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SYNERGISM BETWEEN THEORY AND EXPERIMENTS 

HPRC: TERRA cluster
DFT and TDDFT: Gaussian 16

MD: Materials Studio
28 cores, 24h

a_ehnbom www.andreasehnbom.se



Laboratory for Molecular Simulations Nature Commun. 2020, 11, 1392

TEXAS A&M UNIVERSITYSYNERGISM BETWEEN THEORY AND EXPERIMENTS 

HPRC: TERRA cluster
MD: Desmond/Schrodinger

GPU, 150+ h
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Laboratory for Molecular Simulations Organometallics, 2019, 38, 3294
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TEXAS A&M UNIVERSITYSYNERGISM BETWEEN THEORY AND EXPERIMENTS 
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HPRC: TERRA cluster
DFT: Gaussian 09

28 cores, 96 h



HPRC: TERRA cluster
DFT: Gaussian 16

Laboratory for Molecular Simulations Chem. Eur. J. 2020, 26, 3609

TEXAS A&M UNIVERSITYSYNERGISM BETWEEN THEORY AND EXPERIMENTS 

SUPRAMOLECULAR METALLACYCLES AND THEIR BINDING OF FULLERENES
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28 cores, 300 h



HPRC: TERRA cluster
DFT: Gaussian 16

28 cores, 300 h

Laboratory for Molecular Simulations Chem. Eur. J. 2020, 26, 3609

TEXAS A&M UNIVERSITYSYNERGISM BETWEEN THEORY AND EXPERIMENTS 

SUPRAMOLECULAR METALLACYCLES AND THEIR BINDING OF FULLERENES

> 4000 electron system
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Laboratory for Molecular Simulations J. Org. Chem. 2019, 84, 14217
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Laboratory for Molecular Simulations J. Org. Chem. 2019, 84, 14217

TEXAS A&M UNIVERSITYSYNERGISM BETWEEN THEORY AND EXPERIMENTS 

HPRC: ADA cluster
DFT: Gaussian 09

20 cores, 48 h
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Laboratory for Molecular Simulations Organic Letters, 2019, 21, 753

TEXAS A&M UNIVERSITYSYNERGISM BETWEEN THEORY AND EXPERIMENTS 

HPRC: ADA cluster
DFT: Gaussian 09

4 cores, 1 h <
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TEXAS A&M UNIVERSITYSYNERGISM BETWEEN THEORY AND EXPERIMENTS 

HPRC: ADA cluster
DFT: Gaussian 09

4 cores, 1 h <
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HPRC: ADA cluster
DFT: Gaussian 16
20 cores, 150+ h

Laboratory for Molecular Simulations J. Am. Chem. Soc. 2018, 140, 8463a_ehnbom
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