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IIpoBenerno MomemiOBaHHSA TPHOX 3Pa3KiB OiMeTaTeBUX HAHOAPOTIB 31 CTPYKTY-
poro amapo-060I0HKA MM, ai€fo gedopMmariil po3TAryBaHHSA i CTHCKAHHS METOIA-
MH KJIACHIHOI MOJIEKYJIApHOI fuHaMiku. PodpaxyHKu B3a€MO/Iil MizK aroMaMu B
JOCTiIKyBaHUX 3pa3Kax Oy/iM BUKOHAHI 3 BUKOPUCTAHHSM MOJEJi 3aHYPEHOTO
aromy. /i BUBYEHHS MEXaHIYHUX BJIACTUBOCTEH HAHOAPOTIB Oy/IM 3aCTOCOBA-
HI 9UCTI0BI nporeaypu aedopMmariii po3TAryBaHHSA Ta CTHCKAHHS, i 9ac SKAX
OTpUMAaHi KpWBI HaBaHTAaKeHHs. MexaHiuHI HANIPYKEHHSA B 3pa3Kax OOIUCTIEHI
3a JIOIOMOTOI0 Teopemu Bipiasy. Bymu po3paxoBani Moyt IPYKHOCTI JI/TsT BCiX
JOCJTTKYBAHUX HAHOAPOTIB 3a PO3TATYBAHHS Ta, CTUCKAHHS.

Kurro4oBi cioBa: MOJIEKY/IsSpHA JUHAMIKA, HAHOAPIT, SAp0-000I0HKA, 1edOp-
Mailris

1. Bceryn

CrifikicTs MaTepiasy 10 MEXaHIYHUX MOMIKOIYKEHb, 1[0 MOYXKYTb OyTH CIPUYWHEH Pi-
3HUMU YUHHUKAMU: 30BHIMIHIN BIJINB, MEXaHITHII KOHTAKT JIeTajieil Ta KOMIIOHEHT Y TIeB-
HOMY MeXaHi3Mi TOIIO — € BaXKJIMBUM NapaMeTpoM, siKHil JOIJIbHO BPaXOBYBAaTH IIiJI 4ac
[IPOEKTYBAHHS HOBITHIX MIPUCTPOIB. 3a3HAY€HA BJIACTUBICTH CTAE 111 OiIbI BUPIIAIBHOIO
Yy BUIIAJIKY, KOJIM HAETHCS 1IPO TaKi, 110 TPOEKTYIOTHCS Ta CTBOPIOIOTHCH 3 BUKOPUCTAHHAM
CyYJacHUX HAHOTEXHOJIOTIH Ta HAHOMAaTepiasiB, OCKIIFKNA €KCTIEPUMEHTAIBHE JTOCIIiIKEeH-
HS MeXaHIYHHX MapaMerpiB HaHOMarepiaiiB € HaJ3BHUaiiHO ckuaguuM (mus. [1-3]), a
iHO/II 1 B3araJji HEMOXKJIMBUM, 3aBJAHHSAM, 3BaXKAIOUN HA HAJ3BUYANHO MaJIeHbKI PO3Mipu
JIOCJI/IPKYBAHUX 3pa3KiB. 30KpeMa, MeTajieBi HAHOYACTUHKHY, 3a3BUYAll, XapaKTepU3yio-
ThCs (PiBUIHIME TTapaMeTPaMu, IO BiAPI3HAIOTHCS Bi/l AHAJOTIIHUX 3HAYEHD, OJIEPKAHIX
JUTst BiamoBinaux mMerasnis [4].

V 3anpormnonoBaHiit pobOTi Oy/Iu PO3IMIAHYTI Taki TUIM HAHOMATEPIaJiB, K OiMerasesi
HAHOJAPOTH 31 CTPYKTYpOIo sapo-obosionka (anri. Core@Shell) [5-9]. Merasiesi nanozapo-
TU € PO3NOBCIO/PKEHUMHU HAHOMATEpiajIaMu, dKi 3aBJsAKH CBOIM IMOKPAIIEHUM, TOPiBHIO-
1097 3 MAaKPOAHAJIOTaMU, BJIACTUBOCTAM, MAIOTh OAraro IMEePCIeKTHUBHUX 3aCTOCYBaHb Y
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OPUCTPOAX HaHOETeKTPOHIKU. OcTaHHIMU JECATUTITTIMU BOHU IMIHPOKO BUKOPUCTOBYIO-
ThCS K MPOBITHUKH, sIK CTPYKTYPHI €JIeMEHTH Yy JIOTI9HUX MPUCTPOSX, B OJI0KAX maM i,
SIK CEHCOPH Il JeTeKTYBaHHs JieTiouux Oiosiorivnux i ximiunux rokcuni. OKpiM mporo,
MOKPAIIEHI MEXaHIYHi BJIACTUBOCTI, 30KPEMA MIIHICTh Ta THYYKiCTh, pOOJISATH MeTajeni
HAHOCTPYKTYPH MEPCHEKTHBHUMU MaTepiajaMu JJIs TiICHIeHHS KOMIIO3UTHUX MaTepia-
ais [10-12].

BacrocoBana B pobOTI METOAMKA JIA€ 3MOI'Y B PAMKAX YMCJIOBOIO EKCIEPUMEHTY Ta Te-
OPETUYHUX PO3PAXYHKIB OJIEp:KATH PE3YJIbTATH, K1, 3a3BU4ail, TOTPEOyIOTh TPOBEICHHST
3HAYHOI KiJIbKOCTI JJabopaTopHux BUpoOyBanb. Omeprkani B poOOTI KpUBI HABAHTAYKEHH ST
Ta MEXaHivHI MapaMerpu MOXKYTb OyTH BUKODHUCTAHI B MOJAJIBINNX €KCIIEPUMEHTATbHUX
Ta TEOPETUIHUX JTOC/TI/ZKEHHAX (DIBUIHUX BIACTUBOCTEH METaJeBUX HAHOYACTUHOK, & Ta-
KOZK JIjIsI IPOEKTYBAHHS KOMIIOHEHTIB IIPUCTPOIB HAHOETEKTPOHIKHY, AKi B poIeci poboru
3a3HAIOTH MEXAHIYHOTO BILIUBY (MEMODAHU, MPUBOAU PYXY TOIIO).

2. Komn’rorepHa MoJejIb MiXKATOMHOI B3a€MOIIl B
3pa3kax 0OiMeTajieBUX HAHOAPOTIB 31 CTPYKTYPOIO
ATPO-000JIOHKA

ITig wac MomenOBaHHs MPOIECiB AedopMallii MeTaJIeBUX HAHOAPOTIB B3AEMOIisT MiXK
aromamMu OyJIa ONMKWCAHA MOTEHIHAIOM Mi’KaTOMHOI B3a€MOJIII, IO BiIMOBiTae MeTOMy 3a-
uypesoro aroma (anrn. EAM (Embedded atom method)) [13,14]. Hiaxix EAM wacro
BUKOPHUCTOBYETHCH JJIs MOETIOBAHHS METAJIEBUX HAHOYACTHHOK PI3HOrO XiMi4HOrO CKiia-
JIy METOJIAMU KJIACUYHOI MOJIEKYJIAPHOI JIMHAMIKHY 1, 9K BiJIOMO, peajliCTU4YHO BiJITBOPIOE
OCHOBHI CTPYKTYpHI Ta (i3uvHi BJACTUBOCTI METAJIB i CIIaBIB.

V Mekax 3a3HAYEHOr0 MOTEHITIATY TTOBHA MOTEHIIaIbHA €Heprisi KPUCTAIY MOXKe OyTu
[IPEJICTABJIEHA Y BULJIsI/IL CYyMHU JBOX JIOJAHKIB, IEPIIUI i3 SKUX OIUCYE ITAPHY B3a€MO/IIIO,
a apyruil — B3a€MO/III0 Yepe3 eJIeKTPOHHY ['yCTUHY:

U=% > ‘P(Tij)+ZF(Pi)> (1)

4,5,17#]

e <p(r¢j) ~ €Heprig mapHol B3aeMOJl MixK aTomaMmu ¢ i j Ha BigcTami ry; F (p;) — eHepris
3aHypeHHs, TOOTO eHepris, HeOOXiTHA [JIsi PO3MIIEHHS aTOMa, ¢ B JUJISHIN TPOCTOPY 3
€JIGKTPOHHOIL I'yCTUHOIO p;.

Koxnuii jonanok pisusnns (1) mae ananiruunuil Bupas, uigibpanuil anpokcuManieo
JIAHUX, M0 OyJIM po3paxoBaHi KBAaHTOBO-MexaHiuHMMH MeTomamu [13]. Bixnosigso mo 3a-
3HAYEHOI AITPOKCUMAIIIl TapHy eHepTiio B3a€MO/Iii MizxK IMapoi0 ATOMIB MOXKHA TIPE/ICTABUTH

Y BUTJISII:
o) = A-exp [—Oé (% ;)1)} - B -exp [—IB (i ;01)]
1+(i—/<;) 1*(%*/\)

Jie T, — PiBHOBaxkKHA BiJCTaHb MiK Iaporo aroMmis 3amanoro tumy; A, B, a, 5, kK, A —
qucyioBi KoedimienTn.

; (2)
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st po3paxyHKy eHeprii 3aHypeHHs 3aJ1e2KHO Bl ejekTpoHHOl rycrunu F(p;) norpi-
OHO BUKOHATHU Taki Kpoku. CrIoUaTKy HEOOXiTHO PO3PAXyBATH €JIEKTPOHHY T'YCTHHY 0

Pi = Z f(rij), (3)
i,

ae flry) — dbynkmis, mo 3anae TOKATLHY eIeKTPOHHY TYCTHHY MOOIN3y aTtoMa i, Ky
00YHCITIOITH 33 (POPMYJIOIO:

fo-exp |6 (% ~1)]
flr) = T (4)
1+ (TL - A)
Bupas (4) mae anajoriuny dbopmy, 1mo i apyruii qomanok y dopmyni (2), 3 Takumu

camumu 3Hadennamu koedinienris 81 A. daui, enekrporna rycruna F(p;) 06uucaoeTses
3a OTHUM i3 TPHOX, HABEJEHUM HUZKYe BUPA3iB, 3aJI€2KHO BiJ 3HAYUEHHS p;:

3 i
P
F(p):ZFnz <_1> 7p<pn;pn:0385pe; (5)
i=0 "
3 p i
F(p):ZF’L (p_ > 7p7l§p<p07p():1a15pea (6)
i=0 ¢

Flp)=F.[1-m (p”)] - (pp) <p ™)

Busnauennst GbyHKIil enekTpoHHOT rycturn F(p;) y Takwii croci6 3abe3nedye Giibii
TOYHE BiATBOpeHHsT (Bi3WIHUX 1 CTPYKTYPHUX BJIACTUBOCTEH MaTepiasy B yChbOMYy [iama-
30Hi 3HAYEHD pj.

Cutn B3aeMOoZil MizK aTOMaMU PI3HUX METAJIB MOXKYTh OyTH 00YUCIIEH] 3a TOTIOMOr0I0
mozeai EAM jyis cunasis [13]. Bignosiguo 10 ocranubol napha enepris B3aemopuil gpab(nj)
MiXK aTOMaMu JIBOX THUIIB a i b MOXKe OyTH PO3pAXOBAHA, SK:

ab _1 fb<r) aa (. fa(r) bb r
¢ =5 (L) + B0 ). ®

Anamitnuna dopma HEOOXiTHUX IJIs MOTEIIOBAHHS (DYHKINN Ta YUCIOBl 3HAYEHHS
koedinienTis, MO BXOAATH 10 piBHsaAHDL (1)—(8), /g pisHUX MeTaiB mMOJaHi B JiTEpaTy-
pi [13,14].

VY npencrasieni pobori O6ysiu mocaimkeni 3pazku AgQPd, PA@Ag i PAdQPt Gimera-
JIEBUX HAHOJPOTIB 31 CTPYKTYPOIO siIp0-000JI0HKA Ti 9ac medopmarii. Bymu posrimsmayTi
BUMAIKU AedOopMaIlil pO3TATyBaHHS Ta CTHUCKAHHS 3 PO3PAXYHKOM MEXAHIYHUX HAMPY-
K€Hb 1 MOOYIOBOI0 BiANOBIIHIX KPUBUX HABAHTAXKEHHS. 3a UMY 3aJIEXKHOCTAMHU 00IH-
CJTIOBAJIN MO/IYJIb TIPY2KHOCTI JIJIsT KOXKHOTO 3pa3ka. Tak camo i 9ac MO IIOBaHHS Oy/In
oflepzKaHi TOTOYHI aroMicTudHI KOHMIrypariiil 3pa3kis y mporeci medpopmarii.

Bubip ximiunoro cksamay 3pas3kiB 3yMOBIEHHH THUM, 0 cpibsio, mamasii i miaruHa

J100pe MOETHYIOTHCA B PI3HUX CIIOTYyKAaX, OCKLIbKH MAIOTh I'PAHEIEHTPOBAaHI KyOiuHi Kpu-
CTasli4yHi rpaTku 3i ctamumu asy = 0,4086 uM, apg = 0,3890 M Ta ap; = 0,3920 nm
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Biamosigao. KpiMm Toro, pi3Hi Buau HAHOCTPYKTYP i3 BUKOPHCTAHHSAM Cpibiia Ta majiaiito
IIIAPOKO 3aCTOCOBYIOTHCS B HAHOEJEKTPOHII] Ta MOXKYTb OyTH OTPHUMAaHI PI3HUMHU METO-
mamm [15-18].

MopenmoBants BigOyBaJsocs JJist 3pa3kiB biMeraseBux Hanoaporis AgQPd, Pd@Ag i
Pd@Pt, mo manu dpopMmy IpaMOKYTHOrO mnapasesnerninena goBxkuHoo 240 oM, 241 HM i
236 umM, Bignosiguo. st cTBOpeHHS MOYaTKOBOI KOHMDIryparil Ko»KHOro 3i 3pa3kiB aromMu
MEeTaJIB spa Ta OOOJOHKU PO3MIIyBaau y By3/aX BiAIMOBIIHOI ieaqbHOI KPUCTATITHOL
rPaTKu, 3 MEBHUM 3HAUYEHHSAM CTAJIOl I'PDATKHU, TAK, 100 yTBOpeHwWil OiMeraseBuii HAHO-
IpiT MaB (opMy mapaJeseninena Ta CTPyKTypy aapo-0bosouka. Ilicas goro nposomuim
BHTPUMKY 3pasKis nporarom 10% irepariit 6e3 3acTocysanns nporemaypu gedopmarii. 3a
el 9ac aTOMHU B [IUISHIN KOHTAKTY 3afiMa/id PIBHOBAXKHY KOHIrypariio BiAIOBiIHO 10
[OTEHIiaTy Mi>KATOMHOI B3a€MO/Ii1. 3araJbHul BUJI IIOYATKOBUX aTOMICTUIHUX KOHQIry-
pariit 1oCTiIKyBaHUX HAHOJAPOTIB TTOKa3aHuit Ha puc. 1.

Puc. 1: ITouyarkosa aromicruuna xoudirypauis nanoxporis Ag@Pd, Pd@Ag i PdQPt 3zuiBa
HAIIPaBO BiAMIOBiIHO.

V mouarkosiii koH(iryparil 3pa3ka aroMu METAJIB PO3MIIIYBAJIUCT y By3J/1aX rpaHe-
IIeHTPOBAHOI KyOidHOI I'pATKH 3 BiAIOBIIHNME 3HAYEHHIMUA CTAI0] IpaTku. Bifgcrani mix
aTOMaMU y JBOX 30BHIIMHIX QTOMHUX IMapax Ha KOKHOMY 3pa3ky Oyau (ikcoBaHUMH,
mobn 3amobirTy peakcariii mig gac gedopMarii Ta 3a0e3mednuTH BiAmoBiAHI rpaHuYHi
YMOBH.

it BUBYEHHS MUHAMIYHOI OBEIIHKKA CHCTEMH I1iJ] HABAHTAXKEHHSIM JI0 3pa3Ka Oyna
3aCTOCOBAHA TTPOIIETYPA POITATYBAHHS, /IS K0T PO3PAXOBYBAIM 3aJEKHOCTI HATIPYIKe-
HHA Bix medopmarrii.

3a gedopmarnii 3pa3ka MexaHidHI HAMPYKEHHs OOYHUCIIOBATHNCS 3 BUKOPUCTAHHAM
reopemu Bipiaay [19], sk

N N
1 1 i j o, a, o
O’ijzvz §Zraﬁfiﬂ—m vivf | (9)
a=1 B=1

Jie i1 j — KOMIIOHEHTH JI€KAPTOBUX KOOPIUHAT; (v, § — ATOMHI 1H/IEKCH; rgﬁ, fgﬂ — BinmoBiaHi
BEKTOPHI KOMIIOHEHTH BiacTameil i ¢ Mixk aromamu « i 3; m — aromua mMaca; V — ob’em
3pa3ka.

Or2ke, 00YMCIMBIIY BiIIIOBLHI KOMIIOHEHTH IIBUAKOCTEH 1 CrJI MizKATOMHOI B3a€MO/IIL
JUtst 3amaHol nedbopmarii €, MOYKHA OIEPYKATH KPUBY HaBaHTaXKeHHs o().

MopnemoBanust 6y0 TPOBEJIEHO 3 BUKOPUCTAHHSM TepMocTary Bepenjcena [20] mst
minrpumku Temreparypu 3paskis va pisai T’ = 300 K. Komm’orepra cxema momesioBan-
s medopwmarii Oyma po3pobiieHa 3 BUKOPHCTAHHAM IIPOTPAMHOIO ITAKeTy sl METOIIB
KJIACWYIHOI MOsIeKy sipHol auaamikn LAMMPS [21].
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3. MogemoBanHs jgedopMallii po3TATryBaHHS

st BUBYeHHS MeXaHiYHUX BacTuBocTeil Gimeranesux nanoaporis Ag@Pd, PAQAg i
Pd@Pt 6ysia npoBeieHa BUIIEOIUCAHA, YUCA0BA POLELYPa MOAE/IIOBAHHA PO3TAIYBAHHS
Ta PO3PaXOBaHi Bi/MOBiIHI KPUBI HABAHTAXKEHHS i aroMmicTuuni KoHQIrypamii cucremu
3a pisaux medopmariit. 3aeKHICTh MEXaHIYHUX HANPYKEHb Bix medopmarii HaBegeHa

Ha puc. 2.

M 1 T T IS ——————y

A P
2 . PlmAg 1

20 s L 4

110

o I'lla
L )

@ Il

T T T L] - v v
o n2 0.4 L& LA ) 0 Bz d e 00 000
£ £

Puc. 2: Kpusi HaBaHTaxKeHHs Jjist OiMerasieBux HaHoApoTiB AgQPd, PAQAg i PAQPt nyist moze-
moBaHaa nedopManil po3TAryBaHHS. 3araJbHuil BUrIas (JIiBa MaHesnb) Ta 30iapiena miigaaka,
wo Bianosinae upyxuiit nedpopmanii, sKka BUKOPUCTOBYBaIAC /14 JIHIAHOI anpokcumanii (npa-
Ba, TAHETH )

Opepzkani KpuBi HaBaHTaxkeHHs (pUC. 2) MaIOTh TUMOBY (OPMY 3 JIHIHHOIO JIIAHKOIO
Ha MOYATKY, IO BiAMOBIi A€ mpyxKHiil qedopmarii 3pa3kis, Ta MOIaIbINO0 HETIHITHOO Ya-
CTHHOIO, IO BiAmOBimae mmactuuHiil medopmarii. Kpurndne 3HadeHHsT MEXaHIIHOTO Ha-
MPY2KEHHs, TCs IKOTO 3Pa30K 3a3HA€ IJIACTUYIHOI aedopMariil, At BCIX PO3LIISHYTHX
3pa3kis Oyso B mexkax 3uadens gedopmarii 0,1 < e < 0,2. Jliniitna anpokcumariis mpy-
JKHOI YACTUHN KPUBUX HABAHTAYKEHHS JTa€ 3HAUYeHHS MOmyss npyxuocti £ = 110 I'lla,
E =187,5TTla, E = 153,7 I'lla mus 3paskis AgQPd, PdA@Ag i PdQ@QPt, signosigno. Oaep-
JKaHi 3HAYEHHS MOYKHA MOPIBHATH 3 JIOBIIKOBUME 3HaUeHHAME MOayis KOHra 1j1a auctux
meraiiB Ag, Pd ra Pt, ski cranosasars 83 I'la, 121 I'Tla ra 168 I'lla sixnosiguo [22].

AromicTuuni koudirypanii HaHoaporiB min yac aedopmanii po3TAryBaHHs HaBee-
ui ma puc. 3— 5. Tak, micis TOukm, O Binmosizae mexxi MimHOCTI, B3/I0BXK 3Pa3ka
3’ IBIAIOTHCS JEKUIbKA, UIAHOK TiacTuaHol gedopmari (puc. 3). Hamoxpit AgQPd 36e-
pirae CTpyKTypy SIp0o-000I0HKA B OLIBINIH YacTHHI 3pa3Ka M1 9ac mIacTudHol qedopma-
1l Ta MOIAIBITIONO pyHHYBaHHS. 3a 30i/IbleHHs 3HAYEHD AedOpMariil B OmHiil i3 AiadHOK
YTBOPIOETHCS OJUHUYHUN PO3PUB, IO MPU3BOAUTD 10 PYHHYBAHHS 3Pa3Ka Ta Mocjaabe-
HHsI MeXaHi9HuX HanpyKeHb. QHAK y 3pa3Ky 3aJUIIAI0OThCS HEPETAKCOBAHI /10 BUXiTHOT
T'IK crpykTypH JUISHKY TIacTUYHOL gedbopmarii (HUKHS TaHelb Ha PUC. 3).

3pasku Pd@Ag i PAQPt (puc. 4 1 5) Tak camo 36epiraioTh CTPYKTYPY A1p0O-000J0HKA
mig 9ac mIacTugHol gedopMariii. 3a3HaunuMo, IO MmIacTuvdHa Aedopmaliis Ta pyiHyBa-
uHs 3pas3kis PdQAg i PdQPt possuBatoThcs femmio 3a pizaumu cruenapismu. Tak, s
Pd@Ag nanoapory xapakrepHa OKpeMa AlIgHKa mactudnol nedopmanii (aus. puc. 4),
110 HAJAJIl IEPEXOIUTD 10 JIOKAJIBHOL JiJIHKY PyHYBaHHS OOOJIOHKHU 3Pa3Ka 33 3HAYHUX
nedopwmariii. Ha Bigminy Bin nsoro, aius PA@QPt HaHOApOTY B3I0BK 3pa3ka 3’ ABIISTIOTHCS
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Puc. 3: Aromicruuni koudirypanii Ag@QPd manogpory ana medopmanii 0,1; 0,17; 0,18 i 0,19
3BepXy AOHU3Y BiIIOBiITHO

KibKa, JiIgHOK maacTuyHol aedbopmarti (qus. puc. 5), me 3a Giabmmx 3Ha4eHb 1edop-
Maril BigOyBalOThCs XapaKTepHi PO3PUBHU OOOJIOHKH.

K BUIHO 3 HaBeJEHUX BUIIE PUCYHKIB, KPUCTAJITHA CTPYKTYPAa 3 TPAHEIIEHTPOBAHOIO
KyOigHOIO T'PATKOI0 30€piraeThes st OLIBINOI YACTUHA 3Pa3KiB, TOAI AK JLISHKHA aMOp-
duorO crany dopmytorbesa B ainsHii pyiayBanns guine Ag@Pd manoapory. [Ipore, Ha
Binminy Bin AgQPd nanoznpory, mis 3paskis Pd@QAg i PAQPt yrBopenHs niacTudHux
JIUISTHOK, IO TIEPeIyoTh PYHHYBAHHIO, i caMe PYWHYBAHHS 3Pa3Ka HE CIOCTEPITAI0THCH.
Harowmicts BigOyBaerhcsa momasibie 30ubinenHst gedopMaliii HaHOAPOTIB i3 pyiHAIIE0
JIre 060JTOHKH 000X 3pa3KiB.

Puc. 4: Aromictuuni xoudirypanii PAQAg nanoapory mis medopmarii 0,1; 0,2; 0,3 1 0,4 3Bepxy
JOHU3Y BiIIIOBITHO.

T

Puc. 5: Aromictuuni koudirypanii PAQPt manogpory mia medopmanii 0,1; 0,2; 0,3 i 0,4 3Bepxy
JIOHU3Y.

4. MopemoBaHHdg gedopMaliil CTUCKAHHS

st eTanbHIIOro JOCiKeHHS MEXaHI9HIX BJIACTHBOCTEH TOC/IKyBaHAX HAHO-
JIpOTiB OYJIO TPOBEIeHe MOIENIOBaHHs gedopMarllil CTUCKaHHs. BianosigHa koM oTepHa
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mporeaypa TakK caMO Oyna peasi3oBaHa 3 BUKOPUCTAHHAM IPOrPAMHOIO IIAKETa
LAMMPS [21].

AromicTuuni koudirypauil Hanogporis mia yac gedopmanil CrucKaHHs HaBeIeHI Ha
puc. 6. Bugno, o mix vac nedbopmarii CTUCKAHHS 3pa3KK TaK CaMO 30epiraroTh CTPYKTY-
py saapo-obosonka. Hanonporn Ag@QPd i PAQAg cTuckamoThest, He TOPYIIYIOUH 3a3HaAYE-
HOI CTpyKTypH, Toai fK Ana PAdQPt manoapory B omHiil i3 aijisiHOK aMOpgHOIO CTaHy 3a
Oimpmmx medpopMariiil yTBOPIOETHCI OTUHUIHIN PO3PUB OOOTOHKH.

m o
Ag@Pd Pd@Ag Pd@Prt

Puc. 6: Aromictuani koudirypamnii gocaimpkysarnx HaHOAPOTiB 32 medopmanii 0,1 (Bepxusa na-
wenpb) 10,2 (AmKHS maHesn)

Kpusi naBanraxkenus, oneprkani fjs gedopmarii CTuCKanHsd, IpeJICcTaBIeHi Ha puc. 7.
Mozkna 6auuru (puc. 7), 10 KPUBI HABAHTAXKEHHS TAK CAMO MAIOTh THIIOBUI BUIVIA) i3
JIHITHOIO TIJISTHKO MPYXKHOI Aedopmarii Ta HeiHifiHI JiISHKH, [0 BiAMOBIIAI0TH mIac-
TuaHii gedopmarnii Ta pyitryBanno. Bogrouac sginiitHa miasHKa 3a/1€KHOCTEH CIIOCTEpi-
TAETHCA 33 TMOMITHO MEHINNX 3HAYEHBb AedOpMaliii mpoTH BUMAAKY AedOopMailiii po3Tary-
BanHs (nuB. 3asexxuocti Ha puc. 2). OKpiM UbOro, AUISHKY KPUBUX HABAHTAXKEHHS JJisd
IJTACTHIHOL 1epopMariii TaK caMo CyTTEBO BiIPI3HAIOTHCSA Bi/l BiAIOBIIHUX 3a1€2KHOCTEI,
OJIepzKAHUX JJIs PO3TATYBAHHS.

o, I'Ma

05 04 03 42 01 00 06 004 0,02 0.0

£ £

Puc. 7: Kpusi naBanraxenus g 6imerasesux nanonporis Ag@QPd, PdQAg i PAQPt wix gac
MO TIOBaHHe nedopMarii CTUCKAHHSA. 3araJbHuil BUTIs (JiBA TIAHETh) Ta 30LIbIIeHa [Ti/ITH-
Ka, M0 BI/MOBimMae MpyxKHIiM medopmarii, sKa BUKOPUCTOBYBAJIACS TSl JIHIAHOI ammpOKCUMAIIil
(upaBa nanenn)

JliniitHa iHTEpHOJIsAIis NMPYKHOI YACTMHY KPUBUX HABAHTAXKEHHS [1a€ 3HAYEHHS MO-
nyast upyxuocri F = 87,5 I'lla, E = 63,5 'la, E = 107,9 I'lla nys 3pa3kis Ag@QPd,
Pd@Ag i PdQPt sigmorigno. Omepskami 3HAYEHHS MPYYKHUX TTAPAMETPIB 151 CTUCKAHHS
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BiZIpi3HAIOTHCS BifI 3HAYEHD [I1s PO3TAryBaHHs. Taka MOBeIiHKa, HailiMOBipHIiIe, 3yMOB-
JIeHa PI3HUMHU MPAHUYHAME yMOBAMH [IJIsl IIPOLEAYD CTHCKAHHS Ta PO3THATYBAHHS.

20 T

AgaPd
I§ = PoiAg
s Pig™

a, I'lla

ALLS 000 005 000 005 000 615
£

Puc. 8: 3arasbuuil Buriis [ KpUBUX HaBAHTAXKEHHs Juld OimerasieBux nanoaporis AgQPd, PAQAg
i PA@QPt mist medbopmariit po3TaryBaHHs Ta CTUCKAHHSI

Ha pwuc. 8 maBeseni KpuBi HaBaHTayKeHHs, OJepzKaHi MiJ JYac PO3TATYBAHHS Ta CTHU-
CKaHHS [JIs TOTO, MOON TMOPIBHATH MOBEIIHKH 3pa3KiB 3a pi3HuX TUmis aedopmarii, mo-
OynoBaHi s HEU3bKUX 3Ha4YeHb gedopmaril —0,15 < ¢ < 0,15. Ak BuaHO 3 pHUCYHKA,
BiHOCHA BEIMYMHA KyTa HAXUJIY JIHIAHOI 9aCTHHEU 30€Pirac€TbCs JJjisi KO2KHOTO 3 PO3IJIs-
nyrux AgQPd, Pd@Ag i Pd@QPt 3pa3kis mijg yac po3TAryBaHHs Ta CTHCKAHHS. 3a TaKOl
YMOBH JIJII KOXKHOTO 13 3a3HAYEHUX 3Pa3KiB CIOCTEPIra€ThCsA 3MEHIIEHHS KyTa HAXUITY
JIHINHOI YaCTUHH, i, BIAMOBIIHO, MOYJIS MPY>KHOCTI MiJ] YaC CTUCKAHHA MMPOTU PO3TATY-
BaHHS.

BucuoBkn

3a pesyabraTaMu KOMIT IOTEPHOTO MOJETIOBAHHS JJisi 3pa3KiB OiMeTaneBux HAHOIPO-
rie Ag@Pd, Pd@QAg i Pd@QPt 3i crpykrypoio sapo-obosionka Oyiu mobynoBani Kpusi
HABAHTAYKeHHS st aedopMariii po3rsaryBanas Ta cruckanus. [Ilisxom miniitHoi ampo-
KCUMAIIii MPYXKHUX JIISTHOK OJEPYKAHUX 3aJeKHOCTEN PO3PaXOBaHI MOMYJL TMPYKHOCTI
JOCTiTKYBaHUX 3Pa3KiB.

BapTo 3a3naqunTn, M0 B 3arasioMm Jjisi PO3PaxyHKIB MEXaHIIHUX MTapaMeTpiB MEeBHOIO
3pa3Ka MOXKHA OYiKyBATH, IO KiHIEBUIl Pe3yabTaT 3ajeKaTuMe Bijl 0ararbox YNHHUKIB:
po3mipm 3paska, MBUIAKICTH AedopMariii, crocodbr BEMIPIOBAHHS, TEMIIEPATypa 3pa3Ka,
30BHiTIHI yMOBH TOIIO. TOMY OIepIKaHi i 9ac MOIE/TIOBAHHS PE3YIbTATH HE 000B’ I3KOBO
30iraTUMyThCs 3 TOYHUMY 3HAYEHHSIMU MOYJIsS MPYKHOCTI TeBHOTO MaTepiany. Taka pi-
3HUTA MOXKe OyTH OCOOTHMBO MOMITHOIO B Pa3i JOCTIIKEHHS MEXaHITHUX IMapaMeTpiB Ha-
HOPO3MipHUX 3pa3KiB. YK BifoMO, 3a3BHYail, HAHOPO3MIPHI 3pa3Kyu MaTepiasiB XapaKTe-
PU3YIOTHCH JIEI0 MEHIIMMU 3HAYEHHAMU MEXaHIYHUX [1apaMeTpiB, HOPIBHIOIOYHY 3i 3pa3-
KaMu 3BUYAiiHUX po3MipiB. ToMy B HAIMMX JOCTIIKEHHIX TaK CAMO MOXKHA OYiKyBaTH
Ha PEe3yJbTATH, [0 BiIPISHATUMYThCI Bi HagBHUX y JiTeparypi 3Hadenb. OKpiM mporo,
€KCIIEPUMEHTAJIbHO BUMIDSHI 3HAYEHHST MEXaHIYHUX MapaMeTpiB OiMeTaeBuX HAHOAPOTIB
3l CTPYKTYPOIO siIpO-000I0HKA, AHATOTIIHUX THM, sIKi Oy/Ir JOCTiIKeHI B poOOTi, Ha CHO-
rojHi BiJICyTHI B JliTeparypi, TOMY PO3PaxOBaHi 3HAYEHHS IapaMeTPiB MOKHA HOPIBHATHU
3 HASIBHUMY QHAJOTIYHUMY JAHUMU, OIEPKAHWUMH 3 KOMIT IOTEPHOTO MOIETIOBAHHS, Ta,



Mexani4Hi BracTnsocti bimeTanesnx HaHOZPOTIB ...
ISSN 1024-588X. BicHuk JlbBiscbkoro yHisepcutety. Cepis disuqna. 2020. Bun. 57 11

JIOBIJIKOBUMY 3HAYEHHSIMU MOJIYJIIB IPY2KHOCTI METAJIIB, 10 BXOIATH J0 CKJIAJILY 3Pa3KiB,
SK1 BUBYAJIUCH.
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Mechanical properties of bimetallic nanorods: a

computer simulation study

B. Natalich, D. Zakharova, U. Shvets, V. Borysiuk

Sumy State University
Rymskogo-Korsakova St, 2, 40007 Sumy, Ukraine
e-mail: v.borisyuk@phe.sumdu.edu.ua

The behavior of three different samples of bimetallic nanorods with core-shell
structure, namely Ag@Pd, Pd@Ag and Pd@Pt under stretching and compressi-
on was simulated within classical molecular dynamics methods. Calculations
of the interaction between atoms in the samples were carried out using the
embedded atom method (EAM). Interatomic forces between atoms of different
types were calculated within EAM model for alloys. Numerical procedures of
stretching and compression were applied to investigate the mechanical properties
of nanorods and to calculate strain-stress curves. Temperature was controlled by
Berendsen thermostat. LAMMPS software for classical molecular dynamics si-
mulation was used for calculations. During deformation, the mechanical stresses
in the samples were calculated using the viral theorem. The elastic moduli for all
samples under stretching and compression were calculated. Mechanic parameters
were obtained by linear regression of the elastic part of the strain-stress curves
for both stretching and compression. Obtained values during stretching are
E = 110 GPa, £ = 87.5 GPa and F = 153.7 GPa for AgQPd, Pd@Ag and
Pd@Pt samples respectively. For tension, obtained values of elastic moduli are
E = 87.5 GPa, E = 63.5 GPa and E = 107.9 GPa for AgQPd, Pd@Ag and
Pd@Pt samples respectively. Obtained values of elastic parameters are relati-
vely agreed for every sample in case of stretching and compression. It is worth
to mention that in general case, calculated values of the elastic modulus may
depend on many factors such as size and shape of the sample, measuring
procedure, strain rate, etc., thus obtained in our work parameters can only
be considered as approximate values that must be confirmed in further studies.

Key words: molecular dynamics simulations, nanorod, core-shell, strain-stress



