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OpenVirtualToxLab™ — License Agreement
The VirtualToxLab™ is an in silico tool for predicting the toxic potential (endocrine and metabolic
disruption, some aspects of carcinogenicity and cardiotoxicity) of drugs, chemicals and natural products. The technology is based on a automated protocol — accessible through the Internet — and
calculates the binding affinity of any molecule of interest towards a series of 16 proteins (the androgen, aryl hydrocarbon, estrogen α/β, hERG, glucocorticoid, mineralocorticoid, thyroid α/β, liver X,
progesterone and the peroxisome proliferator-activated receptor γ as well as the enzymes cytochrome
P450 1A2, P450 2C9, P450 2D6 and P450 3A4) known or suspected to trigger adverse effects and
estimates its toxic potential. The VirtualToxLa allows verifying a prediction at the molecular level by
visualizing the binding mode of the tested compound with all target proteins in real-time 3D and atomic resolution.
The OpenVirtualToxLab™ is a licensed program and its use implies the acceptance of the following
terms:

TERMS
1. A non-exclusive, non-transferable License is granted to the Licensee to install the OpenVirtualTox
Lab™ graphical-user interface, including the VTLViewer and VTLBuilder under Macintosh,
Linux, or Windows operating systems and to access the VirtualToxLab over the Internet. Access
to and use of the technology are restricted to the Licensee and his/her collaborators at his/her institution.
2. The Licensor — the Biographics Laboratory 3R — retains ownership and copyrights of all material — OpenVirtualToxLab™ graphical-user interface, 3D/4D VTLViewer, VTL Builder and all
underlying software, models, and documentation — delivered to the Licensee or implicitly used
through the VirtualToxLab technology.
3. The Licensee agrees that the Licensor in no way warrants the results (binding modes, binding affinities, toxic potential) generated by the VirtualToxLab technology and is in no way liable for any
use the Licensee makes of the results.
4. If the Licensee receives a request to furnish all or any portion of the Software to any third party,
he/she will not fulfill such a request and will refer it to the Licensor.
5. The Licensee will not make available any access information to the technology to any third party.
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6. The Licensee agrees that in any reports or publications of results obtained with the Software, he/
she will acknowledge its use by an appropriate citation. Until further notice, this refers to: Vedani,
A., Dobler, M. and Smiesko, M. (2012). VirtualToxLab — A platform for estimating the toxic potential of drugs, chemicals and natural products. Toxicol. Appl. Pharmacol. 261, 142–153 and/or
Vedani A., Dobler, M., Hu, Z., and Smiesko, M. (2014). OpenVirtualToxLab — A platform for
generating and exchanging in silico toxicity data. Tox. Lett. (in press); open access; free download
at http://www.sciencedirect.com/science/article/pii/S0378427414013277.
7. The Licensee acknowledges that no transaction over the Internet is completely secure, but the Licensor agrees to use commercially reasonable efforts to keep confidential all information submitted by the Licensee, including the use of reasonable technological measures to secure any data
provided by the Licensee and stored on computers owned or controlled by the Licensor.
8. The Licensee agrees that the Licensor may publish selected results generated by the Licensee
using the OpenVirtualToxLab™ technology in scientific journals, its website or present at
scientific conferences. The Licensor shall inform the Licensee beforehand and he/she may —
within 30 days — request postponing the publication/presentation or, given good reasons, veto it.
9. The VirtualToxLab™ may not be used for any military purposes or for the testing of chemicals associated with biological or chemical warfare.
10. The Licensee acknowledges that no support services are included in this License.
11. The Licensee agrees that his/her account will be cancelled after one year of inactivity. Thereafter,
a new license may be requested at any time.
12. This License will terminate immediately if the Licensee fails to comply with any provision of
this License. Legal action is explicitly reserved. The jurisdictional venue for legal disputes is
Basel, Switzerland.
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