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Local computer → Jupyter → Cluster
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CPU power/cost evolution

https://singularitybookreviews.com/2012/01
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Time flies...

2010. Вычислительный 64-х 
процессорный кластер Т-платформы для 
математических и инженерных расчетов

2020. Titan W522 - Intel Xeon Scalable 
Processors for Heavy Calculations 
Workstation PC up to 28 cores
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Calculation of the vacancy formation energy in aluminium (1988) 

Gillan, M. J. (1989). Journal of Physics: Condensed Matter, 1(4), 689.
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Ab initio study of oxygen point defects in GaAs, GaN, and 
AlN (1996)

Mattila et al., (1996). Physical Review B, 54(23), 16676.
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Ab-initio modelling of defects in MgO (2007)

Gilbert, et al (2007). Nuclear Instruments and Methods in Physics Research 
Section B: Beam Interactions with Materials and Atoms, 255(1), 166-171.
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Interaction of Ti and Cr atoms with point defects in bcc vanadium: 
A DFT study (2017)

Boev et al. (2017). Journal of Nuclear Materials, 492, 14-21.
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High-throughput DFT screening as a nowadays trend



10

High-throughput screening

Schleder, et al. (2019). Journal of Physics: Materials, 2(3), 032001.
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Materials project 

https://next-gen.materialsproject.org/ 

https://next-gen.materialsproject.org/
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AFLOW

https://aflowlib.org/ 

https://aflowlib.org/
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★ MatSolver - a web-service for 
predicting materials properties.

http://matsolver.ru

