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Abstract The stochastic approach to the problem of deformed bulk structures is a unique
possibility for obtaining a so—so real picture of physical processes in these structures. The
chain of identical atoms with random distances between neighbours as well as the chain
with random masses at equal distances is analysed. These analyses were generalized to
complex chains, which are spatially and mass deformed. The approximations used were
incommensurability; one and more rough, continual approximation. The probabilities are of
exponential type. It means that the error in estimation on the basis of stochastical method
can go to 100% maximally.

Keywords Stochastic - Spatial deformation - Mass deformation - Convolution of
distribution densities

1 Introduction

This part is dedicated to bulk structures with impurities and vacancies [1, 2]. It is known that
purely clean crystals do not exist—some percent of structure defect is always present. The
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influence of structural defects (vacancies and impurities) to behaviour of the system can be
exactly treated only in presence of one or two defects [3—5]. In the case of three defects, we
have a three-body problem [6, 7]. In all other cases, the stochastical treatment is a unique
way for the estimate of behaviour of broken symmetry bulk. In other words, the probabilistic
treatment is unique chance [8, 9].

We shall treat stochastically two types of one-dimensional chains. The first type is the
chain with identical atoms (molecules) with different distances between neighbour atoms.
In practice, it is chain with vacancies. The second one is the chain with identical distances
between atoms, but with different masses. It is, in fact, a system with impurities. Even when
if it is possible, the results obtained for chains will be generalized to three-dimensional
structures.

The results for space distribution of defects (chain with vacancies) and for mass dis-
tribution will be generalized by means of distributions convolution [10]. The distribution
obtained by convolution as a resulting one, would serve for estimating the chain in which
the vacancies as well as impurities are present.

2 The Chain with Vacancies. The Spatial Distribution Density

‘We shall consider the chain in which the distance between N;p atoms is a; between Nyp
atoms the distance is a,, etc. We assume that there are n different distances between atoms.
The total number of atoms Np = Z:,'Zl N;p = const. [11] and that the length of the chain
L= Z?:l ayNyp = const. is conserved.
The statistical probability of the described system is given by
Np! NpP

— ~

[Ti=1 Nep! [T N:\ngn ‘

Analogously to the standard Boltzmann’s approach [12], the most probable distribution
of atoms over distances is obtained by equating the variation of the function

ey

®=InP —apNp —BL=NplaNp — ) (NipInNip +apNep +BasNep)  (2)

s=1

with zero. Undetermined Lagrange coefficients [13] are denoted with « and .
Since §@ = — Z:,’:l(ln Nsp + 1 + ap + Bas)8Nyp, the equation determining the most
probable distribution is

InNgp+1+a+ Ba;, =0 3)
where from it follows
N,p = e~ @D =has @)

Substituting (4) in Y__; N;p = Np, we obtain:

e—@n+D) —

&)

Combining (4) and (5), we find the probability that the distance between N;p neighbour
atoms is ay:
N, sD e ~Pas

Ws = - =< =z - 6
ND Zs:l e*ﬂas ( )
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The probability W, given in the formula (6) is not convenient for further analysis of
the chain since neither a; nor 8 are known. For this reason, we introduce incommensurate
approximation:

a; = sap @)

where a, is minimal distance between neighbour atoms (it is clear from (7) that a; = ay).
In the case of vacancies, approximation (7) is relatively close to a real situation, but in
the case of random impurities this approximation is more rough. Since real distances are
(s + p)ayp, the approximations are: (s + p)aog = (s + 1)ag if 0.5 < p < 1 and (s + p)ag = say
if0<p<0.5.

Putting (7) into (6), we obtain the approximate expression for probabilities:

W Nip e~ Paos ®
YUNp Y efas

This formula will be the basic for further analyses.
The first necessary step of the analysis is determining Lagrange multiplier 8. It can be
achieved by combining of (8) and the conservation law:

L= ZsaoNSD. 9
s=1

Including N;p from (8) into (9), we obtain

n —Bags n __ ,—Bapn
L _ Dy se fo - _ d ane*ﬂﬂos =— d In( =P 170 . (10)
Npao 22:1 e—Baos d(Bag) — d(Bayp) 1 — e—Bao

In order to simplify equality (9), we shall take approximately: e=#%" ~ (. After that (9)
reduces to:

L d 1

Noas = 3(Ban) In(ef® — 1) = o (11)
From (11), it follows
e = Ho (12)
and further
_ﬂa():ln(l— N’;“°>. (13)
The next approximation is In(1 — @) ~ —@ and it gives the estimate for §:
p= % (14)

In the described way, we estimated Lagrange multiplier 8 through fundamental charac-
teristics of the chain, i.e., through number of its atoms N and through its length L. Naturally,
it must be kept in mind that expression for 8 is approximate.
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It is of interest to find the average value of distance a, since this average values is the
lattice constant of an equivalent chain with identical distances between atoms. This average
value is given by:

S —PBsao d " d 1 — e—"Bao
Za W, = 75 190%¢ e L P (15)
> o e Paos dg dg e P —1
where from it follows:

Bag

2 N
<as>=aeq=ao< C - "_1), p=—". (16)

2sinh &0 enbao

The generalisation of exposed approach to three-dimensional structure gives the following
result:

—ﬁ.raos—ﬁvbos—ﬂzvos

Wror = (I7)
aps nx —ﬁ ,ags nx —Bzaps
Dol e Praos Y e haor 3T e
Ny N.
where 8, = ‘D , By = LLyD, B. = L” and ao, by and c¢( are the minimal distances between

neighbours in x y and z directions, respectively.

3 The Chain with Impurities Having Different Masses. The Mass Distribution
Density

We shall now consider the chain with N,, equidistant atoms having different masses m,
mo, m,,. It will be assumed that mass m; have Ny, atoms, mass m, have N,), atoms and so
on. In this case, the number of atoms N as well as the mass M of the chain are conserved
[14, 15]. It means that conservation laws are:

> Now =Ny (18)
and
Y _miNeow=M. (19)
s=1

The statistical probability is given by:

Nl Ny 20
TS Nad! T, N 20
s=1778 s=1""sM

As in previous case, the most probable distribution is obtained by equating of variation
of the function

W=InP—ayNy—yM=NylnNy — Y (NosInNyy +ayNoy +ymNyg)  (21)
s=1

with zero.
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We shall not repeat evaluations from previous section because they are practically the
same.
The probability that N; atoms have the mass m; is given by:

e Vs
== 22
T e 22
Using the incommensurate approximation for masses:
mg = Smy (23)

where m is the minimal mass, we obtain the approximate expression for probability £2,

N, —ymgs
Q=i _ ¢ 24)
Ny ZT:I e—ymos

Combining (19) and (24) and using the same approximations as in Sect. 2, we obtain the
estimate for Lagrangian multiplier y:

R (25)

v

The average value of the mass, which represents the mass of equivalent chain having
identical masses, is given by:

ymo

e? m Ny
<m5>_meq_m0<2Sinh% T emymy — 1)’ v= M (26)
The expression for three-dimensional structure with different masses is given by:
o YxMx0S —YyMy0Ss —YzMz0S
Qror = (27)

My L —yemyos My —yymyos Mz —y,ma0s
Zs:l e Va0 ZS:I e Y Z::l e =m0

N. N N. .. .
where y, = ;4—14, Yy = Iljliw LY. = MM and m, mo and mo are the minimal masses in x, y

and z directions, respectively.

4 The Chain with Vacancies and Different Mass Impurities

The main goal of our considerations is the distribution function of the chain with different
masses and with different distances between masses. This chain will be considered as a
structure obtained by imbuing of the chains described in Sects. 2 and 3.

The distribution densities of this complex system can be obtained by means of convolu-
tion of distribution densities W and £2; [16-18].

In accordance with mathematical statistics rules, the resulting spatial distribution density
represents the sum of kernels W,_,, over all probabilities £2,,, i.e.

Ry=Ng ) Wi 82, (28)

u=l1
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while the resulting mass distribution density represents the sum of kernels £2,_,,, i.e.

By =No Y _ 2, W,. (29)
n=1

In (28) and (29), normalising constants are denoted with Ng and Ny, respectively.
We shall find the spatial distribution density Ry, first. Combining (8) and (24), we obtain:

R, = Ng Z eIy (30)
p=1
where
x = Bag 3D
and
y =ym. (32)

After simple calculation, we obtain (from (30)) the normalised spatial distribution density
(spatial probability) in the following form:

(e" =D’ -1
(=D —e™)—(ef—=1)(1 —e™)

(efxs _ efys)' (33)

s =

By combining (8) and (24) with (29) we obtain:

By =Ny Y e Ve (34)
n=1

where from follows the formula for mass distribution density (mass probability):

(e =D — 1)
(e — (1 —e™) — (e — (1 —e)

= (67'” _ 67”). (35)

By means of the formula (33), we shall determine average distance between atoms in
complex chains with different distance. It will be a lattice constant of the chain, which is
equivalent to described complex chain with different distances and different masses. This
average value is given by:

.\ _ (" —1)(e” —1) ST R
as_;asRs_ao(eY—l)(l—e*’”)—(ex—l)(l—e*my) <SX_I:S€ SXZI:SE )

(36)
After calculations of sums in (36), we obtain the final expression in the form:
_ (er =1’ —1)
ag = day
@ =1 —e™)—(e*—=1)(1 —e™)
1] —e™" 1—e" ne " ne "
X — - + — . 37
<4sinh2§ 4sinh” 3 e’ -1 ex—1> G7
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The calculation of the average value E is of practical interest. If in complex chains, in-
stead of neutral atoms are located ions, then between them are acting Coulomb interactions,
which are proportional to reciprocal distance. The determination of a;! enables us to find
the equivalent value of Coulomb interactions between neighbour ions.

The average value czsTl is given by:

N N /1 1

1 _ —1 _ B U )

a; —E ag RS__ao E (se ¢ )
s=1

s=1

Ngr " | " Ngr 1—e™™ 1—e
= — d - 1d )= — dy——— [ dx—— |,
o (f yge / x;:e ) ap / e / e 1

Ny = @ - DE'-1) . (38)
(e =Dl —e) —(e* = DA —e™)

The integrals figuring in (38) can be solved in the following way. The integral

1— e—né

L (39)

after substitution & = Int becomes

7 dtl—f"_/ dr / dr (40)
AR Y A TUE) L —1)

can be expressed as follows:

: 1
The function Py

1 1 1 2 ah
-1 =1 ¢ —r
so that (40) becomes:
n+1 n+1 1 n+1 1

J:/dt;t“‘:—gs_lt”:— . (42)

v=I

Taking into account that ¢ = ¢* we finally have:

n+l 1
J=Y —e 5. 43
; —e 43)
By means of (43), we obtain from (38):
_— 1 Y DY =1 no—vx _ ,—vy
aT=— (-t =1 I —— (44)
ap (e¥ = D1 —e™) — (e* = (1 —e™™) “= v

Reciprocal mass appears in phonon theories. The kinetic energy of system of oscillators,
L 2 . . .
for example, is given as ;—m, where p is momentum and m is mass of atom (molecule). It is
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interesting, therefore, to find the expression for reciprocal equivalent mass of the complex
chain. It can be obtained by the formula

N 1 I _.
_l = Zm_qu) = —Q) (;e_ys — ;6‘_/\5>
s=1 N

_Ne (/dxz /dyz —>s> </dx%—/dy%)7

_ (e =)’ —1)
Mo = e D™ — (@ - D —em)’ 45)

By the same calculation procedure as in previous case, we obtain the expression for
equivalent reciprocal mass:

n —vx

— l (e*—=1)(e—1) e —e
M @ — D) — (@ — D —e ) Ly 4o

The result obtained in Sects. 2 and 3, especially the formulae (8), (24), (33) and (35), give
the possibility to find what ideal structures can represent the corresponding deformed ones.
These representations cannot pretend to reproduce behaviour of deformed structure exactly.
They rather give estimates of behaviour of deformed structure. The obtained probabilities are
of exponential type and the standard deviations for this type of distributions are of the order
of expectable (average) values. Since standard deviation represents the measure of deflection
from expectable value, in the worst case, the error can achieve 100%. Independently, the
stochastical method exposed here is a unique possibility for obtaining a fairly well real
picture of physical processes of deformed structure. It should be pointed out that having
equivalent ideal bulk structure, we can analyse the nanostructure (films or nano-rods) cut off
from equivalent ideal bulk. These give the possibility to estimate behaviour of corresponding
deformed nanostructures.

5 Continual Approximation

In Sects. 2 and 3, incommensurate approximation was used and it gives the above quoted
results.

Here we shall use more rough approximation, i.e. we shall go over to continual approxi-
mation.

In this approximation

n 00 m 00
amt Yo [T men Y[ @7
s=1 0 s=1 0

The calculations in continual approximation (47) are simple, and therefore, we shall
quote only final results of some important formulas from Sects. 2 and 3. These final results
are:

W(E) = pe P, (48)

© 1
(&) = f dege =, (49)
0
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2@ =ye ", (50)
o 1
(n) 2/0 dnne ™" = > S

For the complex lattice with spatial, as well as mass distribution the convolution distrib-
ution densities are

R@) = LY (e = o) (52)
and
() = p (e7F5 —e77%). (53)
Average distances are given by:
oo
z +
i= [ Casere) =212 (54)
By
while for averages masses we have the formula
[ee]
_ +
i= [ amom="1. (55)
By
Average reciprocal distances are:
7= [ae R = ml (56)
B—v v
while average reciprocal masses are given by:
[ S [
n*IZ/ ann o =LY w? T, (57)
y—=8 B

It is interesting to note that average distances and average masses are equal for the com-
plex lattice. The same is valid for reciprocal distances and reciprocal masses.

The results obtained are less real than the corresponding results obtained in Sects. 2
and 3, where random variables were discrete ones, but they can serve for quick estimation
of processes in deformed structures.

Conclusion

The ideas as well as obtained results of stochastical approach of spatially deformed and
mass deformed bulk structures can be summarized as follows:

1. The stochastical approach is a unique possibility to obtain a so—so real picture of behav-
ing spatially and mass deformed structures.

2. The obtained distribution densities (probabilities) serve for translation of deformed struc-
tures into equivalent ideal structures. Thin films of nanorods can be cut off from equiv-
alent ideal structures. The results of analysis cut off from ideal nanostructures give the
possibility for estimation of the processes in the corresponding films and nanorods with
defects. In Sects. 2 and 3, incommensurate approximation was used, while in Sect. 4, it
is used as a more rough continual approximation.
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4.

5.

. Stochastical method is applied to the chain of identical atoms with random distances as

well as to the chain with identical distances between atoms with random masses. The
investigations were generalized to the complex lattices, which are spatially and mass de-
formed. The probabilities for spatially and mass deformed lattice are obtained by means
of a convolution method.

All mentioned probabilities are of exponential type and this means that maximal error in
application of obtained formulas can be 100%.

Quick estimation was used for continual approximation.
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