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One of the effective methods changing surface physical and chemical properties of a material
is high energy impact of nanoclusters with solid surface. Molecular dynamic simulation is one
of the most popular approach to study this process. It is very important for material science
and nanotechnology to know as much as possible about conditions for control of getting given
properties of the deposited layer. This work is devoted to the simulation of an angular impact
for Cu,, (n = 13,55, 147) nanoclusters with the substrate, consisting of 54000 atoms of copper.
As contrast to our previous paper [Batgerel B., Nikonov E.G., Puzynin I.V. Simulation of
Impact Intereaction of Uncharged Metallic Nanoclusters with Metallic Surface // Bulletin
of Peoples’ Friendship University of Russia. Series “Mathematics. Information Sciences.
Physics”. — 2013. — No 4. — Pp. 42-56.] we have studied properties of deposited layer on
the surface particularly a penetration depth of the cluster atoms and a thickness in angular
impact conditions. It is found that these parameters depend on the energy and size of
nanoclusters, a number of clusters in the beam, a frequency of irradiation and a value of
impact angle.

Key words and phrases: molecular dynamics, simulation, Verlet method, impact in-
teraction.

1. Introduction

One of the effective methods changing surface physical and chemical properties of
a material is high energy impact of nanoclusters with solid [1,2]. Molecular dynamic
simulation is one of the most popular approach to study this process. Many researchers
are working on this subject [1-5]. The thin-film growth by energetic cluster impact
normal to the surface is studied in work [3]. Simulation of the solid surface modification
by high energy normal impact studied in work [4]. The structural response of the
target is described in work [5] for different velocities of projectile, ranging from 6.0 to
16 km/s in the conditions of normal impact.

The main goal of our investigation here is to study dynamics of penetration depth of
cluster’s atoms inside solid material and the thickness of deposited layer depending on
clusters size, energy and impact’s periods. We have used LPMD software package [6].

2. Simulation Procedure

One of a essential point in atomic scale modelling method is the choice of inter-
atomic potential. It is widely recognized that empirical many-body potentials can
reproduce with good accuracy the thermodynamic and structural properties of most
transition metals. In our simulations we have used the Sutton-Chen potential [7]. The

parameters of the potential for a copper are a = 3.61(A), ¢ = 39.755, € = 0.0124(eV),
m=6,n=09.

The simulating system consisted of the fixed solid substrate and 3 similar impact-
ing clusters. Before simulating the impact, the substrate and clusters are separately
equilibrated.
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The metallic substrate has a size 54.15 x 108.3 x 108.3 (A) and consists of 54000
atoms of copper. The structure is a face centred cubic (fcc) and has a (1 0 0) surface.
The substrate is thermalized separately at T' = 300K using Berendsen thermostat for
10000 time steps. Boundary conditions are periodic in y- and z-directions only.

Most stable clusters have an icosahedral structure and number of atoms are calcu-
lated by formula n = (10k® + 15k? + 11k + 3)/3, k= 1,2,... [8]. The first 3 number
of atoms in cluster with icosahedral structure are 13, 55, and 147. So, we tried to sim-
ulate clusters with these sizes, consisting of copper atoms. The initial configuration of
the cluster was prepared from a face centred cubic crystal of size 14.44 A by choosing
required number of atoms, closest to the center. In real experiment, generally, cluster
is produced by following method: firstly the material is brought into the gas phases
and then undergoes cooling and expansion in stream of inert gases. So, to be realistic,
we followed by this manner. The cluster was heated up to 1800 K, much higher than
melting temperature of copper. Then, it was cooled down to the room temperature
and equilibrated. Each heating, cooling and equilibrating stages are done for 100000
time steps.

After that we have analyzed the structure of the clusters using the Common Neigh-
bor Analysis (CNA) method [9]. This method is a technique used in atomistic simula-
tions to determine the local ordering in a given structure. In this method every pair of
atoms is labeled according to four indices (4, j, k,1). The different structures have the
following distribution of pairs: fcc has only (1 4 2 1) pairs; hep has pairs distributed
equally between (14 2 1) and (1 4 2 2); bee has (144 4) and (1 6 6 6) presented in
ratios 3/7 and 4/7, respectively. The distribution of pairs in a icosahedron structure
depends on a number of atoms. The results of our analysis of the cluster with 147
atoms are shown in Table 1 and compared with the icosahedron structure. From this
analysis we can see that the last configuration’s structure is close to it.

Table 1
The CNA analysis of cluster configuration
Pairs Configuration Pairs Configuration
it j k | Init. Last Icos. |4 5 k [ Init. Last Icos.
1 0 0 0 1.03 1 4 1 1 0.29
1 1 0 0 0.15 1.47 1 4 2 1 6200 28.01 18.02
1 2 0 0 722 6.45 1 4 2 2 27.27 31.53
1 2 1 1 722 6.30 1 4 3 3 1.47
1 3 0 0 2.79 1 5 4 4 1.17
1 3 1 1 2342 1848 3604 |1 5 5 5 0.15 5.4
1 3 2 2 5.13  9.01

After separate equilibrating, the solid substrate and clusters were joined to evolve
together. The clusters were placed in equal distances, so that they do not interact to
each other and to solid substrate. Then the whole system was thermalized for 1000
time steps.

3. Results

We have simulated collisions of three different impact energy values, E=0.1, 1.0,
10.0 eV /atom, according to the modes soft landing, droplet spreading and implanta-
tions. The beam’s frequency is defined by period 7', which is the time between impact
to impact. We also simulated three different time periods, T=4, 5, 6 ps. After giv-
ing an impact energy to the clusters, we have only used Berendsen thermostat for the
solid substrate.

The total simulation time for cluster-surface interaction shown in Figure 1 was 40
ps, with a time step At =1 fs.



Batgerel B., Nikonov E.G., Puzynin I. V. Simulation of Interaction of. .. 49

Figure 1. Snapshots of the impact at time ¢ = 2.3, 5, 6.5, 9,10.5, 13, 30, 40 ps.
The clusters’ size are N = 147, impact energy is F = 10.0 eV /atom and the
impact period is T'=5 ps

We have studied the penetration depth of clusters atoms inside solid substrate and
the thickness of deposited layer on surface. In Figure 2 shows the time dependence
of the penetration depth for single impact and different impact periods T'= 4,5, 6 ps.
The impact energy is E = 10 eV /atom and cluster size is N = 147. The impact angle
is a = 15°. After each impact the cluster’s penetrates deeply inside solid substrate and
then it reflects back. So, penetration of next cluster depends on the impact periods.
Figure 3 shows the impact energy dependence on penetration depth h and also the
thickness of surface layer d for different impact periods.
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Figure 2. The dependence of penetration depth h
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Figure 3. The thickness of deposited layer d from impact energy E and impact

periods T. The impact angle is o = 15°

4. Summary

We have simulated an impact of nanoclusters beam with solid surface and following

summary were obtained:

1. Soft landing: For the energy of the incident E < 0.1 eV /atom target surface is not
destroyed and the structure of the cluster is very close to that of the original state.
The atoms of cluster are not penetrated inside the surface. The thickness of the
deposited layer d is increased with the size of cluster and the time of irradiation.

2. Droplet spreading: In the case of energy of the incident E ~ 1 eV/atom, the
structure of cluster greatly deformed and the penetration depth h is increased.
The thickness of the deposited layer d is decreased, but it increases with increasing
the size of clusters.

3. Implantation: At energies E > 10 eV /atom, the structures of clusters and target
are greatly deformed and the crater is created on the surface. It has been found
that the penetration depth h increases gradually with raising the energy and
it depends on the size of clusters and the time of the irradiation. The beam’s
frequency is affected by increasing size of cluster.
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OmauM u3 caMbIx 3PPEKTUBHBIX METOI0B M3MEHEHMSI ITOBEPXHOCTHBIX (PU3UIECKUX M XU-
MHMYECKMX CBOMCTB MaTepuaJia ABJsIeTCs 0bJIydeHne HAHOKJIaCTepaMy TBEPIOH TTOBEPXHOCTH.
MojemupoBaHe MeTOJAMU MOJIEKYJISPHON JUHAMUKHU TIpEICTaBJseT coboii HanboJiee MoIry-
JISIPHBINA MOIXO/ K U3y9YEHUIO TAKOro TUMa mponeccoB. O4YeHb BarkKHO IJIsT MATEPUAJIOBEICHUS
¥ HAHOTEXHOJIOTUI 3HATH KaK MOXKHO 0OJIbIIIE 00 yCJIOBUSX, IIPU KOTOPBIX MOKHO yIIPABJISTH
IIPOIECCOM TIOJTyYeHUs 3aJAHHBIX CBOMCTB OCasKIEHHOTO Ha MMOBEPXHOCTH MaTepruasa. Pabora
MTOCBSIIEHA MOJEIUPOBAHUIO MIPOIECCOB YTJIOBOTO YAAPHOIO B3aUMOIACHCTBUS HAHOKJIACTEPOB
Cu, (n = 13,55,147) ¢ moBepxHOCTBIO 06pa3na, cocrosmero u3 54000 atomos meau. B oTin-
ype OT Hallel mpeablIyineil paboThl Mbl UCCIEI0BAIN CBOWCTBA OOPA30BAHHOTO B PE3YJIbLTATE
COYIApPEHNsT TMOBEPXHOCTHOIO CJIOSI, B YaCTHOCTH, TVIyOMHY IPOHUKHOBEHUS ATOMOB HAJIETa-
IONMX HAHOKJIACTEPOB M TOJIIMIMHY OCAXKJISHHOTO CJIOsi B YCJIOBUSAX YIJIOBOTO yjaapa. DBbLIo
0OHAPY?KEHO, 9TO JaHHBIE MTapaMeTPhl 3aBUCAT OT pasMepa, SHEPIUN HAJIETAIOMNX HAHOKJIA-
CTEPOB, KOJUYIECTBA KJIACTEPOB B IIy9YKe, YACTOThI UMITYJILCHONO UCTOYHUKA U BEJIUIUHBI yIJIa
My9YKa HAJETAIONNX HAHOKJIACTEPOB.
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