ver. 1.26: Nov. 14, 2019

Ver. 1.27: Nov. 14, 2019

Ver. 1.28: Jan. 03, 2020



Web browsers we tested and recommended ones

So far, we have tested the OpenMX Viewer on the
following browsers:

Chrome, Edge, Firefox, Opera, Safari, Waterfox,
Brave, Vivaldi, SRWare, Avast, and Sleipnir.

Our test (Feb. 02, 2023) suggests that the OpenMX
Viewer can be used without stress on Chrome and
Edge due to its performance.

We would like to recommend you the use of these
Web browsers.



Getting started with OpenMX Viewer

Visit the website: http://www.openmx-sguare.org/viewer/
and drag & drop a dat, xyz, cube, md, or cif file on the site.
Then, you will see the structure of your model.

Chrome or Edge is recommended due to its performance.
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Drag & drop here the following file:
a dat, xyz, cube, md, or cif file
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Here is the main control panel as we will explain in the next slides.


http://www.openmx-square.org/viewer/

Rotation, zooming, and translation
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A You can rotate structure by
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A You can translate the structur e
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Examples

Examples [EEES ] A Examples for the xyz, cif, dat, md, and
- cubef i | es are selecte

as shown below.




Canvas2D or WebGL

i - A The display style can be chosen
1splay Rk M Supercell | .
Bond Factor [IUIRS Cells @ Axcs M ¢ as either Canvas2D or WebGL.

Examples B NNNR The following is an example.

Rotate:

WebGL T




Supercell

A The supercell can be easily
generated by selecting the number
of cells along a-, b-, and c-axes.




Display style of atoms and bonds

A The display styles of atoms
NV rendering v PHOWRY renderingl v and bonds are controlled by
AAt omso and fABoO
followings are examples.

A Canvas2D
renderingl solid+wire translucent
* //k,
L |
A WebGL
renderingl solid+wire translucent
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Background and bond colors

B [ Bond Color [ A ghee co(I:orhoi1 br?cggeroctlmd |[():a;

the color of bonds can be
controll ed by neE
when nABonds=renc
as shown below:

N
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Displaying atomic serial number and symbol

A The serial number of atoms, atomic

Number ® Symbol symbol, and both of them can be
di spl ayed by checking
ASymbol o0.

Number checked Symbol checked

Number and Symbol
checked



Atomic Attributes #1

Attributes of atoms can be changed by checking
ﬁAt omic Attributeso. You w

table. By clicking one of elements, a small control
panel pops up as shown below.



