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PACYET YIPYI'UX CBOMCTB KYBUUECKOM METAJJIMYECKOM ®A3bI THJIPUIA
AJIOMHUHHUS METOJAMHA MOJIEKYJISIPHO JMHAMUKH

IIpoBenena Banumanus MOTEHIMAla MEXKATOMHOIO B3aUMOACHCTBUSA IO TEPMOJUHAMHUYECKMM U CTPYKTYPHBIM JaHHBIM. MeTogamu
MOJIEKYJIIPHOH TMHAMUKH HCCIIEI0BAaHBI YIPYTHe CBOHCTBA 3-(ha3bl ruapuia aroMunus. [IpefcTaBiien aHann3 BINSHAS JaBICHUS HA YIIPyTHE
MOJIYJIH U TTapaMeTpPhl PEIIETKH.
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CALCULATION OF ELASTIC PROPERTIES OF THE CUBIC METALLIC PHASE OF ALUMINUM
HYDRIDE BY MOLECULAR DYNAMICS METHODS

The interatomic interaction potential was validated against thermodynamic and structural data. The elastic properties of the B-phase of
aluminum hydride were investigated using molecular dynamics methods. An analysis of the influence of pressure on the elastic moduli and
lattice parameters is presented.

VYrpyro-mMexaHudecKkrue CBOUCTBAa MaTepHaa, ONUCHIBAEMbIC TEH30POM YIPYTHUX MOCTOSHHBIX, ONPEACISAIOT €r0 TOBEICHNE
IIPU MEXaHWYECKHX Harpy3kax M CBS3aHHBIX C HUMH TeIIOQHU3MYECKHE XapakTepucTHku. [l merammmueckux das,
MIPEACTABILIONINX HHTEPEC B KAUECTBE KOHCTPYKIIHOHHBIX WM (PyHKIMOHAIBHBIX MAaTEPHAIOB, 3HAHNE YIIPYTUX MOAYJICH U NX
3aBUCHMOCTH OT BHEUIHHMX YCIIOBHH SBISETCS KPUTHYECKH BAXXHBIM. | MIpHA aTIOMUHMSA, 0ONaJaroli BEICOKOM 00BEMHOM
IUIOTHOCTBIO BOJOPOJa, HM3Yy4yaeTcs KaK MEepCHeKTHBHBIM MaTepwana I BOAOPOAHON 3HepreTuku. lccnemoBaHue ero
(yH/IaMEHTaNbHBIX CBOMCTB, BKJIIOYAas YHPYroCTh CTaOMJIbHBIX WM MeTacTaOWiIbHBIX (a3, HEoOXOAMMO JUIsi OLEHKH
TEXHOJIOTUYECKOTO MOTEHIINANIA.

B pamkax gaHHO#t paboThl METOJIOM MOJIEKYJISIPHOW TUHAMHMKH PAaCCYUTAHbI YIPYTHE CBOMCTBA B-(a3bl THApH/Ia AIIOMHHUS,
B YaCTHOCTH, 3aBUCUMOCTb YIPYTUX MOCTOSHHBIX U MOAYJEH OT 1aBJICHUS.

Beumn mpoBeneHbl pacuéThl ¢ HCIOIb30BAaHMEM Pa3WYHBIX MOAWGHKALUA Moxenu norpyxeHHoro aroma (EAM) mis
OTIMCAaHUsI MEXAaTOMHOTO B3amMmopeicTBus. [ pacuera kKo3(h()UIMEHTOB YIPYTrOCTH HCHONB30Balach B3aHMOCBS3b MEXIY
YOPYTHMH TOCTOSHHBIMH, (IIyKTyanusiMH HampsokeHud u matpuneii bopra. Cepum pacdeToB BBIIIOJIHEHBI B JAWAIa3OHE
nasnenuit ot 1 go 100 I'Tla anas onpeneneHus 3aBUCUMOCTENH yIPYIHX MOAYJIEH U MapaMeTpOB KPUCTAININYECKOW PEIETKH OT
MEXaHW4IECKOT0 BO3IEHCTBHS (PUCYHOK 1).
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Puc. 1. P-V-nquarpaMma rujjpuja aqfOMUHUS

Hccredosanue 8binoniHeHo 6 pamkax HaAyuHoU npoepammvl Hayuonanenoeo yenmpa usuxu u Mamemamuku, HanpagieHue
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