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The aim of this work is an ab initio study of the linear chained carbon (LCC) stability on
the substrates of elementary and binary composition. The investigated substrates are Al, KClI,
NaCl. DFT and MD calculations on sample structures reveal the peculiarities of LCC film
deposition.

[Tpou3BoaCTBO MAKPOCKOMMYECKOTO KapOrHa IO CUX MOP SIBJISETCS OYEHb BAXKHOU
poOJeMoi U3-3a HeCTAaOMIBHOCTU YIIepoJHbIX neneil. [lo cytu, npobiema HecTa-
OMJIBHOCTH JIMHEWHO-1IenoyeuHoro yruepona (JIL[Y) cBsizana ¢ BbICOKON THOKOCTBIO
OJTHOMEPHBIX IIETICH, a TAK)KE PEAKIIMOHHON CITIOCOOHOCThIO HEHACKIIIEHHBIX CBSI3EH C
spl-rubpunuzanueit. GopmMupoBaHre reKCaroHaJbHON CTPYKTYpPbI U3 JTUHEHHBIX I1€-
MOYEK B MPOIECCE POCTa 00ECTIEYNBACTCS MOBEPXHOCTHIO MOUIOKKHY [ 1]. B aT0# CcBsI3n
MHTEPEC MPECTABISIET KPUCTAIIINYECKUE TTOIJIOKKH, TTOJIBEP’KEHHBIE PACTBOPEHUIO C
MOCJEIYIONUM OTCJIauBaHUEM YIIepoAHOU riieHku. [lomoOHbIe MaTepuasbl 03BO-
JISIFOT TIPOBOJUTH UCCIEIOBAaHUs CTPYKTYphl U cBoiicTB JIL[Y HemocpencTBeHHo, 6e3
y4acTus MOMJIOKKHU. B nepcrieKTuBe OHU CO34at0T OCHOBY JIJISl IEPEHOCA LIEITOYEYHOTO
MOKPBITHS Ha MOJIOKKHU JPYTOro TUIIA, IJI€ €ro HEMOCPEICTBEHHOE BhIPAIIMBAHUE HE-
BO3MOKHO.

[lenbto HacToOsIIEH PAaOOTHI ABISETCS U3yUYCHUE CTAOMIHLHOCTHU TJICHOK JIMHEHHO-
LEMOYEYHOT0 yIIIepo/ia Ha MOI0KKAX 3JIEMEHTAPHOTO M OMHApHOroO cocTaBa. B kave-
CTBE MCCJICIYEMBIX MOJJI0KEK MCIOJIb3YIOTCS AIFOMUHUM, XJIOPUJl HATPUS U XJIOPU]
kasmst ¢ opueHTanusmu (001), (110) u (111). OnTumMuzanus CTpyKTYpHI LIeTe Ha 1o-
BEPXHOCTH OCYIIECTBIISCTCS B paMKax Teopuu (GyHKITMOHAA TIIIOTHOCTHU B MIPUOJTHKE-
Hun GGA. MonenupoBanue yctounBocTH JILIY mpu MOBBIMIEHHBIX TeMIlepaTypax
BBITIOIHSETCSI METOJJAMU MOJIEKYJISIPHOU TUHAMUKH.
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Puc. 1. YHpOH_ICHHaSI MOZEJIb INICHKU U3 JTUHEHHO-1LIEIIOUYEYHOTO yrjepoaa Ha ITOBECPXHO-
CTH aJIFOMHMHUA

1. Babaev V.G., Guseva M.B., Novikov N.D., Khvostov V.V., Polyynes: Synthesis, Prop-
erties, and Applications, 219-252 (2005)
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This work is devoted to construction of a model to describe influence of correlation and
nonlocal charge interaction effects on the electronic properties of surface sp-systems on the
example of Graphene adatom systems.

Adatom systems attract lot of attention of scientists because of evolving of STM
technology. This kind of materials has a big potential for development of novel logical
devices or atomic memory. A great example is the surface systems with s- and p- elec-
trons. Some of them present interesting feature: despite of strong hybridization of
atomic levels and smaller extansion of a wave function, we can observe formation of a
narrow band on the Fermi level with half-filling [1, 2]. Because of that the
ARPES [3] experiment and single-electron theoretical methods [4, 5] can present con-
flicting results.

In this work we consider adatom graphene systems C2F and C2F. For more realistic
description the electronic properties of these systems taking into account the nonlocal
charge interactions were considered using the Extended Dynamical Mean-Field Theory.
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