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Materials Design Webinar Series
We will be recording this training

Share the webinar and training recording session with your colleagues!

* http://www.materialsdesign.com/webinars/recorded

* The recording and training will be under the related webinar: Machine Learning Meets
Quantum Chemistry Using Theory Data and Experiments to Design Catalysts

o Click on Related Resources

Regqister for future webinars and trainings

* http://www.materialsdesign.com/webinars/

Vote for the next webinar topic!

» Take a 2 minutes brief survey at the end of the webinar!


http://www.materialsdesign.com/webinars/recorded
http://www.materialsdesign.com/webinars/recorded
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Q: Can you calculate the gelation point of a
polymer?

A: Yes we can! David will address this on an
upcoming slide soon.

any time during webinar:
type your question here
and then press Send

What forcefields are supported by MedeA?
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Outline
a  MedeA GUI
& InfoMaticA (Database)
MedeA VASP (Compute Engine)

& MedeA Transition State Search (Property Module)

& MedeA Phonon (Property Module)

& MedeA Gaussian (Property Module)

MedeA HT (High Throughput)

y.



MedeA Overview

Create models, launch -
, Structure building
simulations, analyze results' Local databases

(expt. and computed)
ICSD, Pearson, NCD

\ Workflow creation
Analysis

(Windows, Linux)

Local or remote
@ | Job control and
l I I job databases

High-performance computations
VASP LAMMPS GIBBS MOPAC
GAUSSIAN

https://www.materialsdesign.com/webinars/recorded/li-ion-batteries-medea-jan-2021



p Conclusion
> Had an overview of MedeA GUI

g Extracted structure from InfoMaticA

#r Learnt how to do VASP calculations

&- Calculated energy barrier using MedeA TSS

& Calculated Gibbs free energy using MedeA Phonon

&- Calculated Gibbs free energy using MedeA Gaussian

Performed high-throughput calculations using MedeA HT

y.



Upcoming Webinar

Materials Constitution Data in MS| Eureka —
Fundamentals for Efficient R&D

Register:
www.materialsdesign.com/webinars

March 4th, 2021


http://www.materialsdesign.com/webinars

» MedeA modules mentioned today
https://www.materialsdesign.com/compute-engines
https://www.materialsdesign.com/analysis-tools

MedeA Environment

MedeA VASP

MedeA HT

MedeA Phonon

MedeA Gaussian

MedeA Transition State Search (TSS)

Design Catalysts

» Webinar: Live and Recordead
https://www.materialsdesign.com/webinars

» Publications
https://www.materialsdesign.com/Publications

» Application Notes

hitps://www.materialsdesign.com/application-notes

» For questions or comments contact:

Katherine Hollingsworth
khollingsworth@materialsdesign.com



https://www.materialsdesign.com/compute-engines
https://www.materialsdesign.com/analysis-tools
https://www.materialsdesign.com/medea-software
https://www.materialsdesign.com/datasheet/VASP6
https://www.materialsdesign.com/datasheet/HT-Launchpad
https://www.materialsdesign.com/datasheet/Electronics
https://www.materialsdesign.com/datasheet/VASP6
https://www.materialsdesign.com/datasheet/TSS
https://www.materialsdesign.com/webinars
https://www.materialsdesign.com/Publications
https://www.materialsdesign.com/application-notes
mailto:khollingsworth@materialsdesign.com

Question and Answer Session

Dr. Siwen Wang Dr. Taylor Juran

Materials Design Materials Delzsign



Questions about

Materials Design Support Team

support@materialsdesign.com

info@materialsdesign.com
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MedeA

Innovation by Simulation




