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Annotation. Determining the concentration of vacancies in molecular dynamics simula-
tion is a non-trivial task, since it can be difficult to distinguish them from ion density fluctu-
ations. In the present work, the ion density distribution on a grid was used to detect the va-
cancies. The nodes of the grid coincided with the lattice sites and the interstitial positions,
and the particle coordinates were averaged with respect to time.

OnpeneneHue KOHUEHTPALMU BAKaHCUI NPU MOJIEKYISIPHO-IUHAMHYECKOM MOJE-
JUPOBAHUM SIBIISICTCS HETPUBUAIBHOM 3a7a4yell, MOCKOJIBbKY UX MOXET OBITh TPYIHO
OTJIMYUTH OT (PIYKTyaluii IIIOTHOCTH MOHOB. B HacTosmiel padote st perucTpanuu
BAaKaHCUW HCIIOJIB30BAJIM PACIIPENEIICHUE IIJIOTHOCTH UOHOB Ha CETKY, Y3JIbI KOTOPOHN
COBIIAJAJIM C Y3JIAMU KPUCTAUIMYECKOW PELIECTKU M MEXKI0Y3EIbHBIMU IO3ULUAIMU
[1], ycpenaHss KOOpAMHATHI YACTUL IO BPEMEHH.

Jnst u3ydeHus: pazynopsoyeHusi KaTHOHHOM MOJPENIeTKH TpeOOBaINCh COTHH
MWJIMOHOB IIarOB MOJEKYJISPHOM TWUHAMHUKH, B TEUEHHE KOTOPBIX ATa MOAPEIIETKA
MOBOPAYMBAIACH OTHOCHUTEIBHO MCXOAHOIO MOJOXEHUs (IpU TOM, YTO KOPPEKUHUs
BpalleHUs] IPUMEHsUIaCh Ha KaKaoM mare). COOTBETCTBEHHO, Bpallalid U CETKY, KO-
TOpasi UCIIOJIb30BAJIACH JIJISI PETUCTPALMN BAKAHCHA.

B nepBoMm mnpuOnuxeHUH, MOBOPOT KaTHOHHOM MOAPEMIETKH KOMIIEHCHPOBAJIH,
CUMTasi €ro TBEPLOTEIbHBIM BpallCHUEM (an TOM HE yuduThIBajach auddy3us
KATHOHOB). [10BOPOT OMKCHIBAIM BEKTOPOM ¢ , HATPABICHHE M MOZYJIb KOTOPOTO
COBIIAJIAJIN C OCBIO BPAILECHUS M YITIOM IOBOpPOTA KaTI/IOHHOI/I MOAPEIIETKNA BOKPYT
3710l ocH. OKOHYATeIbHO KOMIIOHEHTHI BEKTOpA ¢ YTOUHSIH CHMILIEKC-METOIOM
Hennepa u Muna [2].

Ecmm cle)(t) - YIJIOBAsi YaCTOTa TBEPAOTENBHOTO BPAILIEHHUs] KATHOHHOW MOJPEIIET-

KH, 3aBUCiAIIasA OT BPCMCHHA, TO HHTCI'PpaJl € MOMEHTAa MOJKET OBIThH 3aITMCcaH B (bopMe

fidt= > [h(t)xmu()dt= 3> [EO)xm(@(t)xg(t)d, (1)

110 KaTHOHaM 10 KaTHOHaM
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[0 oy Moy ror]
TIOCIIE Yero ¢ MCIONb30BAHUEM TTPABUIIA ax(b xc) =b-(a-c)-c -(a : b) 1 C y4eTOM

r r
TOTrO, UTO Ia)(t)dt = @ , IPUOIIVKEHHO TIPEICTABICH B BUE

> mi-(<E>><(E(t)—E(O))): > mi-(or¢-<E2>—<E>(<E>-orz)). (2)

110 KaTHOHAM 110 KaTHOHaM

CootHouenue (2) npeactaBiseT co00il cucTeMy TPEX ITMHEHHBIX YpaBHEHUH, KO-
TOPYIO UCIIOIB30BAIIH JUIA TTOJy4eHHs BEKTOPA « .

[Ipn BpemMeHax SBOJIIOIMH MOZEJIBHOW CUCTEMBI MOpsaka 1 MKC TpeOOBaIOCH
YTOUYHEHHUE YIJIa MOBOpPOTa ¢ Y4€ToM nudy3noHHOTO mepemMenieHns KaTHOHOB, HE
SBIISIBILIETOCS] TBEPJOTEIbHBIM BpaiieHueM. [t atoro ucnonszoBanu Meron Henme-
pa-Mupa [2]. B kadecTBe 11€7€BOT0 mapaMeTpa BBICTYIIAJIA CPEAHSA TUIOTHOCTh aTo-
MOB B y3JlaX CETKH, B HJICAJIbHOM CiIydae paBHas enuHuile. llepeMeHHbIME MeTO/AA
ObUIM TpH yIJia, HA KOTOpbIE HEOOXOAWMO MOBEPHYTH CETKY, YTOOBI OHA COBIaja C
KPUCTAJNTNYECKON PELIETKOM.

Pesynomamut pabomoi nonyuenvt 8 pamxax bINOAHeHUsL 20CYOAPCMBEHHO20 3A0a-
Hus Munobpnayku Poccuu 1.4539.2017/8.9.
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Annotation. The article considers the questions reveal the quality of software products
based on international standards. Discusses the model of managing the level of software
quality.

VYpaBneHue KauecTBOM MPOTPAMMHBIX TIPOAYKTOB MPHU pa3zpabOTKe MporpaMMHO-
ro obecniedenust (I10) akryanbHo. CHuxenne kadectBa [1O Bieuér 3a coboit ucro-
[ICHUE TPyA03aTpar, SJKOHOMUYECKUX U CTPATETUYCCKUX PECYpPCOB, CHIDKCHUE TPH-
BJIEKAaTENIbHOCTU TPOAYKTa HAa pBIHKE M TMOBBIIICHHE PHUCKOBAHHOCTHU MPOEKTA.
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