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PacyeTbl Ha «Yebblwese» N «JTomoHOCOBE»

* Acno/1Ib30BaHME YCTOABLUUXCA OMOANOTEK IMHENHOMU

anrebpol Scalapack + Intel MKL
2D block cyclic layout

* Mopb6op onTMMmanbHOro pasmepa H610Ka
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[1NeHKM B HAHOCUCTemax
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[TPUMEHUMOCTb
MaKPOCKOMKMYecKoro noaxoaa
ANA aHaM3a HaHOPa3MepHbIX
CMaYMBaOLLMX NJIEHOK

[lpuBeaeH pacyeT Ha OCHOBE
TOYHbIX ypaBHeHun OJIT1-
Teopuu, a TakxKe LLUNPOKO
NCMNONb3yeMOoro
MUKPOCKOMNUYECKOro nogxoaa
[[amakepa, KoTopbI
CYLLIECTBEHHO nepeoLeHnBaeT
9Hepruo BaHAepBaanbCOBbIX
B3anmMoaencTesnn angd
HaHOpa3MepPHbIX CMa4ynBatoLLNX
MSIEHOK.
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OCHOBE pasnunyHbIX NoAX040B
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MN36bITOYHAA SHEPrma Ha eaAMHULLY NAoLLaaN
MOBEPXHOCTM CMa4YMBatOLLMX M CBODOAHBIX MIEHOK

Specific excess energy
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BKnag MHOroTe/bHbIX B3aMOAENCTBUM B
MOJIHYO SHEPTUO B3aMMOLENCTBUA

Relative many-body interactions
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Contribution of different order interactions into Evdw

Bknaa MHOroTenbHbIX B3aMMOAENCTBUIN B
MOJHYO SHEPTrMIO B3aUMOAENCTBUA
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PacyeTbl M36bITOYHOM IHEPTUM ANA LUMPOKOTO
CMeKTpa MmaTepuanos
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Energy, c.u.
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BavAaHme pacTBopeHna Boabl

Specific excess energy, mJ/m?
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BavAaHme pacTBopeHna Boabl
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BEIBOIBI

* MeTog, cBA3aHHbIX OCLUAIUPYIOLLUX ANNONEN
NO3BOJIAET C NPUMEHEHUEM CYNEePKOMMNbIOTEPHbIX
KOMMN/J1IeKCOB MU3y4YaTb BaH-Aep-Baa/ibCoOBbI
B3aMMOAENCTBUA MeXKAYy HaHOYaCTULaMM U B
CUCTEMAX TOHKMX CBOOOAHbIX U CMa4YnBaOLLIUX
NAeHOK
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