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Molecular-static simulation of grain boundaries in polycrystalline W has been carried out,
and values of energy and width of boundaries for various misorientation angles have been
calculated. Energies of formation of vacancies and interstitials have been obtained.

MeToaMu KOMITBIOTEPHOTO MOJICIIMPOBAHUS MPOBEJICH pacueT YHEPTUU 0Opa3oBa-
HUS TOYEYHBIX J1e(PEKTOB (BaKaHCHUI M MEXY3EIbHBIX aTOMOB) B CHMMETPUYHBIX I'pa-
Hulax HakJoHa <110> nonukpucrammyeckoro W. PacyeTsl NpoBEAEHbI ¢ TOMOIIBIO
nporpaMMHoro komiiekca LAMMPS [1] ¢ ucnonb3oBaHrueM MOTEHIIMAJA MOTPY>KEH-
HOro aroMa [2]. B kauecTBe BU3yanu3aropa ncnosibzoBasiack nmporpamma OVITO [3].

Crpykrypa u sHeprus ['3 1is kaxx10M rpaHulbl PaCCUUTHIBAIACH ISl PA3JIMYHBIX
HavyaJIbHBIX KOH(PUTYpAIHI TOCPEACTBOM MOKCKA TOKATbHOTO MUHUMYMa SHEPTUU Me-
TOAOM COMNPSKEHHBIX TPAAUEHTOB. [l JanmpHEHIIEro aHaav3a WCIOJIb30Balach
CTPYKTYpa, COOTBETCTBYIOIIAs [NI0OATbHOMY MUHUMYMY SHEPryu. bbuin paccunTaHbl
SHEpPruu oOpa3oBaHUsl BaKaHCUU B Pa3HBIX MO3UIUSAX B FPAHUIE 3€pHA U HA Pa3HOM
PACCTOSTHUU OT IUIOCKOCTH TPAHMIIBI M MTPOaHaIU3UpOBaHa 3aBUCUMOCTh SHEPIUHU 00-
pa30BaHUsl BAKAHCUM OT PACCTOSIHUSL OT IJIOCKOCTH TpaHullbl. [Ipumep 3aBUCHMOCTH
SHEPruu O0Opa30BaHUsl BAKAHCUU OT PACCTOSIHUS IJIOCKOCTH TPAHMIIBI JJISi TPAHUIIBI
> 11 (113)[1-10] moka3zan Ha pUCYHKE.

[IpoBeneHo cpaBHEHHE MUHUMAJILHOW YHEPTHU OOpa30BaHMs BaKaHCU U BHE-
PEHHBIX aTOMOB BO BCEX paCCMOTPEHHBIX rpaHuiax. [IpoananusupoBaHa penakcamus
CTPYKTYpBI TPaHHII TP 00pa30BaHUY BaKaHCHI U BHEIPEHHBIX aToMOB. [TokazaHo, uTo
yeM 0oJiee 3HaUUTENIbHA PeJIaKCcallis CTPYKTYPhI, COMTPOBOXKIAr0IIasi 00pa3oBaHUE TO-
YEUHOTO JIe)eKTa, TEM MEHBIIIE SHEPTHUs €ro 00pa30BaHuUs.
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Puc. 1. 3aBI/ICI/IMOCTB OHCPIUuun 06pa30BaHI/IH BaKaHCHIl OT pacCTOAHUA OT I'paHUIbI JJIA
I3 Y11 (113)[1-10]
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