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HARDWARE

Servidor | CORES | RAM HD1 HD2 GPU

Lenovo 64 512GB| 484GB 3.5 TB 0

SR630 SSD SSD
Supermicro 96 385GB | 431 GB 3.8TB 0]
6029U-TRT SSD NVMe
Supermicro 96 385GB | 431 GB 3.8TB 0
6029U-TRT SSD NVMe
Supermicro 96 385GB | 196GB 3.8TB 0]
6019U-TNRT NVMe NVMe
Supermicro 96 385GB | 196GB 3.8TB 2
1029GQ-TNRT NVMe NVMe RTX5000
Supermicro 96 385GB| 196GB 3.8TB 2
1029GQ-TNRT NVMe NVMe RTX5000
Supermicro 96 385GB | 984GB 3.8TB 2
1029GP-TR NVMe NVMe A100
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SOFTWARE

SO:CENTOS-7 —» Update AlmaLinux 8

Gestor trabajos: torque 6.1.2 I

Compiladores, intérpretes,
librerias: GNU 8.3, Intel
OneApi1, Nvidia HPC_SDK,

Python3(anaconda), etc.

Toolbox: amimall, pyscf, psi4, chimera,
dftd3, multiwfn, vmd, amber23, gamess,
namd, orca, xtb, quick, denmat,
gaussianl6, jmol, molden , promolden,
vasp, etc.
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