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SYNERGISM BETWEEN THEORY AND EXPERIMENTS 

HPRC: TERRA cluster

DFT and TDDFT: Gaussian 16

MD: Materials Studio

28 cores, 24h
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HPRC: TERRA cluster

Gaussian 16 computational software

28 cores, 150 h
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HPRC: ADA cluster

DFT: Gaussian 16

20 cores, 6 h
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HPRC: ADA cluster

DFT: Gaussian 16

20 cores, 150+ h
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