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Docking calculations performed on ClusPro Server by Cameron Davis.
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SARS-CoV-2 Main Protease SARS-CoV-2 Receptor-Binding Domain

Thank you to research mentors: Cory Rogers, Rachel Paris and Allison Adams who assisted with 
this project.

















Software Packages Available (LSC-2335):

Autodock Vina NAMD
Avogadro PyMOL
Gaussian 09 Quantum Espresso
GIMP R (statistics)
GnuPlot RasMOL
Gromacs Rosetta
Schrodinger Maestro UCSF Chimera
MOE 2019 VMD

Software Packages Available (LSC-1131):
Accessible on Tech Anywhere

Avogadro
Boltzmann 3D
ChemDraw
HMO v. 1.0
Microsoft Office
PyMOL
Python v. 2.7
RasWIN
SAS (statistics)

TTU HPC Cluster

• Approximately 35 teraFLOPS
• 36 non-GPU compute nodes, 3 GPU nodes
• 28 Xeon CPU cores per node (> 1,000 CPUs total)
• 128 GB RAM per compute node
• Each compute node is connected to the campus 

network via 1 GB ethernet and each node is 
connected to other nodes via 56 GB InfiniBand

• 200 GB local HD space per node
• 175 TB total HD space



3D Printing With MOE 2020
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