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* 20k cores
e 1.8 PFLOPS
e 4 major compute clusters

Capacity

* Hundreds of concurrent jobs
e Additional long-term storage
e Data publication with VTData
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Specialization
Large-scale CPU nodes
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GPU acceleration

“Big data” nodes (>TB scratch)
High-MEM (128GB) nodes

IBM “Minsky” for Deep Learning
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Left-to-Right: Zhe Wang, Susana Calderon, Ritvik Prabhu, Dr. Alex Bazante, Ben Peyton,
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S e amethe :

——
A A
b

Optical Rotation

A 1 _,,0B

Psi4 Quantum Chemistry Suite Circular Dichroism

R0 = Im(0|u|n)(n|m|0) | Implicit Solvent

Psi4 Features
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e |nteractive Jupyter Notebook Tutorials cove-ring >25 unique subjects.
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