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We study (stationary) Laplacian transport by the Dirichlet-to-Neumann formalism. Our results con-
cern a formal solution of the geometrically inverse problem for localisation and reconstruction of the
form of absorbing domains. Here, we restrict our analysis to the one- and two-dimensional cases.
We show that the last case can be studied by the conformal mapping technique. To illustrate this, we
scrutinize the constant boundary conditions and analyze a numeric example.

Keywords: Laplacian transport, Dirichlet-to-Neumann operators, Conformal mapping.

1. Introduction

1. Is is known (see e.g. [8]) that the problem of determining a conductivity matrix
field v(p) = [7i;(p)]¢;~1, for p in a bounded open domain Q C RY, is related to
“measuring” the elliptic Dirichlet-to-Neumann map for the associated conductivity
equation. Notice that the solution to this problem has numerous practical applica-
tions in various domains: geophysics, electrochemistry etc. It is also an important
diagnostic tool in medicine, e.g. in the electrical impedance tomography; the tissue
in the human body is an example of highly anisotropic conductor [1].

Assuming there are no current sources or sinks, the potential v(p), p € €,
for a given voltage f(w), w € 0f, on the (smooth) boundary 0f2 of (2 is a solution

of the Dirichlet problem:
: 0 i Q
P1) {dlv(nyv) 0 in ©Q,

Ulag = f on 0f2.

Then, the corresponding (P1) Dirichlet-to-Neumann map (operator) A, sq is (for-
mally) defined by [16]

A%ag : f — 8vf/8u7 =V va ‘QQ . (1.1)

Here, v is the unit outer-normal vector to the boundary at w € 0f) and the function
v := vy is a solution of the Dirichlet problem (P1).
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The Dirichlet-to-Neumann operator (1.1) is also called the voltage-to-current
map, since the function A, gof gives the induced current flux trough the boundary
0f). The key (inverse) problem is whether one can determine the conductivity
matrix v by knowing the electrical boundary measurements, i.e. the corresponding
Dirichlet-to-Neumann operator. In general, this operator does not determine the
matrix 7 uniquely, see e.g. [4].

The main question in this context is to find sufficient conditions insuring

that the inverse problem is uniquely soluble.
2. The problem of electrical current flux in the form (P1) is an example of so-
called diffusive Laplacian transport [17]. Besides the voltage-to-current problem, the
motivation to study of this kind of transport comes for instance from the transfer
across biological membranes, see e.g. [13], [3].

Let some “species” of concentration C'(p), z € R?, diffuse stationary in the
isotropic bulk (y = I) from a (distant) source localised on the closed boundary
0f) towards a semipermeable compact interface OB of the cell B C €2, where they
disappear at a given rate W > 0. Then, the steady field of concentrations (Laplacian
transport with a diffusion coefficient D > 0) obeys the set of equations:

AC=0,peQ\B,
(P2)* C' |oa (p) = Cy, a constant concentration at the source 0€2 ,
—D 0,C |pg (w) =W (C —C*) |sp (w), on the interface w € OB

Usually, one assumes that C(p) = C* > 0, p € B, is a constant concentration of the
“species” inside the cell 5.

This example motivates the following abstract stationary diffusive Laplacian
transport problem with absorption on the surface 0B:

Au=0, peQ\ B, (u(p) = Const, p € B),

(P2) uloo (p) = f(p), ped,
(v u+0yu) |op (W) = h(w), weIB.

This is the Dirichlet problem for the domain €2 O B with the Dirichlet-Neumann (or
Robin [6]) boundary conditions on the absorbing surface 0B. Varying « between
a = 0 and @ = 400 one recovers respectively the Neumann and the Dirichlet
boundary conditions.

Now, similar to (1.1), we can associate with the problem (P2) a Dirichlet-
to-Neumann operator

A,Y:Lag . f — &,uf |QQ:Z g . (12)

Domain dom(A; gq) belongs to a certain Sobolev space of functions on the boundary
0f1, which contains uy := U ](ca’h), the solutions of the problem (P2) for given f and
for the Robin boundary condition on 0B fixed by « and h.

Then, there are at least two (in fact related) geometrical inverse problems
that are of interest:
(a) Given the Dirichlet data f and the corresponding (measured) Neumann data g
(1.2) on the accessible outer boundary 0f), to reconstruct the shape of the interior
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boundary 0B.

(b) A simpler inverse problem concerns the localisation of the domain (cell) B of a
given shape and fixed parameters « and h.

3. The aim of the present paper is to study the above problems (a) and (b) in
the framework of application outlined in the problem (P2)* and to work out the
corresponding formalism based on the Dirichlet-to-Neumann operators.

In Section 2.1 we formulate the mathematical setup of the these problems,
and we consider uniqueness of the forward boundary value problem (P2) solution.
There, we illustrate our strategy by an explicit example of one-dimensional inverse
problem for Q C R! and B = (a, b).

Our main results (Section 3) concern the two-dimensional case, when the
compact € C R?. Notice that there are three points that need particular attention.
The first is that the problems (P2)* and (P2) are formulated for non-simply con-
nected domains 2\ B. The second point concerns the peculiarity of the combination
of Dirichlet and Robin boundary conditions. As a third point, one has to mention
that the geometrically inverse problem is poorly formulated.

The present paper first presents the formal solution for the case when a =
+00, i.e. the Dirichlet boundary conditions u |gp (w) = 0, w € OB. For this
case, our approach is motivated by important papers [9], [12]. Here we refine their
results in the framework of the Dirichlet-to-Neumann formalism and add certain
observations in the case of a fixed geometry of domains B and ) following [2].

In Section 4 we consider an explicit example and give numerical calculation
for constant external boundary conditions f = 1 to illustrate abstract results for
Q= +00.

For finite > 0 and h = 0 we restrict the discussion to a few remarks,
(Section 5) as a more thorough investigation will be presented in future publications.
The same concerns our formal scheme for d = 2, since the corresponding inverse
problem is ill-posed.

The case d = 1 allows explicit calculations and serves to illustrate of our
main ideas, whereas, for solution of the inverse Problems, i.e. for d = 2, we use a

method of conformal mappings for harmonic functions in doubly connected domains
O\ B.

2. Setup of the Problems and Uniqueness

1. Below, we suppose that  and B C  be open bounded domains in R? with
C2%-smooth disjoint boundaries 9 and 9B, that is 9(Q \ B) = 9Q U dB and
0NN oB = .

Then, the unit outer-normal to the boundary 9(Q2\ B) vector-field v(p) pEA(N\B)
is well-defined, and we consider the normal derivative in (P2) as the interior limit:

(0,0) o (@) = lim v(w) - (Va)(p) , pe Q\ B @.1)

pP—w
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The existence of the limit (2.1) as well as the restriction u |55 (w) := lim,_,, u(p)
is insured since u has to be a harmonic solution of the problem (P2) for C%2-smooth
boundaries 9(Q2\ B), [15].

Now, we introduce some indispensable standard notations and definitions [5].
Let H be Hilbert space L?(M) on domain M C R? and OH := L*(OM) denote
the corresponding boundary space. By W3(M), we denote the Sobolev space of
L?(M)-functions, whose s-derivatives are also in L?(M), and similar, W5 (OM) is
the Sobolev space of L?(0M)-functions on the C?-smooth boundary OM.

Proposition 2.1. Let f, h € W21/2(8Q) for C%-smooth boundaries 0(2\ B). If
a > 0, then the Dirichlet-Robin problem (P2) has a unique (harmonic) solution in
domain )\ B.

Proof. For existence, we refer to [15]. To prove the uniqueness, we consider the
problem (P2) for f = 0 and h = 0. Then, by the Gauss-Ostrogradsky theorem, the
corresponding solution u yields:

[ o (Val) - Vu)o) = [ dp dv(@) (Tu)p) =

O\B O\B

/ do(w) u(w) (Oyu)(w) = —a/ do(w) |u(w)]* <0 . (2.2)
0B 0B

The estimate (2.2) implies that u(z € Q\ B) = Const. Hence, by the Robin
boundary conditions, (au) |gp (w) = 0, and by virtue of u |gq (p) = f(z € 0Q) =
0, we obtain that for o > 0 the harmonic function u(p) = 0 for x € Q\ B. O

The next statement is key for the analysis of inverse geometrical problems (a)
and (b). Since we use it below in the case R?, our formulation is two-dimensional.

Proposition 2.2. Consider two problems (P2) corresponding to a bounded domain
Q C R? with C*-smooth boundary 0 and to two subsets B, and By with the
same smoothness of the boundaries 0By, 0Bs. If for solutions u}l,)L ugcz,)l of these
problems one has

0,ul) loa= 0, g . (2.3)
then 0B, = 0Bs.

Proof. By virtue of ugfl,)l lan= ugg,)z loan= f and by condition (2.3), the problem
(P2) has two solutions for identical external (on 0f2) and internal (on 0B; and
0B5) Robin boundary conditions. Then, by the standard arguments based on the
Holmgren uniqueness theorem [14] for harmonic functions on R?, one obtains that
0By = 0Bs. OJ
2. We finish this section by a simple illustration of the explicit solution of the
Inverse Problems (a) and (b) in the one-dimensional case. Motivated by the Laplace
transport (P2)* we consider the case: f = c¢g, h = ac*, and « = W/D > 0, for
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Q:=(—R,R) CR! and B := (a,b):
Au=0, z € (—R,R)\ [a,b] ,
(Pa-1) ulon (x =FR) = f(FR) = 5,
(@ w4+ 0u) oy (a) = (o u+ Oyu) [spap () = ac,
where R >0and —R<a <b<R.
The solution of the problem (a) is straightforward, since in the one-dimensional
case, the shape of absorbing cell is trivial: it is the interval B := (a, b).
Now notice that a general solution of the problem (Pg4—;) is a combination

of linear functions supported in domain 2 := (—R, R) \ [a, b] and a constant ¢* in
the interval [a, b]:

c_ —c*

—R<z<a: u(:c):—(R+a)+a_1(R+a:)+c,, (2.4)
a<z<b: wulr)=c",
cp —c*

Given Dirichlet data ¢y on the boundary 0f) and measuring on this boundary
the Neumann data in the form of the flux currents:

c.—c"
>7 = _ay = _R =
J  foa (2 T
, cy —c*
= —0, =4+R)= 77—,
I+ ulon (v =+F) (R—0b)+a!

one can explicitly solve both problems (a) and (b).
In the one-dimensional case the shape of the cell is defined by its size:
(b — a), whereas localization is fixed by the points:

CL:(C_—C*)/j_—R—Oé_l,
b=(cy —c)/jr +R+a™".

3. Two-Dimensional Inverse Problem: Conformal Mapping and the Shape
of OB

1. The relevance of the conformal mapping in the study of the boundary value
problems for harmonic functions (solutions of the Laplace equation) is well-known,
see e.g. [7] (Ch.IID), or [11] (Ch.13).

Recall that if the complex function w : z — C is holomorphic in the open
domain {2 C C: z =z + iy € Q}, then by the Cauchy-Riemann conditions the
functions u(z,y) := (Rew)(z,y) and v(z,y) := (Imw)(z,y) are harmonic in ).
Here, w(z) = u(z,y) + i v(x,y).

Remark 3.1. There is an elementary inverse problem of the complex analysis :
given a harmonic function u(z,y) in € to construct in this domain the harmonic
Sunction v(x,y) (harmonic conjugate to w) such that the complex function w =
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u+1iv is holomorphic. In fact, one finds the harmonic conjugate from the Cauchy-
Riemann conditions,

Ou =0 , Ou=—-0,v, (3.1

since for a given u this is a system of partial differential equations for v. Notice
that for a simply connected domain (), the solution of this system always exists
and it is unique up to a constant, whereas in non-simply connected domains the
harmonic conjugate may not be a single-valued function. Conversely, in any simply
connected subset )y C €1, one can select a single-valued branch of this function.
Consequently this means a selection of the single-valued branch of the total complex
function w.

Application of conformal mappings to the analysis of harmonic functions
and the Laplace equation are based on the following observations:

Proposition 3.2. Let ¢ : z — ((z) be a conformal mapping ((z) : N — M by a
holomorphic function ((z) = &(x,y) + in(x,y). If the function u(&,n) is harmonic
in M, then the composition

u(z,y) = (uo()(z,y) = u(§(x,y),n(x,y)) , (3.2)

is a harmonic function of x,y in N.

In particular one obtains:

(Azu)(z,y) = [0:C(2)]* (Acw)(&(z,y),n(z.y)) - (3.3)

(Here we explicitly distinguish Laplacians in different coordinates, A, := 97 + 92
and A; := 9 + 02 , but we ignore these subindexes below, in order to avoid any
confusion.) Notice that this statement is based only on a straightforward application
of the Cauchy-Riemann conditions for the mapping ((z), i.e. it does not assume the
existence of a harmonic conjugate neither for u, nor for u. Although, for a simply
connected Ny C N, one can show that every harmonic function is a real part of a
branch of holomorphic in N, function.

The second observation is related to the Dirichlet-to-Neumann formalism and
makes clear the importance of the notion of the harmonic conjugate tfunction, [7],
Ch.III.

Proposition 3.3. Let Q) be open simply connected bounded domain in R? with a
C?-smooth boundary ). Then the solution of the Neumann problem

Au=0, peQ\ B,
o |aq (p) = g(p), p €O,

reduces to the Dirichet problem for the function v, which is harmonic conjugate to
the function u.

(Pn)

To make this evident, notice first that the normal derivative here is defined in the
sense of (2.1). Let the boundary 02 be parameterized by the natural parameter of
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its arc-length: 0Q2 = {I'(7) € C},cpp,;). Then, the Cauchy-Riemann conditions (3.1)
imply that

Orv loa (p) = dyu |oa (p) = 9(p)- (3.4)
Since by integration along the contour I', one obtains

T1

zmm:v@w+/ﬁmaw@w»=vmﬂ+/ ds g(T(r)) = f(p)

70 70
the solution of (Py) is equivalent to the Dirichlet problem (Pp) for v and the
boundary conditions f.
2. To outline the main steps in reconstructing the unknown boundary 0B, we
consider first the problem (P2) for the Dirichlet case o« = +00:

Au=0,peQ\B,

(Pa2) u loa (p) = f(p), pe€ I,
ulop (W) =0, weIB.

It is well-known, see e.g. [7], [10], that the doubly connected bounded
domain 2 \ B is the image of a conformal mapping of an annulus

Ap:={2z€C:0<pp<|z| <1} (3.5)

produced by a bijective holomorphic function ¢(z). This function maps boundaries
to boundaries: ¢ : C,, = 0B and ¢ : C,—; — 0.

(i) The first step is to find the trace ( |, of the unknown function ((z) on the
external unit circle C,—;.

(ii) Then the next step is to reconstruct the function ((z) in the whole annulus Ap,
which solves the geometrical inverse problem (see Introduction 1.2 (a)) by tracing
the boundary 0B as the limit of  from inside: 9B = {((2)} |.~c,, = C(C,p).

(i) Let external boundary in the problem (P3”,) be parameterized by the natural
parameter of its arc-length: 02 = {I'(7) € C},c[;). Then the trace of the conformal
mapping ( : C; — 0f) defines by the equation:

C(e®)=T(r) , for ¢ €0,27), (3.6)

with the condition ¢(e?) |4—o= ['(0), a bijective function ¢ : 7 — ¢(7) € [0, 27).
Therefore, to calculate the trace of the function ((z) on the external unit
circle C,—; is equivalent to finding a solution ¢(7) of (3.6), or the corresponding
inverse function 7(¢).
To this end, let uf be a solution of the problem (P3 ). Then, by Proposition
3.2, the function ﬁf := uy o ¢ is harmonic in the annulus Ap and is a solution of
the Dirichlet problem

Aﬁ:O, pEAB,

(P5,) Uley )= flp), peCi,
Ulc,, W)=0, wel, .

Here f(p) = (f o Q)(p) = f(C(p)) = f(&(z,y),n(x,y)) and p = (z,y) € C\.
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Consider the solution uy of the Dirichlet problem (P3,). Then, the
Dirichlet-to-Neumann operator Ay for the external boundary Of) is defined sim-
ilarly to (1.2):

Noaf = Oyuy lon=: 9 . (3.7)

Let v be harmonic conjugate to uy. Then by (3.4) we obtain that for external
boundary 0f2

d-vs laq (1) = 0-vp(I(7)) = Dyus(I(7)) = (Manf)(L(7)) =

(Ao f)(C(7)) = (Aaaf 0 O)(e7) . (38)
With conformal mapping (, the relation (3.8) can be rewritten as:
0rvp(D(7)) = 8rvp(¢ (7)) = By(vg © () (7)), 0(7) - (3.9)

Since ﬂf :=uy o ¢ and '17]7 ==y o(, see (f’?fzz), by (3.4), we obtain
0y(vy 0 Q)(€)) = 00H(9) = D 7 |oy (¢) = Aey (Fo (), (3.10)

with a usual convention about the normal derivative 0,(+) |, on the unit circle C}.
Here, A¢, : [ — &,ﬂf |c, is the Dirichlet-to-Neumann operator corresponding to
the problem (P,).

Relations (3.8)-(3.10) yield the following differential equation for ¢ = ¢(7):

(Aaaf 0 Q)(e*)
Acy (f 0 ¢)(€?)
For a given boundary I, the solution ¢(7) of equation (3.11) gives a trace of the

function ((z) on the circle C;. Indeed, by (3.6), we obtain that on C it is defined
by:

O = (3.11)

C(e®) =T(1(¢)) , for ¢ €0,27), (3.12)
where 7(¢) is the function, which is inverse to ¢(7).
3. Hence, for a fixed boundary I', one can in principle find the trace ((z) |¢, using
the scheme outlined above. To this end, let f € W(C}), where we identify C; with
[0, 2], see problem (P2,). Then, the solution of this problem takes the form:
ur(p, @) = ao Inp+bo+ (3.13)

o0

[(@np” + bpp™™) cosng + (cop™ + dnp ") sinng] |

n=1

The coefficients in expansion (3.13) are equal to the following:

}vln p2Bn]?1n flO P
4, = —20 = LBAn g 0y F o (314
- %) L—p3) "7 gyt T 0 B9
(g = =220, = — LB (3.15)
(1—p3) (1—p3)
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They are related to the Fourier series coefficients for f((b):

. 2m . . 2w . . 2 .
Fro= g [ @00 Fin= [ dof(@)cosno, Fou= < [ dof(@)sinno

Then, the corresponding Dirichlet-to-Neumann operator (3.10) acts as a bounded
operator from W3 (Cy) to L*(C}):

Aclﬂqzs) = 0,7 |c, (¢) = (3.16)

+Z n) oS np + (cp, — dy,) sinng)| .

111 PB

By (3.10) and (3.16), we obtain the identity'

2
/ déA,
0

which implies by (3.8)-(3.10) that the radius of the internal circle is defined as

o = exp {— (f o (fo ) ([ dro.omons o) }
— exp {_ (/0% d¢(fog)(ei¢)) (/m dTa,,uf(r(r))) _1} | (3.17)

Relation (3.17) allows the calculation of pp if one knows the trace ((2) |¢,,
but by (3.12), we have ((e’*")) = I'(7), the first equation to solve is (3.11).
Notice that by definition 02 = {I'(7) € C},¢[o,) and by (3.6),(3.11) one notes this

constraint: (o 0)(e )
c,,B Ch
z_/o R ) (3.18)

as well as that the solution 7(¢) of (3.11) must be a 27-periodic function of ¢.
Here, we explicitly recall the second boundary dependence for the both Dirichlet-
to-Neumann operators: Ao, = ACpB oy and Ago = Ayp pa.

Example 3.4. We illustrate the above by a trivial example of the round Dirichlet
absorbing cell. Let boundaries 00 = Cr and OB = C,,, be two concentric circles
with radius rg, which the only unknown parameter that should be defined as a
solution of the inverse geometrical problem. Following our scheme, the domain
Q\ B is the image of a conformal mapping of an annulus

Ap:={2€C:0<pp <|z| <1} (3.19)

produced by a bijective holomorphic function ((z). This function maps boundaries
to other boundaries: ¢ : C,, — 0B and ¢ : C,—; — OS2

By virtue of the rotational symmetry, one can try to solve this problem for
OB via (P3.,) with boundary conditions u |sq (p) = [ independent of arg(p).
Then solution of the direct problem (P,,) is given by the n = 0 version of (3.13):
ur(p,¢) =a Inp+0b for rg < p < R. Taking into account boundary conditions
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one finds a and b and the explicit form of the corresponding Dirichlet-to-Neumann
operator:

1
R (InR—Inrp)
(Note that our example is so simple that the one-measure of the “voltage-current”

data {f,j := Nopoaf} is enough to uniquely define the operator Ayp pq that solves
the problem of rp explicitly.)

I (3.20)

Nopoa : f—= Ouus |op =

Since the conformal mapping for the exterior boundaries gives ((e'?) =

R &, for p € Cy (irace ¢ o)), one gets f(p) = (f o Q)p) = f({(e?)) =
f(Re'®) = f. Then, by (3.13), the Dirichlet-to-Neumann operator for the problem

(P32,) has the form:
1

Achﬁpzl . f — &,ﬂf ‘01: — lan f . (321)
Then, by (3.20), we get for the numerator in (3.11):
(Aosoaf o) L joc={rufl; am
. o) — (@] = —_— .
08,00 R (InR—1Inrg) s ’
and by (3.21) one obtains for denominator in (3.11):
1 ~
A =— . 2
oo ([0 == o T (3.23)
Inserting (3.22) and (3.23) into (3.17) (or into (3.18), where | = 21 R) we obtain
that pp = rp/R, i.e. for internal boundaries, the conformal mapping gives:

((ppe?) = rpe’® = R ppe'®. This implies that the mapping is ((z) = R z (see
(ii)), and also the evident final result about the form of the boundary OB as the
trace of ((z) on the C,,,.

4. This example shows that 7(¢) is a 2m-periodic extension of the /inear function

To(¢) = % ¢, ¢el0,2m). (3.24)

The result is a simple linear form of the corresponding conformal mapping. Any
deviation from concentric domains 02 = Ci and 0B = C,, makes the function
7(¢) non-linear, but still obeying condition (3.18).

A less trivial application of the scheme presented above is the example of
non-concentric domains 02 = Cgr and 0B = C,,. In this case the conformal
mapping C is a priori known: it is the Mobius transformation, and one can proceed
with this trial { along the same line of reasoning as in Example 3.4, see [2].
[lustration of the inverse geometrical problem solution needs a complete application
of the above formalism, since now, one has to solve two coupled equations (3.11)
and (3.17) with condition (3.18). (ii) We rewrite these equations (incorporating the
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constraint (3.18)) in the following form:

o5 = exp {— (f T (o ) ([ ar ayuf<r<f>>)_1} (325)

B { ACpB,Cl (fOC) 1 2m Acp3701 <f0<>(€l¢)
0T =50 F /o d¢ (Aooaf o()(e)

2 ' (Aopanfo() 2r (3.26)

Notice that by (3.22) and (3.23) for concentric domains 02 = C and 0B = C,,,
the last two terms in (3.26) cancel. Therefore, one can consider this case as the zero-
order approximation 7 = 1y(¢) for the solution of (3.26) with ( = (4(z) := 2z and
pB = po := rp/R. This observation implies that one can consider equations (3.25)
and (3.26), together with relations (,(¢®) = I'(,(¢)), see (3.12), as a non-linear
iterative scheme to obtain pp and the function 7(¢) (or ((z)), cf [9]:

pn = exp{— l/o%dgb(fogn)(ew)] Um dfayuf(r(f))} 1}, (3.27)

L Agalfot) 1 / 1o i (26 (€)
2r - (MopoafoCu) 27 Jg (Aapoaf o Ca)(€?)

G(€?) = T(ra(e)) - (3.29)
Remark 3.5. Suppose that for n — oo the iterations converge: p, — pp, To(¢) —

7(¢) and for given I': (,(z) — ((2). Then, the function I'(7(¢)) can be presented
as the Fourier series:

a¢7_n+1 ) (328)

T(7(¢) = > 7ee™ . (3.30)
SEL
Since T'(1(¢)) is the image of the external boundary C by the seeking function
((2), the coefficients ~s are the same as in the Laurent series for this function in
the annulus Ap:
COEDILE (3.31)

SEZL

Now, the final step is to observe that the unknown internal boundary 0B

coincides with the conformal image {T'95(®) }o<p<2r = ((C,,) of the internal Ap-

circle C,, with the radius pp < 1 calculated by iterations (3.27):
Ton(d) = Y (pp)° 7€ . (3.32)
SEL

The relation (3.32) formally solves the inverse geometrical problem for Dirichlet
boundary conditions on the unknown contour 0B = {T'95(¢) to<p<ar-

4. Constant boundary conditions

1.1 Problem (Pf,_;). Below we suppose that 2 and B C 2 are open bounded
domains in R? with C%-smooth disjoint boundaries 92 and 9B, that is, (2 \ B) =
QU OB and 02N IB = ().
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The unknown internal boundary OB should be found from the solution u of
the Dirichlet problem:

Au=0,peQ\B,
(Pt.=10) uloq (p) = f+(p) =1, pe oY,
ulop (p) = f-(p) =0, pedB,

with help of the given (measured) Neumann data: g¢(p) = O,u |sq (p), exterior
normal derivative on the external boundary p € 0f).

Remark 4.1. Notice that one can always find a conformal mapping that transforms
domain () into a unit disc. Therefore, we put for simplicity Q) = D,_;, the unit
disc, i.e. 02 = (Y, is the unit circle.

Remark 4.2. Since below we use a conformal map approach to the localization of
the internal boundary OB, we identify the R*-points p = (x,y) with those of the
complex plane C by: p — z(p) == x + iy € C. Then it is known, see e.g. [7],
that the harmonic function solving (Pg._10) can be viewed as the real part of a
holomorphic in domain 2\ B function u(z) , ie., u(p) = Re u(z(p)). We put
u(z) = u(z,y) + iv(z,y), where v(x,y) is harmonic conjugate to u(z,y), [7].
Recall that for a doubly-connected domain, the function u(z) may be multi-valued.
Then, we consider for u(z) only one (principle) branch.

Remark 4.3. Recall that in polar coordinates z = re'® € C the measured Neumann
data g on C take the form:

9(@) = e -Vu |ec,= (cos ¢ Oyu+sing Oyu) |.ec, =
= Oyu(rcos¢,rsing) |- . 4.1)

We also recall that the Cauchy-Riemann conditions in these coordinates can be

written as:

1 1
Ou=—04v , — Opu=—0,v . 4.2)
r r

1.2 Problem (P, _, ;). Let the holomorphic function w : 2 = (z+iy) — (w1 +iwy)
Map the doubly-connected bounded domain D, \ B C C into annulus
A ={weC:0< pp < |w| <1} . (4.3)

This function maps boundaries to other boundaries: w : 0B — C,, and w : 00 =
Cy — C and define the function U (wy, ws) by

u(x,y) = (Uow)(z,y) = Ulwi(z,y), wa(z, y)) - (4.4)
Then, the problem (Ff, ;) transfers into

AU =0, pe D \D,, ,

(P;iZI,O) U |01 (p) = 1a pE C(1 )
U |CpB (p) = Oa p € OpB )
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with the exterior normal derivative:

O Lecy (0(:) = (s 964))

Notice that the value of the normal derivative (4.5) is B-dependent via conformal
mapping w.

1.3 Solution of the Problem (P}, _, ). For the general solution, one easily finds a
representation in the (complex) polar coordinates w = peip:

Ulp,p) =a+blnp+ Z (anp"e™ + b,p e "?) |
n€Z\0

(4.5)

zeCq

which is simply the standard Fourier-series representation. By virtue of the boundary
conditions, we obtain:

1
a=1,b=— , ap =b, =0 .
Inpp
Then, Consequently, we get for the solution the explicit form:
In 1 w
U, wn) = Ulp, ) = EaPI08) el (4.6)

T W(l/ps)  W(i/ps)  pm
and the corresponding B-dependent normal derivative on the external boundary Cf,
cf. (4.5):

0.0 e, (1) = (0. 9) = o -

Notice that in contrast to the Problem (P, _;(), the Neumann data (4.7) for the
Problem (P}‘i:m) are isotropic and they depend on B only via radius pg.

It is clear that to proceed with localization of the internal boundary 0B, one
has to find the conformal mapping w(z). The relations (4.5) and (4.7) yield the
functional equation:

(4.7)

(4.8)

ww/em ~ (e )

for w. This equation is insufficient, since it is localized only on the boundary .
To overcome this difficulty, we use complex extensions of (Pr,—10) and (P}, _; )
indicated in Remark 4.2.

2.1 Complex extension. Let us define the complex extension of (4.6) by

1 w
=———Ih—=(U+1iV)(w), 4.9
i e = (U4 V)() 49)
where V' = argw is the harmonic conjugate to U = In |w| and corresponds to the
principle branch of the logarithm. Hence, one can similarly introduce the function
. ~ , 1 w(z)

u(z) :=U(w(z)) = (u+1ww)(z) = In , 4.10
() = D) = (0t i) = s (4.10)

zeCq

U(w = wy + iws) :

where v is the harmonic conjugate to w.
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2.2 Complex extension and the Problem (P, ). By (4.10), one gets

u(z,y) = Re u(z) = ln(ll/pB) In |wp(]j>’ .

Let z = re’®. Then by virtue of (4.1), (4.10) and

0,0(2) = (Du + i0,0)(2) = W' (2) € =

wE) o @.11)
w

we obtain the following equation:

' id
d,u |cy= Re {m@l/pB) Z((:(b)) e“ﬁ} = g(9) . (4.12)
Notice that the Cauchy-Riemann conditions (4.2) implies:
1
- 1n(1/pp)

Since for r = 1, we have |w(e™)| = 1, one gets 9,v(z) |o,= 0, i.e. the condition
Re in (4.12) is superfluous as soon as we stick to the external boundary Cf:

1w (e?)

In(1/pp) w(e*)

2.3 Solution for conformal mapping w(z). Motivated by (4.14), we define a
continuation of (4.12) from the external boundary C; into domain 2\ B. To this

end, we introduce a holomorphic in Q\ B function F with the corresponding Laurent
series:

Ov(z =re'?) = —% Opu(re'®) = Oy In |w(re®)] . (4.13)

e’ = g(¢) . (4.14)

= L wl(z) z= N z" z "
F(z2) = i ol * Fo+;(Fn +F., 2. (4.15)

Then by periodicity of g and by (4.14), (4.33) we obtain the relation
9(8) =D gne™? = F(z =€), (4.16)

neL

which implies F,, = g, and g,, = g_,,, for n € Z, as well as equation

1 w(2) = _
zZ=qgo+ w2+ gonz” ") . 4.17
n(1/pp) () 90 nEZI(g g ) (4.17)
Therefore, one has
0.Inw(z) =1In(1/pp) % + nEZI(gnZ"‘l +gnz "] (4.18)

Hence, we obtain:

w(z) = wy 2%"PP) exp lln(l/pB) D (2" =gz )/n| (4.19)

n=1
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Since w : C; — (', one obviously gets

w(eid’) — %@ and w(ei(¢>+27r)) — eiv(ot2m) _ in(9) , (4.20)

which implies that goIn(1/pp) = 1 and
pp =e /0 4.21)

i.e., we must put gy > 0. Notice that |w(e’?)| = 1 and (4.21) yield |wo| = 1, which
we can choose to be real. Therefore, one finally obtains for the conformal mapping
w the expression:

w(z) =z exp | (1/g0) Y (ga2" — g0z ")/n| , (4.22)

n=1

which is completely defined by the measured Neumann data g(p) on the external
boundary (.

Remark 4.4. In spite of the obvious remark: Oy|w(e)| = 0, which we used to
establish (4.14), the derivative Oyw(e'?) = 9 Gyp(¢) # 0. This means that p(¢)
is a nontrivial periodic function on C , see (4.20).

3.1 Inverse conformal mapping. According to our construction (see 1.2), the
inverse function z(w) maps C,, into the contour 0B, i.e. formally 0B = {z(w =

PBE™) }oel0.2m)-
Note that by using (4.33), we can introduce the holomorphic function:

2 (w)

G(w) == F(z(w))™" = In(1/pp) w=Gy+ > (Guuw"+G_yw™), (423)

z(w)
where the last sum is the corresponding Laurent series. Hence, following the same
line of reasoning as in Section 2, we obtain:

2(w) = 29 w/M/PB) exp [(ln(l/pB))_1 Z(an” —G_,w ") /n| . (424)

n=1

Notice that on the circle C; the function z(w = €'¥) is periodic. Then, the
same is true for G. By arguments similar to those in Section 2, this function has the
Fourier coefficients satisfying the same properties as g, in (4.16), i.e. by (4.23) one
gets:

G,=G_, = i/ do G(e?) e™™¢ . (4.25)
2 J_,

3.2 Localization of 0B. Since z : 4y — ('}, then similar to Section 2, the
representation (4.24) for this periodic function implies that we can choose zy = 1
and that G/ In(1/pg) = 1, or Gy = 1/go. By virtue of (4.16) and (4.23) the other
coefficients are given by

1 1 1 1 e w'(e'?)
m 2_7'('7/ o dw wm+1 F(Z('IU)) - %/(; d¢ g(¢) wm+1(ei¢) . (426)
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Since the conformal mapping w has been already calculated in (4.22) for given
Neumann data g, formulae (4.26) solve the problem of inversion z(w) , see (4.24).

Hence in the cases f; = 1 and f_ = 0, the position of unknown boundary
0B is defined for a given Neumann data g as a set:

OB = {z(w = pB€i¢)}¢e[072ﬂ) ) (4.27)

which is uniquely defined by (4.24),(4.26) and auxiliary radius pp = e~ /%,

3.3 Existence and uniqueness. Notice that existence and uniqueness of the solution
(4.27) follow from the explicit construction in the above subsection 3.2. This
statement is not unconditional. The first necessary condition is:

(1) go > 0, see (4.21).

Another restriction follows directly from the f.-boundary conditions for the Problem
(P fizl,()):

(ii) g(¢) > 0, see (4.5) and (4.7).

(iii) A more subtle constraint for the given Neumann data g(¢) follows from the
conditions insuring the invertibility of the conformal mapping w. We study this
restriction first for the particular example in the next subsection 4.1.

4.1 Let gy > 0 and ¢g; > 0. By (4.22) one gets

w(z) =z exp [(g91/90)(z — z7")] , (4.28)
but our aim is to inverse the function w(z), i.e. to find (4.24) and then to calculate
the unknown boundary 0B (4.27).

It is worth noting that despite |w(z = €'®)| = 1, the conformal mapping
(4.28) acts nontrivially on (' since, see (4.20):

w(e™) = e exp [2i(g1/go) sin @] = ¥ . (4.29)
Equation (4.29) yields for the function (¢) the expression:
p(¢) = ¢+ 2(g91/g90)sin ¢ . (4.30)

4.2 Notice first that the general conditions on g(¢) imply: go > 0 and gy > 2¢,
see (i) and (i1). For example, the importance of gy > 2¢; is directly related to
monotonicity of the function (4.30).

A more delicate condition (iii) requires that w : 9B — C,, and in particular:

w(z =1(¢)) lo=o=7(¢) exp [(g1/90)(r(¢) = 7(¢) )] ls—o=p5  (431)
w(z = =1(9)) lp=r= —1(9) exp [(91/90)(=7(®) +1(8)7)] |p=n= —p5 (432)

Notice that for given gy > 0 and gy > 2g¢;, the solution of (4.31) for r(¢ = 0)
always exists and is unique. Whereas for r(¢ = ), this is not true. Indeed, for any
r < 1, the function defined by the left side of (4.32):

F.(r):=rexple(-r+r )] >0, e:=g/90<1/2, (4.33)

is monotonously increasing, for increasing . Hence, there is a critical value <., :
0 < e, < 1/2, corresponding to condition

min I, (r) = pp , (4.34)
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and there are no solutions (¢ = 7) < 1 of (4.32) for ¢ > &... Let go = 1. Then,
one obtains from (4.34) the equation for ., in the form:

In[(1—v1—4e2)/2e] +V1—4e2+1=0. (4.35)

Equation (4.35) implies that a solution for (¢ = 7) does not exist, when 1/2 > ¢,
but ¢ > g = 0,13796148... . This means that for g; > g.,, the conformal map w
is not invertible, i.e. the image 0B is not correctly defined.

We illustrate this evolution of conformal mapping and the form of the internal
absorbing boundary dB as a function of ¢g; for go = 1 by Figures 1-5.

04

oalb //\

02

01f .

02} .

03} g
. . | ! . . .

3 02 0.1 0 01 02 03 04 0

04
0. 5

o

F1G. 1. Internal boundary 0B for gy = 1 and ¢g; = 0,125 < g,

On the last two figures, one observes that the boundary 0B is not closed
because of small gaps for (¢ = m) = 7, see (4.30). This is a numerical indication
that the conformal map w is not invertible for g; > g.,.

5. Concluding remarks

1. First, we comment the case v = 0, i.e. the Neumann boundary conditions on
the absorbing cell 0B, see (P2). Then, (P3,) is transformed into the following
problem:

Au=0,peQ\B,

(P3=2) uloa (p) = f(p), ped,
o |op (w) = g(w), weIB.

To map domain Q \ B onto annulus (4.3), we use the same holomorphic func-
tion ((z). Since conformal mappings preserve angles, the corresponding problem
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05

F1G. 2. Internal boundary 0B for gy = 1 and ¢g; = 0, 135 < g,

04

03

02}

01

=)
%*

I I 1 L I I
-0.2 -0.1 0 0.1 02 03 0.4 05

F1G. 3. Internal boundary 0B for gy = 1 and ¢g; = 0, 13796148 < g,

assumes the form:
Au=0, pe Ap,
(P3=2) ile, (0) = ) . pECH,
i |c,, (W) =10.(W)|g(w), wel,, .

Here 0,(-) |c,, is the external normal derivative at the point w € C,,, = ((9B) for
a value proportional to g(w) = (g o {)(w).
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04

03

02

011

-0.1FH,

-0.2f

03F

F1G. 4. Internal boundary 0B for gy = 1 and ¢g; = 0, 13815648 > g,

04

T T T T T
03 <
02 1
0.1 -
or * B
01} E
02f J
03} R
. . n | . L
.2 -0.1 0 01 0.2 03 04 0.

-0.4
-0. .5

F1G. 5. Internal boundary 0B for gy = 1 and ¢g; = 0, 13824948 > g,

It is clear now that our scheme must be considerably modified (simplified),
since the actual boundary conditions depend on an unknown conformal mapping (.
Note that this cannot be aided by Proposition 3.3 to reduce the Neumann boundary
condition to Dirichlet, since our domain is not simply connected. The external data
for solving the inverse geometrical problem correspond to f(p), so we prefer to
simplify the conditions on the cell surface 9B and set ¢ = 0, which excludes the
annoying dependence of the Neumann boundary conditions on derivative 0.( .
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2. Consider the problem (P5=9) for § = 0.
Au = 07 pE AB ,

(Pa—s) Ule, (0)=f(p), pelh,
o |c,, (W)=0, welC,, .

Example 5.1. As above (see Example 3.4) we first illustrate a possible strategy to
solve (13322) by a simple example of the round Neumann absorbing cell.

Let boundaries 02 = Cg and 0B = C,, be two concentric circles with
radius rp, which is the only unknown parameter that should be defined as a
solution of the inverse geometrical problem. Moreover, since ¢ : C,, — 0B = C,,,
and ( : Cr—; — 02 = Cg, we find this conformal mapping coincides with the same
linear mapping, ((z) = Rz, as in Example 3.4, i.e. pp = r5/R.

Notice that the constant external condition f(p) = (fo¢)(p) = f(Re™) = f,
p € Cy, implies a trivial constant solution u; = uy = f. Therefore, we consider

the one-mode boundary condition defined by f(¢'®) = (f o ()(¢') = f(Re) =
f(¢) := f cos¢. Then by general solution (3.13) in annulus one obtains for the
Dirichlet-to-Neumann operator, (P5=3) with g = 0:

RQ _ T2
Nopoa : f(9) = Oyuy oy = R(RQ—_i_f%)f(@ : (5.1)
Similarly one obtains for for the problem (f’gzz):
~ 1 - ph
A : = 0Ur o= ———5~ : 5.2
CpBan:1 f(¢) uf |C (1 + pQB) f(¢> ( )

By virtue of pp = rg/R, (5.1) and (5.2) imply that relations (3.17) and (3.18),
where | = 2m R, are valid with solution (3.24): 10(¢) := (I/27) ¢ , ¢ € [0,27) .

This example shows that following along verbatim through the arguments of
Section 3.4, one obtains the same iterative scheme (3.27)-(3.29), but with Dirichlet-
to-Neumann operators that are defined by the Neumann problems (P$Z9) and
(f>322). Example 5.1 gives the zero-order approximation for solution. 3. Re-
call that the aim of present note is to advocate a formal solution of some d = 2
inverse geometrical problems, see e.g. Remark 3.5. Since the error in calculations
of the coefficients {~;}scz, see (3.30), can be exponentially amplified in expression
(3.32) for the boundary 0B, it is clear that the problem is ill-posed, i.e. it demands
further analysis.

We plan to return to numerical implementations of this formal iterative
scheme elsewhere. The cut-offs and regularizations, as well as their possible gener-
alizations to Robin boundary conditions need to be studied.
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We present a mathematical introduction to a widely used discrete tight-binding model for graphene. We also
introduce the “Peierls substitution,” modelling the Hamiltonian of a 2d crystal in a perpendicular uniform
magnetic field in this setting. We consider a discrete single-cone Hamiltonian closely related to the (double-
cone) graphene Hamiltonian. Finally, we announce in this paper a result concerning an opening of gaps
in the spectrum of this single-cone Hamiltonian, when the Peierls phase-factor arises from a weak, but
non-zero, external magnetic field. Full proofs will be given elsewhere.

1. Introduction

Graphene, carbon atoms arranged in a flat honeycomb lattice, possesses many
interesting electronic properties [1,9]. After the realization of large graphene crystals in
the laboratory [10] the interest, theoretical and experimental, has been intense. One of the
main features is what physicists call the “relativistic behavior” of electrons in graphene,
electrons in graphene can be viewed as massless fermions living in a 2d space, with their
dynamics generated by a Weyl Hamiltonian, i.e., a Dirac Hamiltonian with zero rest mass.

We present here a standard analysis of graphene which shows the Weyl fiber, a
discrete treatment of graphene which dates back to [13], if not earlier.

We have for some time been interested in the electronic properties of a graphene
sheet subjected to a perpendicular uniform magnetic field. We model this situation by
multiplying the Hamiltonian integral kernel by unimodular phase factors, this technique is
known as “Peierls substitution” [6,7, 11].

2. The Setting and Main Result
2.1. A Crystal Structure in the XY -plane

We will now introduce our notation for the set of atom-sites of a two-dimensional
crystal lying in the XY-plane. A crystal structure is constructed by the indefinite periodic
repetition of a crystallographic basis!. The honeycomb structure of a graphene monolayer
is an example of such a crystal structure. More generally, consider a two-dimensional
crystal structure embedded in the XY-plane of R?. The set of primitive vectors {a, b},
where we denote a = (a;,a2) and b = (by, by), generates the Bravais lattice:

I' = Bravais lattice := {y = (71,72) € R* : v = ma+nb, m,n € Z}. 2.1

A primitive unit cell of I' is given by

1 1
Q = unit cell := {33' = (.171,272) S RZ L= 9104— 92[), —5 < 91,92 S 5} . (22)

'We will use the crystallographic nomenclature to distinguish between a Bravais lattice and a general
crystal structure. This nomenclature unfortunately includes the word “basis” for the entity which is being
repeated in definitely to generate the crystal.
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We choose the order of the primitive vectors such that the ordered set of vectors (a, b, 2)
defines a right-handed coordinate system. Then the area of the unit cell is given by
Q2] = |a A b] = |ayby — asby|. In our model A contains two vectors:

% = crystallographic basis = {§, ¢},
it is no restriction to put £ = 0. The crystal structure now has the form
A=T+2A. (2.3)

An element z € A is the position, or site, of an nucleus of an atom in the two-dimensional
crystal filling the XY plane. The reciprocal lattice ['* is generated by the primitive vectors
{a*,b*} that satisfies the identities:
a-a*=b-b" =2, a-b*=b-a" =0, (2.4)
where v - w denotes the euclidean scalar product between vectors v,w in R™. One can
easily see that this fixes {a* b*} from {a, b}:
2m 2m
= _(627 _bl)7 b* = T
] 2]

The reciprocal lattice is regarded as a subset of R?:

*

a (—GQ, ﬂl)- (2.5)

['* = reciprocal lattice := {v* = (v7,75) € R? : 4" = ma* + nb*, m,n € Z}. (2.6)
The first Brillouin zone is the Wigner-Seitz primitive cell of the reciprocal lattice:
O ={k = (k,k2) : ||k|| < ||k —~7||, for all y* €T}, (2.7)

that is, Q* is the closure of all the points of R? that are closer to zero than any other point
in the reciprocal lattice. Note that

Q11Q7] = (2m)?, (2.8)

where |S| denotes the Lebesgue measure of a Borel set S C R?.
We work in a one-electron setting, neglecting electron-electron interactions. Our
Hilbert space is ¢*(A), in which the Kronecker-basis {8, }.en;

5 (') = {1 if 2/ = x,
0 if 2’ # =z,
is a total orthonormal set. We denote the inner product between two vectors 1,1’ of (2(A)
by (¥, ).
2.2. Bloch-Floquet Decomposition, Version 1
Suppose a I'-periodic (Hamilton) integral operator
Hy - 2(A) — 2(A), (2.9)
is given. We define I'-periodicity to mean that that the integral kernel of Hj satisfies
Ho(x,y) := (04, Hody) = Ho(x + v,y +7) (x,y e A, Vyel).

The periodicity allows for Bloch-Floquet decomposition; ¢2(A) is unitarily equivalent with
the constant fiber Hilbert space féB C? dk by a unitary operator, which is the extension of
U: 02— [, C? dk defined by

(U)(k; ) = ! S ey t+z) (L), kEQ, € B). (2.10a)

V ‘Q*‘ vyel’
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where every f(k) in the fiber spaces C?, k € Q* has the form

J(k) = L{ (</f;;§§ ))]

Note that we use U for the extension of U also. The variable k is often called the crystal-
momentum or quasi-momentum. H, is a fibered operator UH U* = fQ ho(k) dk with

fibers ho(k) = FLO(/ﬁéé) ho(k; €, €)

ho(k: C.€) (ks €. 91 satistylng

1 . -
Ho(y+2z,2') = / dk € *Tho(k;z,2') (z,2' € B; v €T),
1 Jo- (2.10b)
ho(k;z, ) =Y e ™ Hy(z+7,2') (2.2 € B; keQ),
vyel’

The main result of this article concerns two isolated energy bands touching in “Dirac”-cones,
for instance, when A is the honeycomb lattice (graphene), and H, is a tight-binding Hamil-
tonian. We briefly remind the reader of a nearest-neighbour tight-binding calculation of
the graphene band structure, not essentially different from the one presented in [13]. The
nearest-neighbour tight-binding band structure is one the simplest band structure calcu-
lations for graphene. Note that the Dirac-cones is a general artifact of the honeycomb
lattice, not a property of the nearest-neighbour tight-binding approximations, see [4].

2.3. A Calculation of the Energy Spectrum of Graphene

First, fix the length-scale such that the nearest-neighbour distance is 1. For
graphene a standard choice of Bravais lattice is a = %(\/5, 3), b= %(—\/5, 3), see Fig. 1,

leading to the dual lattice vectors a* = 2m(Jz ), b* = 27(—z,5). We choose the

©® 6

© ®

Fig. 1. Graphene crystal structure. The vectors a and b generates the Bra-
vais lattice I'. We choose the length-scale such that the nearest neighbour
distance is 1.

graphene basis, see Fig. 1,
2% ={(0,0),(0,1)}. (2.11)
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A simple discrete Hamiltonian for graphene is the often used nearest-neighbour model:

HO(e )= ) Tle=ll=1, ‘e A 2.12)
= e ). .
In this model, the fiber matrix, found by inserting (2.11) and (2.12) into formula (2.10b) is
- 0 2e72k cos(V3ky) + 1
h§ (k)= | . 2™ 2.13
o (h) [2@’%’“2 cos(@kl) +1 0 213)

and the famous band functions are given by the eigenvalues of (2.13) as function of
k= (ky, ko) € Q%

A (K1, ko) = —, | 3+ 2cos (\/§k2> + 4 cos (?l@) cos (§k1>,

2
(2.14)
Xo(k1, ko) = |3+ 2cos <\/§k2> + 4 cos (?l@) cos (g]ﬁ),
plotted in Fig. 2. At the Dirac points
2 27
Ky=(+—,——= 2.15
- < 3 3\/5) (219

see Fig. 2, the bands touch; A;(K1) = A2(K+) = 0. All other values of & where A\;(k) > 0,
or A\o(k) <0 can be reached by adding integer multiples of a* and b* to K. In this sense
K are the only distinct zeros of A\,, v = 1,2. By symmetry of the two energy bands and
half-filling, A\ (K+) = Ma(Ky) = 0 is also the Fermi energy for this model, and the Fermi
surface consists of isolated points.

,ff*"T“‘u,
5 I J——— b*
~
(@]
~ L D
P = / i Irac cormne
o) I 4 3 L
— ] £ =
s 4;
cC
q) 4
ki, P ko
¢ 4 IMTTR Y 7+ —— Dirac point

Fig. 2. Electron-energies of isolated graphene as a function of the crystal momentum
k € Q* (in units of the nearest neighbour hopping constant ~ 2,7¢V). Of special interest
are the “Dirac” points, K, where the two bands touch conically.

When expanding the fiber component functions hS( - ;z,2'), z,2’ € % around K,
one gets

- -3 0 ky — iky + Co ke -
i (k. ko) = 5 Pkt Loz

~ - y k:k—K+
k1+lk2+... 0
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which to first order in k; and ks is the fiber of the Dirac Hamiltonian for massless fermions,
also known as the Weyl Hamiltonian.

2.3.1. The uniform external magnetic field. Now consider a general one-electron Hilbert
space ¢*(A), where A is a crystal structure of atom-sites in the XY -plane.
An uniform orthogonal magnetic field B is incorporated into the model by Peierls
substitution [6,8,11]; we thus define a magnetic Hamiltonian with the integral kernel
Hy(y+z,7 +2) = POV Hy(y+ 2,9 +2) (1,7 €T, zzeP), (216
where B(y17, —7271) is the flux of the magnetic field B through the triangle generated by
origin, v and +'.

2.3.2. Bloch-Floquet decomposition, version 2. It is convenient to introduce an operator
U defined on ¢2(A) by extension of

(U (k, ) == —— Z ROty (y+z) (e lP(N), keQ, zeB)  (2.17)

Vv |Q vyel’

(compare with (2.10).) U associates a vector ¢ € (*(A) with a vector Uy € féB C? dk.
The crystal Hamiltonian is again unitarily equivalent with a fibered operator acting in
3. €2 dk:

®
U H,U* :/ dk ho(k), (2.18)

*

where each fiber can be represented as a self-adjoint 2 x 2 matrix

ho(k; €, &) ho(k; €, €)

The unitary U fixes the integral kernel of the fibers ho(k) from the kernel of Hy, and vice
versa:

ho(k; z,2') =

ho(k) = [ ] (B =1{&.¢)). (2.19)

Yo ME I i@ ya)  (keQ, z.a €B), (2.202)

vyel’

IQ*I

Ho(w, ) = 1] /Q dk e* " hg(kyz,2’)  (x=z+v€N, 2’ =2 +9 €A).

2.4. The Main Result

We will now consider a simpler situation than graphene. We suppose that the
fibered zero-field Hamiltonian has a dispersion relation with a single Dirac-cone situated
at the origin.

Theorem 2.1. Let L(C?) denote the space of 2 x 2 matrices with complex components.
Consider a matrix valued mapping hy : R* D Q* — L(C?), where ho(k) is self-adjoint
for all k. Let Hy : (*(A) — (*(A) be a zero-field crystal Hamiltonian generated by hg by
(2.19) and (2.20b). Furthermore assume that

(a): for fixed xz,2' € B, the function Q* > k +— e*@ D ho(k;z,2') € C has an
extension whzch is C*(R?) and T*-periodic;

(b): 0 is an eigenvalue of ho(0) with degeneracy 2;

(c): for k #0, ho(k) has two distinct eigenvalues (k) < 0 < Aa(k);
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(d): ho(k) = R (k) + hEem(k), where

(1] o 0 k?l — Zl{ZQ
hy' (k1, ko) = Ky + ik 0 , (2.21)
and that there exists a constant C; > 0 such that
Ihge™ (k)| < Cullk|I* (k€ Q). (2.22)

Then the spectrum of the magnetic Hamiltonian Hy : (*(A) — (*(A), defined by (2.20b)
and (2.16) above, develops gaps proportional to \/b around the origin. To be precise: for
fixed M =0,1,2,3,..., choose ci,cy such that

V2M < C1 < Co < o/ 2(M 1) (223)
Then there exists by > 0 such that for all 0 < b < by we have
[e1Vb, e2Vb] C p(Hy). (2.24)
(see Fig. 3).
b=0) o(Ho) o(Hy)
2(M + 1)bl
( + );_‘ CQ\/Z_)
Ao (k)
& 0 o 1 v
0 = 3
A (k)
_____ ’,' A/ 2<M - ].)b:<

Fig. 3. Left: The two energy band functions A; and A, in the zero field case,
qualitatively sketched (in reality, the functions are real-valued functions om
0* C R?, of the type like Fig. 2, but only with one Dirac point at the origin).
Right: The energy spectrum in two situations; no external magnetic field
b = 0 (left vertical axis, a continuous energy band), and constant external
magnetic field, b > 0 (right vertical axis). Gaps [c;v/D, c2V/b] between the
low Landau levels v2Mb, M = 0,1,2,... (marked by stars) appear in the
spectrum of Hy, when b is sufficiently small bur non-zero. v2M < ¢; < ¢y <
V2(M + 1) for some M € Ny small enough. Note that the right vertical
axis only covers a tiny portion of the energy values which are inside the
zero-field energy band, the two vertical axis are not of same scale!

2.5. About the Proof

Full proofs will be given in another paper of M.H. Brynildsen, H. D. Cornean, and
I. Herbst. We construct aa approximation for (H, — 2)~!, using a cut-and-paste method.
The main idea is to treat fibers ho(k), with & near the Dirac points, with the continuous
Dirac-resolvent, this is where the Landau levels come into play. The proof heavily relies
on the v/B-behaviour of the Hausdorff distance between spectra of Hamiltonians which
differ only by a Peierls phase, as proven in [2].
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3. Conclusions

Our result can be extended to the double-cone situation. The fact that there are
gaps near the Dirac points is in agreement with the numerical calculations of Hofstadter-
type [5], which were applied to the honeycomb-lattice in [12] and expanded in [3]. They
plot the spectrum for values of B for which the relative flux of the external magnetic field
through one unit cell has rational values.

For small intensities of the external magnetic field the Hofstadster-Rammal plot
becomes increasingly computationally heavy to produce, so the more modern articles
with better access to computer-power have extended the “Hofstadter-Rammal butterfly”
spectrum plot to lower field-strengths (compare, for instance, our result with [3, Fig. 2a]).

Our method does not distinguish between rational or irrational fluxes, since we do
not concern ourselves with the nature of the spectrum, we only want to show the existence
of gaps in the spectrum. Also, our result holds for all B in a small neighborhood of zero,
whereas the Hofstadter approach requires more computations, the smaller B is.
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Let Q C R? be a domain having a compact boundary ¥ which is Lipschitz and piecewise C* smooth, and let v
denote the inward unit normal vector on ¥. We study the principal eigenvalue E(f3) of the Laplacian in 2 with
the Robin boundary conditions 9f/0v + 8f = 0 on ¥, where /3 is a positive number. Assuming that ¥ has no
convex corners, we show the estimate E(8) = —B% — YmaxB + O(ﬂ%) as f — 400, where 7.y is the maximal
curvature of the boundary.

Keywords: eigenvalue, Laplacian, Robin boundary condition, curvature, asymptotics.

1. Introduction

Let © C R? be an open connected set having a compact Lipschitz piecewise smooth
boundary . For § > 0 consider the operator Hz which is the Laplacian f — —Af with the
Robin boundary conditions,

of

g—kﬁf:OonE,

where v is the inward unit normal vector. More precisely, Hp is the self-adjoint operator in
L?(Q) associated with the sesquilinear form

hath0) = [[ F7Vgde— 5 [ Fado, domhs = 1) (1)

here o denotes the one-dimensional Hausdorff measure on ¥. The operator Hg is semibounded
from below. If Q is bounded, then Hz has a compact resolvent, and we denote by E;(/3),
j € N, its eigenvalues taken according to their multiplicities and enumerated in the non-
decreasing order. If €2 is unbounded, then the essential spectrum of Hy coincides with [0, +-00),
and the discrete spectrum consists of a finite number of eigenvalues, which we denote again by
E;(B), j € {1,..., Nz}, and enumerate them in the non-decreasing order taking into account
the multiplicities. In the both cases, the principal eigenvalue F(f3) := E;(/5) may be defined
through the Rayleigh quotients

E(B)= inf sl f).
0#f€dom hg Hf”%?(ﬁ)
It is easy to check that £(5) < 0: for bounded €2 one can test on f = 1, and for unbounded 2,
one may use f(z) = exp (— |z|*/2) with small o > 0.
The study of the principal eigenvalue arises in several applications: work [1] discusses
the stochastic meaning of the Robin eigenvalues, paper [2] shows that the eigenvalue problem
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appears in the study of long-time dynamics related to some reaction-diffusion processes, and a
discussion of an interplay between the eigenvalues and the estimate of the critical temperature
in a problem of superconductivity may be found in [3].

In the present note, we are interested in the asymptotic behavior of F(/3) for large
values of 5. For bounded (2, this question was already addressed in numerous papers. It was
conjectured and partially proven in [2] that one has the asymptotics

B(B) = —CaB® + o(5?) as § — +oo, 2)

for some constant Cy > 0. It seems that the paper [4] contains the first rigorous proof
of the above equality for the case of a C! smooth X, and in that case one has Cq = 1,
as predicted in [2]. Under the same assumption, it was shown in [5] that the asymptotics
E;(8) = —B*+ o(B?), B — +oo, hold for any fixed j € N. The paper [6] proved the
asymptotics (2) for domains whose boundary is C'*° smooth with the possible exception of a
finite number of corners. If the corner opening angles are «; € (0,7)U(m,27), j =1,...,m,
and 6 := mina;/2, then Cq = (sinf)~? if § < 7/2, otherwise Cq = 1. We remark that
the paper [6] formally deals with bounded domains, but the proofs can be easily adapted to
unbounded domains with compact boundaries. It should pointed out that domains with cusps
need a specific consideration, and the results are different [6,7]. Various generalizations of the
above results and some related questions concerning the spectral theory of the Robin Laplacians
were discussed in [7-12]. The aim of the present note is to refine the asymptotics (2) for a
class of two-dimensional domains. More precisely, we calculate the next term in the asymptotic
expansion for piecewise C* smooth domains whose boundary has no convex corners, i.c. we
assume that either the boundary is smooth or that all corner opening angles are larger than 7;
due to the above cited result of [6] we have C'q = 1 in the both cases.

Let us formulate the assumptions and the result more carefully. Let >, k =1,...,n, be
non-intersecting C* smooth connected components of the boundary X such that ¥ = [J;_, Sk
Denote by () the length of ¥, and consider a parametrization of the closure X, by the arc
length, i.e. let [0,4,] > s — Ty(s) = (T,1(s), Tr2(s)) € T be a bijection with |T,| = 1, such
that '), € 04([0,&}, RQ), and we assume that the orientation of each I';, is chosen in such a
way that v, (s) := (— T}, 5(s), I ,(s)) is the inward unit normal vector at the point I'(s) of the
boundary. If two components 3J;, ¥; meet at some point P :=I';(¢;) = I';(0), then two options
are allowed: either X; U X, is C* smooth near P or the corner opening angle at P measured
inside 2 belongs to (7, 27).

We denote by 7 (s) the signed curvature of the boundary at the point I'x(s) and let vy
denote its global maximum:

— T " ™ / 1= a a ;
Yr(s) k,1(5> k,2(5) k,l(s) k,2(8)7 Yma ke?ll,..}fn}sg[loé]%(8>

note that the decomposition of the boundary X into the pieces ¥; is non-unique, but the value
Ymax 18 uniquely determined. Our result is as follows:

Theorem 1. Under the preceding assumptions there holds

E(B) = =5 = Ymax + O(ﬁ%) as f — +oo.

We believe that it is hard to improve the asymptotics without any additional information
on the set at which the curvature attains its maximal value. For example, one may expect that
the case of a curvature having isolated maxima and the case of a piecewise constant curvature
should give different resolutions of the remainder, and we hope to progress in this direction in
subsequent works.
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At first sight, the Robin eigenvalue problem may look rather similar to the eigenvalue
problem for d-potentials supported by curves, see e.g. [13—15]. This first impression is wrong,
and the result of Theorem 1 concerning the secondary asymptotic term is very different from the
one obtained in the papers [13,14] for strong J-potentials; nevertheless, a part of the machinery
of [13] plays an important role in our considerations. On the other hand, the asymptotic
behavior of the principal Robin eigenvalue shows some analogy with the lowest eigenvalue of
the Neumann magnetic Laplacian studied in the theory of superconductivity [16-18].

2. Dirichlet-Neumann bracketing on thin strips

In this section we introduce and study an auxiliary eigenvalue problem, and the results
obtained will be used in the next section to prove theorem 1.

Let £ > 0 and let I' : [0,4] — R?, s — I'(s) = (I'1(s),I2(s)) € R? be an injective C*
map such that |T"(s)| = 1 for all s € (0,¢). We denote

S=T((0,0), #s) =Ty(s)I5(s) = T{()T(5),  Fmax 1= max (s),
se|0,
K::max‘ s’—l—max‘/@ }+max|/i |
s€[0,4] s€[0,4] s€[0,4]

Due to x € C2([0,/]), the above quantity K is finite.

For a > 0, consider the map

. 2 _ (T1(s) = ul(s)
O, :(0,0) x (0,a) > R, Dy(s,u) = (Fg(s) n uF’l(s)) :

As shown in [13, Lemma 2.1], for any a € (0,a0), ap := (2K)~', the map @, defines a
diffeomorphism between the domains [, := (0, /) x (0,a) and €2, := ®,(0,). In what follows,
we always assume that a € (0,ao) and we will work with the usual Sobolev space H 1(Q,) and
its part H3(Q) == {f € H'(QW) : f[ye, \s = 0}; here the symbol [ means the trace of the
function on the 1nd1cated part of the boundary.

Here, we introduce two sesquilinear forms in L?(2,). The first one, hg’a, is defined on

dom hy* := H'({2,) by the expression
W“(f.9) = [ Vivede—p [ Fodo
Q s

and the second one, hg’“, is its restriction to dom hﬂD’a = ]:j&(Qa) Both forms are densely
defined, symmetric, closed and semibounded from below, and we denote

hN/D,(l(f’ f)
Exp(Ba)=  inf L2200 3)
/ ot redomny/ P 122

We show the following results:

Lemma 2. There exists a; >0 such that for any a € (0,a1) one has the estimate
Enyp(B,a) = =B = fax8 + O(B3) as § — +oo.

The rest of this section is devoted to the proof of lemma 2. We first introduce a
suitable decomposition of €2, and then provide two-side eigenvalue estimates using operators
with separated variables.



On the asymptotics of the principal eigenvalue for a Robin problem 477

Define U, : L*(Q,) — L*(0,) by (Uaf)(s,u) = /1 — uk(s)f(®.(s,u)). Clearly, U,
is a unitary operator, and one has U, (H'(Q,)) = Hl(D ) and

Ua(Hy () = Hy (Do) == {f € H'(O.) : f(0,) = f(£,-) =0 and f(-,a) =0},

where the restrictions should be again understood as the traces. Using integration by parts, one
may easily check that for any f,g € H'(£,), one has h]ﬂv’“(f, g) = qév’“(Uaf, U.g), where the

form qév "* is defined on the domain dom qév = H'Y(,) by the expression

1 Of dg Of 0g
fg //a 1 — uk(s 2$%d sdu // %%dsdu

_//av(s,u)fgdsdu—ﬁ/o f(s,0)g(s,0)ds

_ %/0 k(s) f(s,0)g(s,0) ds+%/0 %f(s,a)g(s,a) ds @

1, “ u T
+ 3k (ﬁ)/o ﬁf(ﬁ, w)g(l,w)du

with
ur”(s) Su’k!(s)? K(s)? '
2(1 - um(s))3 4(1 - UI{(S))4 4(1 - u;&(s))2

V(s,u) =

Similarly, for any f,g € HZ(f,), one has hg’a(f, g) = qg’a(Uaf, U.g), where qg’a is the

restriction of qév “ to the domain dom qﬁD “ .= H}(O,); note that for f, g € dom qé) " the three
last terms on the right-hand side of (4) vanish. Using the unitarity of U, we may rewrite the
equalities (3) in the form:

a4 f)
En/p(B,a) = inf I R )
/ o;éfedoqu/ ,a ”fHL2(|:|a

We would like to reduce the estimation of these quantities to the study of the eigenvalues of
certain one-dimensional operators.

Using the one-dimensional Sobolev inequality on (0,¢) we see that one can find a
constant C' > 0 independent of a, such that for all f € H'((J,), one has

/\f()u]du+/}feu}du<c //( ‘dsdu+// \f|dsdu)

One can also find a constant v > 0, such that |V (s,u)| < v for all (s,u) € O, and all
a € (0, ap). Furthermore, again for (s,u) € [, and any a € (0, ag), we have

< 2K, §<;<2.

‘ K(s)
1 —uk(s) ~

1 — ak(s)
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For any M € N, we denote

¢ :
§ = i L, = (6 —6,50), M= = I, x (0,a),
Ky = nf k(s), wy,=supk(s), j=1,...,M,
sely, SGTJjW
and introduce functions x7; : (0,¢) — R as follows: x73,(s) := /ﬁM if s € I],, and x7,(j0) :=0
for j =1,...,M — 1. In addition, we assume that 0 < a < (10KC)~!. Now, we introduce two

new sesquilinear forms which will be used to obtain a two-side estimate for Ey/p(3,a). The
first one, tg’M’a, is defined by

domt,; " = I ( UD @Hl O ).

“Macp oy (2 9f 9g 9f g
t; (f,)_ 4aKC// 5o 5, dsdu // 55, dsdu

— (v+4aKC(C) // fgdsdu — /<5+ﬁ]\42<8)>mg(5,0)d5

- K f(sa
0

The second one, tg’M’a is defined on the domain dom t;“M’“ = @jj\il H, 1(52 s

HY(O ) = {f € H\@,p): f(jo—6,-) = f(j6,-) = 0 and f(-,a) = 0}
through

e = [ Ggtasans [ Ggmasa
v// fgdsdu—/oe (5+%(5)>mg(3,0)d3.

M,a

One clearly has the inclusions dom t+M“ C dom qﬂ * C dom qév “ Cdomtg ™ and the in-
equalities

7M7a(f7f) S q,év’a<f7f)7 f € domqg’a,

a3 (f. ) = a5 (f. ), f € domg?*,

g5 (f. ) <t f), f € dom e,
which justify the estimates

E]T/[(ﬁ,a) SEN(ﬁaa) SED(ﬁaa) SE]—\Z<67a)7 (6)
where we denote i "
E(B,a) = inf U, )

0¢f€d0mt§’M ||fHL2([|a

Now, we are going to estimate E3;(f3,a) using separation of variables. Note that the forms
t;M “ are densely defined, semibounded from below and closed in L?*(0J,), therefore, they
define some self-adjoint operators TBjE M in £2(0,), and Fi (8, a) = inf specT ﬁi 2% On the
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other hand, due to the fact that the domains (17 M are disjoint and isometric to one another , we

can identify Tﬁ:IE M~ (M i1 TjE M where TjE “ are self-adjoint operators acting in L?(UCs,),

Ose := (0,0) x (0,a), and assoc1ated respectlvely with the sesqulinear forms tgﬁ M

tﬁJM“(f,g):<§—4aKC’)/0 / %%d ds A/%%d uds

_(v+4aKC')/06/O 7gduds—(ﬂ—|—fi;‘r247j)/0 f(s,0)g(s,0)ds

5
— K | f(s,a)g(s,a)ds, dom tgv’JM’a = H'(Os,0),
> [*0f dg > [ 0f dg
+Ma o YIS
taj ,g)—4// 8385dd+//0u8ud ds

//fgduds— B+ M’ /f

domt+M“—{f6HIDM):f(0, 6,-)=0and f(-,a) =0}.

It is routine to check that 7’ ;E ]’.M’“ =05 ®1+1® L§ CJL, where (7, are the operators acting in
L?(0,4) as follows:

Quf=- (é —4aKC'> f"—(v+4aKC) f,

9
dom Q3 = { f € H*(0,8) : f/(0) = f'(6) = 0.
Qif = —4f" +vf,
dom Qy, = { f € H(0,9) : J(0) = f(6) = 0},
and L;g are the self-adjoint operators in L?(0, a) both acting as L;; = —f” on the domains

Kt
S2)£(0) = 0, f(a) = K f(a) = 0},
dom L7 = {f € H*(0,a) : £(0)+ ( Rg’j)f(()) =0, f(a) = 0}.

The spectra of 3, can be calculated explicitly; in particular, one has
472 _ 4Am?M?
52 +v= 7

Therefore, denoting E+79(3, a) := inf spec LB 7, we arrive at

dom L7 = {f e H*(0,a): f'(0)+ (

inf spec Q,; = —v — 4aKC, inf specQ}, = + 0.

E,;(B,a) = min (inf specT/Bjj’» ’ ) = —v —4aKC +min E~7(3, a),

J J

Am2 M2 | )
7T€2 +U+rr1jinE+”(6,a).

To study the lowest eigenvalues of Lﬁ -, we prove two auxiliary estimates.

EY,(B,a) = min (inf spec TE}M’G) =

Lemma 3. For a,3,v > 0, let A,z denote the self-adjoint operator in L*(0,a) acting as
f—=—f" on the functions [ & H?*(0,a) satisfying the boundary conditions
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f10)+Bf(0)= f'(a) —~vf(a) =0, and let E(a,p,v) be its lowest eigenvalue. Let 3 > 27
and Ba > 1, then % < —E(a, B,7v) < 3% + 1233%e~25¢,
Proof. Let £ > 0. Clearly, E = —Fk* is an eigenvalue of A,z if one can find

(C1,C5) € C*\ {(0,0)} such that the function f : z + Cie* 4 Che™* belongs to the do-
main of A, 3,. The boundary conditions give

0= f(0)+ Bf(0) = (B+k)Cy+ (B = k)Cs,
0= f'(a) —vf(a) = (k= 7)e"Cy — (k+7)e ™ Cy,
and one has a non-zero solution if the determinant of this system vanishes, i.e. if k satisfies the

equation (k + 3)(k +v)e * = (k — 8)(k — v)e*. Let us look for solutions k € (53, +oc). One
may rewrite the preceding equation as
k k —
BB iy = B T e (8)

o(k) = h(K), g(k) = 7=, h(k) =5

Both functions g and h are continuous. It is readily seen that the function g is strictly decreasing
on (f,+o00) with g(f+) = 400 and g(+o0)=1. Conversely, for 5 > 2, the function h is
strictly increasing in (3, +00), being the product of two strictly increasing positive functions,
and we have h(8+) = e**(8 —~)/(8 + ) < +o0 and h(+00) = +oo. These properties of
g and h show that there exists a unique solution k& = k(a,3,7) € (8,+00) of (8) and that
E(a, 8,7) = —k(a, B,7)*.

To obtain the required estimate we use again the monotonicity of i on (5, +00) and the
inequality 8 > 2. We have

k+p5 B—7 , €

— L —g(k) = h(k) > h(B+) = Z—Le2Pr >

D =g =) > A = 5T >
which gives (1 — 3e 2)k < (1 + 3e72%%)3. The assumption Ba > 1 gives the inequality
3e~2¢ < 1/2, and we arrive at

2Ba

1 + 36_25a 2 C2a ot
b< g B < (143e727)(1+15¢ 7278 < (1 +41e727)3
— e a
and k? < (1 + 41e7272)23% < (1 + 123e~294)32. Together with the inclusion k € (3, +00) this
gives the result. 0

Lemma 4. For a,3 > 0, let 11,5 denote the self-adjoint operator in L*(0,a) acting as
f—=—f" on the functions [ & H*(0,a) satisfying the boundary conditions
f(0)+ Bf(0) = f(a) =0, and let E(a,[) be its lowest eigenvalue. Assume that PBa > 4/3,
then 3% — 4p% P+ < —F(a, B) < B2

Proof. Let £ > 0. Proceeding as in the proof of lemma 3, we see that £ = —k? is an
eigenvalue of II, 5 if k satisfies the equation (3 + k)e % = (3 — k)ek®. As the left sideof
the equation is strictly positive, the right side must be positive as well, which means that
all solutions & belong to (0,3). Let us rewrite the equation in the form g(k) = 0 with
g(k) :=log(B + k) — log(8 — k) — 2ka. One has ¢(0) = 0, the function g is strictly de-
creasing in (0,kp) and strictly increasing in (ko,3), with ky := /(2 — /a. Moreover,
g(f—) = +oo. Therefore, the equation g(k) = 0 has a unique solution in (ko, ). It fol-
lows from the assumption fa > 4/3 that ky > (/2, and we can represent k = [ — s
with some s € (0,//2). Using again the condition g(k) = 0, we arrive at the inequality
log s = log(28 — s) — 2Ba + 2sa < log(28) — fBa, which  gives s<2Be?*  and
k=p3—s5>p3(1—-2e"%). Finally, —E(a, ) = k* > B*(1 —2e77%)? > 8%(1 — 4e77%). To-
gether with the first inequality k£ < [ this gives the desired estimate . OJ
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Let us complete the proof of lemma 2. Denote a; := min {ao, (10KO)*1} and pick any
a € (0,a;), and let 8 > 3K +1+4/(3a). Applying lemma 3 to each of the operators L; and
lemma 4 to each of the operators L+7’aj, we arrive at the estimates

E"j(ﬁ,a)>—( KLJ)Q—lQB(ﬂ—l—H%’j>2exp{—2&(ﬁ+

K j)}
EY9(8,a) < <5+ j) +4<ﬁ+mg’j)2exp[—a< '{A;“)}

To simplify the form of the remainders, we choose 3, > 0 sufficiently large such that for 5 > (3,

(5 &Y o (- Y] a4 B e [ o) <

then for § > 5, + 3K +1+4+4/(3a) and all j = 1,..., M, we have

2
B9(8,0) > ~6 = wly B = Tp = 5 EV(Bia) < =B = ki 84

Using the inequality /73, ; < Amax, We obtain

min E9(8,a) > =B = a3 — KT - % ©)

Conversely, let [ € {1,..., M} be such that /{L , = Kmax. This means that there exists s € E
such that £(s) = Kmax. Using the Taylor expansion near s, we obtain

K/
KJT/[,Z > HX/[,Z_K(s:ﬁmax_Kdzﬁmax_M- (10)

In the previous considerations the number M was arbitrary, and now we pick M € [6 %, 20 %} NN
then

win B*9(5,a) < B*(8,0) <~ — wyp 6+ %
= B Bt B % — 8 — KB+ KUY + % (11)

Substituting the estimates (9) and (11) into (7) we arrive at

1 4An?M?
B (3,0) <~ = o + U5} + 5+ T+ 0
1672 2 1
_ 52 2 1
=—0 ’imax/6+(K£+ 7 >ﬁ3+v+ﬂ’
K? 1
E];[(ﬁaa)2_52_5maxﬁ_j_v—4&KC—E7

and the assertion of lemma 2 follows from the two-side estimates (6) .
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3. Proof of Theorem 1

We continue using the notation introduced just before theorem 1. For a > 0, consider
the maps

Ly(s) — ul (s))
Pro: (0,0:) X (0,a) > R, By 4(s,u) = ol k.2 , k=1,...,n.
o (0 (0. ) o) = (120 ot

As in section 2, we can find ap > 0 such that for any a € (0,a,) these maps are diffeo-
morphic between [, := (0,4) x (0,a) and Qi , = Ppo(Okq), that Q, C €, and that
Q. NQq =0 for j # k. Note that the last property follows from the fact that the opening

angles of the boundary corners (if any) are reflex. In addition, we set 2, := Q\ <UZ:1 m>
Denote Hi () = {f € H' () : flog, s, = 0}, & =1,...,n, and introduce two new

sesquilinear forms hg/ P in L*(Q2), both defined by the same expression as hs on the domains

domhy* = @ H'(Qa), domhg™® = Hj(Q) <EB Hy (Qa) )
and define D
hg' " (f, )
En/p(B,a) = inf SRS ALES
/ ot redomn¥?s | 220

Due to the inclusions dom hg’a C dom hg C dom hﬂ “, we have the inequalities

EN(Baa) SE(B) SED(ﬂaa)‘ (12)
Furthermore, due to the fact that the parts ), are disjoint and that the set ¥ N J€), is finite

(this is exactly the set of the corners), we have the equality En/p (3, a) = mingeqo,...n} Exn/p(5,a),

with T
Vf
Eon(B,a) = inf —“ HL2 o )

O#fGHl Q0,a) ||f||L2 (Q0,a)

IVAI3 = BIIII
Ek,N(ﬁ? CL) = lnf L2(Qk a) At ) k= 17 s Ny
0£FEH (R q) ||fHL2(Qk,a)

V fl?
Eop(B,a) =  inf IV 71z 0.0)
o£reti (0.0 |1fl|720.)

IV 1132(q,..) — Bl
Ekﬁ(ﬁ» CL) = ipf L2(Q,q) L2(h)
0Af€HS (e a) ||f||L2(Qk,a)

?

, k=1,....n.

We have clearly £y n/p(f,a) > 0. Furthermore, in virtue of lemma 2 we can find a > 0 such
that for each k € {1,...,n} for § — 400 we have
Ek,N/D(ﬁ, a) = —ﬁ2 - ’Yk,maxﬁ + O(ﬁg), Vk,max ‘= H[l(?f] 7k(3)7
k

which gives En/p(53,a) = =% — Ymax + O(ﬁ 5), and the assertion of theorem 1 follows from
the two-side estimate (12).

Remark 5. A more detailed asymptotic analysis is beyond the scope of the present note, but
we mention one case in which the remainder estimate can be slightly improved with minimal
efforts. Namely, assume that one of the following conditions is satisfied:
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e the boundary X is of class C* (i.e. there are no corners),
e the curvature does not attain its maximal value v,,.x at the corners,

then

E(B) = —B* = YmaxB + O(\/B) as B — +cc. (13)
Indeed, let us pick any k& € {1,...,n} such that v max = Ymax and revise the proof of lemma 2
with I' :=I'y, k := ~y;, and £ := (4. For any s € [0, {] with K(S) = Kmax We have then £'(s) = 0,
and we may replace the inequality (10) with
K?
M2
and by choosing M€ [/, 2¢/B]NN  we amive at the estimate
En/p(B,a) = —B% — Kmax8 + O(\/B) as § — oo, which in turn gives the asymptotics
(13).
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We deal with two dynamical systems associated with a Riemannian manifold with boundary. The first one is a
system governed by the scalar wave equation, the second is governed by Maxwells equations. Both of the systems
are controlled from the boundary. The inverse problems are to recover the manifold via the relevant measurements
at the boundary (inverse data). We show that that the inverse data determine a C*-algebras, whose (topologized)
spectra are identical to the manifold. By this, to recover the manifold is to determine a proper algebra from the
inverse data, find its spectrum, and provide the spectrum with a Riemannian structure. This paper develops an
algebraic version of the boundary control method (M.I.Belishev’1986), which is an approach to inverse problems
based on their relations to control theory.

Keywords: inverse problems on manifolds, C*-algebras, boundary control method.

1. Setup
1.1. Acoustics

We deal with a compact C*°-smooth Riemannian manifold 2 with the boundary T,
dim Q2 =n > 2; A is the (scalar) Beltrami-Laplace operator on ; H := Ly(€).
Forward problem of acoustics is to find a solution u = u/(x,t) of the system

e — Au = 0 in (Q\I) x (0,T) (1.1)
Ul—0 = Utlt—o = 0 in (L.2)
u=f on I' x [0,7], (1.3)

where f € F1 := Ly (I x [0,T)) is a (given) boundary control.
With the system one associates a response operator RT : F© — FT,

f
o

o |py [0,7]

(for smooth enough f), v is the outward normal to I'.
Inverse problem is: given for a fixed T > diam ) the operator R*T, to recover Q.

1.2. Electrodynamics

Let 2 be oriented, dim€) = 3. The definitions of the vector analysis operations
A, curl, div on a manifold see, e.g., in [9].
Forward problem Find a solution e = e/(z,t), h = h'(x,t) of the Maxwell system

e, = curlh, hy = —curle in Qx(0,7) (1.4)
6|t:0 = 0, h|t:0 =0 in Q2 (15)
vAhe = f in I' x [0,7], (1.6)
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feFr:=Ly([0,T];TT) is a boundary control (time-dependent tangent field on I').
With the system, one associates a response operator RT : FT — FT,

RTf .=vAh
I'x[0,7]

(for smooth enough f).
Inverse problem is: given for a fixed T > diam ) the operator R*T, to recover ().

1.3. Nonuiqueness

Let € be such that 02 = 92 = I" and there is an isometry i : Q2 — Q' provided
ilr = id. Then, for the response operators of the systems (1.1)—(1.3) and (1.4)—(1.6) one has
R =R" forall T > 0.

Hence, the map “manifold > its response operator” in not injective. By this, to de-
termine () uniquely is impossible, and we have to clarify the setup of the inverse problems as
follows [3]. The only reasonable setup is: given R*T for a fixed T > diam(), to construct a
Riemannian manifold Q such that Q0 = 0Q =T and R'*" = R*T.

Philosophical question: From what “material” can such an Q be constructed?
Answer in advance: () is a spectrum of a relevant C*-algebra determined by R?7.

2. Eikonal algebra in Acoustics
2.1. Reachable sets

Return to the system (1.1)—(1.3).
Controllability For an open o C I', define a reachable set
Us = {u!(-,T)|supp f Cox [T —sT)} CH (0<s<T)
of delayed controls acting from o. Denote
o O*[o] == {x € Q] dist (v,0) < s} (the metric neighborhood of o)

o H(Q[o]) :={y € H|suppy C Q%[o]} (the subspace of functions supported in Q°[c]).

A finiteness of the wave propagation speed in 2 implies U2 C H(Q2*[c]). The Holngren-
John-Tataru uniqueness theorem leads to the relation

Uy = H{Q[o]) 2.1)

(closure in H), which is referred to as a local approximate boundary controllability of the
system (1.1)-(1.3) [1]. For T > diam 2, one has UI' = H.
Eikonals Let P? be the projection in # onto /5. By (2.1) one has

s Jy in Q0]
Foy = {o in O\Qfo] 2.2)

i.e., P¢ cuts off functions on Q2°[g]. An operator

T
To ::/ sdPg
0

is called an eikonal. If T > diam (2, then (2.2) implies
(o) (z) = dist (z,0)y(x), z€Q,

1.e., 7, is a multiplication by the distant function. It is a bounded self-adjoint operator in H.
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2.2. Algebra ¥

Recall that a spectrum A of a commutative Banach algebra A is the set of its maximal
ideals endowed with the Gelfand topology [7], [8]. If A and B are two isometrically isomorphic
algebras (we write A "=" B), then their spectra are homeomorphic (as topological spaces; we

write A "2 g). For the algebra of real continuous functions C'(£2), one has C'(£2) hom ) [7], [8]

For a set S C A, by VS we denote the minimal norm-closed subalgebra of A,
which contains S. Let B(?) be the (normed) algebra of bounded operators in H. By
T :=V{7, | 0 C '} C B(H) we denote the (sub)algebra generated by eikonals.

Theorem 1. [f T > diam Q then T =" C(Q) and hence T "2 C() "<" Q.
2.3. Solving IP

Connecting operator With the system (1.1)—(1.3) one associates a connecting operator
CT: FT — FT defined by the relation

(OTf’g)]:T: (Uf(,T),ug(,T))H , f7g€]:T'

It is a positive bounded operator. The following is a key fact of our approach (the Boundary
Control method).

Proposition 1. The operator C7 is determined by the response operator R*' via a simple and
explicit formula [1], [3].

Isometry U7 By the definitions, the map
UT Ul suf(-,T) — (CT)2f € FT
is an isometry. For 7' > diam {2, one has L{_FT = H, and U” is a unitary operator from A onto

(CT)2 FT.
Let P2 := UTP3(UT)* be the projection in F” onto the subspace

{(CT)%f| supp f C T X [T—S,T]} =UTU:s.

By Proposition 1, P? is determined by the response operator R*T.
By the latter, the operators

T T
7y = Ulr, (UT)* :/ sd [UTP:(UT)"] :/ sdP? (2.3)
0 0

are also determined by R?T. We define an algebra ¥ := UTT(UT)* C B ((CT)%}"T) . By
the definition, we have

T=U"V{r,| o cTHWUT) = V{7, | o CT}. (2.4)

By the aforesaid, this algebra and its spectrum T =: Q) are determined by the response operator
R?T . Since T "Z" ¥, with regards to Theorem 1 one has

hom Z hom
Q= % =

A

=0 (2.5)

as T > diam Q.
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Reconstruction The response operator R?” (provided 7' > diam €2) determines the manifold
up to a homeomorphism by the following scheme:

BTt s L(e)if [ supp f cax [T—5T]} =

oCl’

= (Plocy E 5 ocn e

g @D g hom

Then, one can endow ) with a proper Riemannian metric and identify 9 with I (see, e.g., [5]).
As a result, we get a Riemannian manifold €2, which is isometric to the original (un-

known) Q by construction, and R*” = R?*" does hold. The inverse problem for the system
(1.1)—~(1.3) is solved.

3. [Eikonal algebra in Electrodynamics
3.1. Maxwell system

Turn to the system (1.4)—(1.6). The Hilbert space EQ(Q) of the square-summable vector
fields (sections of the tangent bundle 7)) contains the subspace of curls

C = {curlh‘ h,curl h € EQ(Q)}
Electric reachable sets For an open o C I', define

g ={e/(-.T)|suppfCox[T—5T]} CC (0<s<T).

We denote C(Q2*[0]) := {y € C| suppy C Q%[o]}. The finiteness of the electromagnetic wave
propagation speed in € implies £ C C(Q2%[0]).
Controllability The Eller-Isakov-Nakamura-Tataru uniqueness theorem leads to

& = C(@o]) (3.1)

(the local boundary controllability). For T' > diam (2, one has ﬁ = C.

Projections Let £ be the projection in C onto £5. This projection acts in more complicated
way than its acoustic analog: its action is not reduced to cutting off fields. Moreover, in the
general case, for the different o and ¢’ the projections E? and Ef,/, do not commute.

Eikonals An operator
T
Eg '= / sdE?
0

acts in the space C and is called an eikonal. Since diam {2 < oo, €, is a bounded positive
self-adjoint operator. In the general case, for o # o’ the eikonals ET and EZ, do not commute.
The following fact plays a key role.

Lemma 1. (M.N.Demchenko [6]) The representation
(e0y) (z) = dist (z,0) y(z) + (Ky) (2), x €

holds with a compact operator KT : C — Ly ().
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3.2. Algebra ¢

Let B(C) be the (normed) algebra of bounded operators in C. It contains the two-side
ideal R(C) of compact operators.
We denote by

¢ :=V{e,|oCT}

the algebra generated by (electric) eikonals. Also, we denote K[€] := & N K(C) and introduce
the factor-algebra

¢ = ¢/R[¢]
Theorem 2. (M.N.Demchenko [6]) The factor-algebra ¢ is a commutative Banach algebra.

isom

The relation & =" C(Q) holds and implies & Q).
3.3. Solving IP

Connecting operator A Maxwell connecting operator CT : FI' — FT is introduced
by the relation

(CTf> g)]:T = (ef( : >T)> eg( : >T))c
for smooth controls f, g € F! vanishing near ¢ = 0 [3]. In contrast to the scalar (acoustic) case,

this C7 is an unbounded operator. However, the following principal fact of the BC-method
remains valid.

Proposition 2. The operator CT is determined by the response operator R** via a simple and
explicit formula [3], [5].

Isometry U” By the definitions, the map
UT: e85 ef(-,T) s (CT)2f € FT
is an isometry. For 7' > diam (2, by (3.1) one has a = C, and U7 is a unitary operator from
C onto (CT)2 FT c FT.
By Proposition 2, the projection Ef := UTE3(UT)* in (CT)2FT onto the subspace

{(C’T)%f| supp f C T X [T—S,T]} =U'es

is determined by the response operator R*T.
An operator

T T
el = Tyt —/ sd [UTEZ(UT)] —/ sd B
0 0

acts in (C’T)%]-"T and is determined by the response operator R?T.
An algebra
¢ .=UTeUr)y =UT [V{e,| o cTH(UT)* = V{&,| 0 C T}
is a subalgebra of B ((CT)%]-" T). By the aforesaid, this algebra, the factor-algebra ¢.=¢ /R[€]
and its spectrum

=0

&)

are determined by the response operator R*T.
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The isometry & o @ implies the isometry of the factors é "M @ Theorem 2 leads to

Q' g ho:mé = Q.
Reconstruction The response operator R?” (provided 7' > diam €2) determines the manifold
up to a homeomorphism by the following scheme:

R2T:>CTj{(CT)%f‘supprEx[T—s,T]} =

oCll
= {FE|oCcT} = {&|ocCcl}=¢E=>¢

:>63::Qh0:mQ.

Then, one can endow Q) with a proper Riemannian metric and identify 9 with I (see, e.g., [5]).

As a result, we get a Riemannian manifold Q, which is isometric to the original (un-
known) Q by construction, and R*" = R2?T does hold. The inverse problem for the Maxwell
system (1.4)—(1.6) is thus solved.

Acknowledgments

The work is supported by grants RFBR 11-01-00407A and SPbGU 11.38.63.2012,
6.38.670.2013.

References

[1] M.L.Belishev. Boundary control in reconstruction of manifolds and metrics (the BC method). Inverse Problems,
13 (5), P. 1-45 (1997).

[2] M.L.Belishev. The Calderon problem for two-dimensional manifolds by the BC-method. SIAM J.Math.Anal.,
35 (1), P. 172-182 (2003).

[3] M.L.Belishev. Recent progress in the boundary control method. Inverse Problems, 23 (5), R1-R67 (2007).

[4] M.L.Belishev. Geometrization of Rings as a Method for Solving Inverse Problems. Sobolev Spaces in Mathe-
matics III. Applications in Mathematical Physics, Ed. V.sakov, Springer, P. 5-24 (2008).

[5] M.L.Belishev and M.N.Demchenko. Time-optimal reconstruction of Riemannian manifold via boundary elec-
tromagnetic measurements. Journal of Inverse and Ill-Posed Problems, 19 (2), P. 167-188 (2011).

[6] M.I.Belishev, M.N.Demchenko. C*-algebras and  inverse  problem of  electrodynamics.
http://arXiv:1205.7090.

[7] G.J.Murphy. C*-Algebras and Operator Theory. Academic Press, San Diego (1990).

[8] M.A.Naimark. Normed Rings. WN Publishing, Gronnongen, The Netherlands (1970).

[9] G.Schwarz. Hodge decomposition - a method for solving boundary value problems. Lecture notes in Math.,
1607. Springer—Verlag, Berlin (1995).



NANOSYSTEMS: PHYSICS, CHEMISTRY, MATHEMATICS, 2013, 4 (4), P. 490-495

APPLICATION OF GREEN’S FUNCTION APPROACH
TO ELECTRONIC STRUCTURE OF CARBON
NANOCYLINDERS

J. Smotlacha', R. Pincak?

! Faculty of Nuclear Sciences and Physical Engineering, Czech Technical University,
Brehova 7, 110 00 Prague, Czech Republic
2 Institute of Experimental Physics, Slovak Academy of Sciences, Watsonova 47,043 53
Kosice, Slovak Republic

smota@centrum.cz, pincak@saske.sk
PACS 73.22.Pr; 81.05.ue

The local density of states of the carbon nanostructures can be calculated in different ways. Here, we present
the Haydock recursion method which, using the Green’s function approach, transforms the given surface into
a chain of equivalent sites. Then, using the continued fraction, we apply this procedure on the surface of the
nanocylinders.

Keywords: graphene, carbon nanostructures, disclination, Green function, continued fraction.

1. Introduction

The local density density of states (LDoS) is one of the most important character-
istics describing the electronic properties of the carbon nanostructures. Dilfferent methods
were used for its calculation: The first exploits the form of the electronic spectra [1], the
second deals with the gauge-theory model and the Dirac equation [2,3], the third works
with the Green function which can be calculated using different methods.

In this paper, we first describe the Haydock recursion method and the procedure
of the calculation of the Green function. Then we apply this method to the calculation of
the Green function and related quantities in the edge sites of the carbon nanocylinder and
of the graphene nanoribbon perturbed by two heptagonal defects. Then we investigate the
changes of the LDoS for the changing distance of the defects and estimate the minimal
and maximal distance of the defects on the perturbed surface of the nanocylinder.

2. Haydock recursion method
The LDoS can be defined as
1
LDoS(F) = lim —ImGy(E — id), (1)

0—+0 T

where Goo(F) is the Green function. It can be calculated using the recursion procedure
which transforms an arbitrary surface into 1—dimensional chain. This procedure is called
the Haydock recursion method [5]. It divides the positions of the investigated surface into
the groups of sites, each of them represents the site in the 1—dimensional chain. Each
site is represented by the state vector |n). Then, from the knowledge of the state |1),
which corresponds to the usual state of the carbon atom, we can recursively compute the
coefficients a,, b, corresponding to the particular sites of the chain using

In+1) = (H —ayp)|n) — bp_1|n — 1). (2)
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The maximal value of n which is n,,,, determines the recursion depth. It is given by the
size of the concrete surface, but in the case of infinitely large graphene, nanocone etc., it
is up to our choice and it provides the rate of precision. Then we define Gy (E) as [4]

1
Goo(E) - E—a — blgl(E)7

(3)

where
1
J(E) = , 1=1,...,n. 4
g ( ) E—aj — bi+1gi+1(E> *)

3. LDoS of nanocylinder

In Fig. 1, we see the surface of armchair and zig-zag nanocylinder together with
the labeling of the sites in accordance with the technique described in the previous section.
The armchair form should be always metallic, the zig-zag form is mostly semimetallic and
rarely metallic. The evidence of the metallicity is given by the peak in the LDoS for the
Fermi level [1].
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FiG. 1. Surface of two forms of the carbon nanocylinders: armchair (left)
and zig-zag (right); the labeling of the sites corresponds to the technique
described in the section 2; there are equivalent sites in each line parallel with
the edge and that is why we label each line by the same number; the dashed
lines consisting of sites denoted by black or white color are identical on the
real surface.

To apply the Haydock recursion method, we have to choose the recursion depth
Nmaz, Which closely corresponds to the length of the nanocylinder. The LDoS for different
forms of the nanocylinder is shown in Fig. 2 together with the chosen values of the
circumferential and the longitudinal number of atoms. The chosen value of the parameter
0 in (1) is 0.1.

3.1. The case of perturbation

Let us investigate the LDoS in the edge sites of a perturbed graphene nanoribbon
of the sizes which have the same values as the above mentioned cylindrical surface (see
Fig. 3). Because the structure of the surface is different from the previous case (Fig. 1),
the placement and labeling of the equivalent sites is changed. For the chosen edge sites,
the result is presented in Fig. 4. In this case, the chosen value of the parameter ¢ is 0.2.

To derive the limiting sizes of the disclinated nanocylinder, we investigate the LDoS
in the sites of the defects denoted by number 1 in the disclinated surfaces depicted in Fig.
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LDoS

FiG. 2. LDoS for armchair and zig-zag cylinder; longitudinal number of
atoms: 12, circumferential number of atoms: 10 for armchair, 20 for zig-zag;
here, § = 0.1.

FiG. 3. Surface of the nanoribbon with a small perturbation; due to the
mirror symmetry, we have pairs of equivalent sites in each line parallel with
the edge, but there is not any line composed of equivalent sites only; so, we
distinguish only the sites which are neighboring, next-neighboring etc. with
the site 1 for which the LDoS we calculate; the whole number of the sites in
the chain is 9; in the case of the semi closed, nanocylindrical structure, the
dashed lines consisting of sites denoted by black or white color are identical
on the real surface.
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LDoS

FIG. 4. LDoS of the perturbed cylinder with surface depicted in Fig. 3; here,
0=0.2.

5 and we compare the results with the results presented in [1], where the LDoS for the
simple graphene was presented.

In Fig. 5, we define the distance of the defects in the units of the distance of
the neighboring sites. Using the Haydock recursion scheme, we get the plots of the
LDoS outlined in Fig. 6. The acquired results should be similar to the LDoS of simple
graphene [1]. Then, we suppose the presence of the local minimum for the Fermi level in
the corresponding plot.

Let us look through the plots of the LDoS in Fig. 6. From these plots we see that
the growing distance of the defects causes decrease of the LDoS for the Fermi energy and
violation of the peak. The case (d) in Fig. 6 corresponds to the expected shape of the
LDoS [1] and so, it corresponds to the minimal necessary size of the perturbed cylindrical
surface.

4. Conclusion

We applied the Haydock recursion method on the calculation of the LDoS of the
carbon nanocylinder. We can compare the results presented in Fig. 2 with the calculation
in [1], where the form of the electronic spectrum is applied. The results presented in this
paper are close to our results. They are also similar to the plots presented in [6]. In both
of these papers as well as in Fig. 2, the difference between the armchair and the zig-zag
form is given by the peak for the armchair form at the Fermi level. But in Fig. 2, the
peak at the Fermi level should be much closer. The inaccuracy is given by the choice of
the values of ¢ and of the parameters a,,b, in the Haydock recursion method which does
not provide a single solution.

Next, we derived that the minimal size of the disclinated cylindrical surface con-
taining 2 heptagonal defects corresponds to the case (d) in Fig. 5 and that the maximal
size corresponds to the surface which is twice longer.

The model of 2 defects can be also applied on a simulation of a dipole or a quadrupole
present on a defect-free graphene surface: the dipole can be given by a combination of
one pentagonal and one heptagonal defect and the quadrupole by two pentagonal and two
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(b)

()

Fig. 5. Perturbed nanostructured surfaces with different distances of the
defects. We calculate the LDoS for the denoted sites; in the case of the semi
closed, nanocylindrical structure, the dashed lines consisting of sites denoted
by black or white color are identical on the real surface.
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F1G. 6. LDoS for the particular cases of the perturbed cylindrical surfaces.
The notation (a)-(d) corresponds to Fig. 5. The value of the parameter § is
0.2.
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heptagonal defects. Of course, higher number of defects can give much more possibilities.
In the future, the calculations will be focused on these problems.
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The classical capacity of quantum channels is the tight upper bound for the transmission rate of classical
information. This is a quantum counterpart of the foundational notion of the channel capacity introduced by
Shannon. Bosonic Gaussian quantum channels provide a good model for optical communications. In order to
properly define the classical capacity for these quantum systems, an energy constraint at the channel input
is necessary, as in the classical case. A further restriction to Gaussian input ensembles defines the Gaussian
(classical) capacity, which can be studied analytically. It also provides a lower bound on the classical capacity
and moreover, it is conjectured to coincide with the classical capacity. Therefore, the Gaussian capacity
is a useful and important notion in quantum information theory. Recently, we have shown that the study
of both the classical and Gaussian capacity of an arbitrary single-mode Gaussian quantum channel can be
reduced to the study of a particular fiducial channel. In this work we consider the Gaussian capacity of the
fiducial channel, discuss its additivity and analyze its dependence on the channel parameters. In addition, we
extend previously obtained results on the optimal channel environment to the single-mode fiducial channel. In
particular, we show that the optimal channel environment for the lossy, amplification, and phase-conjugating
channels is given by a pure quantum state if its energy is constrained.

Keywords: Quantum channels, Information transmission, Quantum Information, Channel Capacity.

1. Introduction

Information transmission and processing are ubiquitous in modern human society.
By the end of the XXth century information technologies experienced tremendous growth
accompanied by “exponential” downscaling of the hardware elements. Simple extrapolation
shows that the element size will soon achieve the level where quantum effects cannot be
neglected. This is one of the reasons why the interdisciplinary field known as quantum
information theory appeared. Another reason comes from a possibility to apply particular
properties of quantum systems in order to solve those problems which are intractable using
only classical means. Information theory provides a quantitative measure of information
and the tools for studying the information transmission through communication channels.
A fundamental quantity characterizing their performance is the maximal achievable rate at
which the information can be reliably transmitted. This tight upper bound is called capacity
of the communication channel. If the quantum nature of information carriers is taken into
account one has to describe communication channels as transformations of quantum states.
One of the most general transformations allowed by quantum mechanics is a completely
positive trace-preserving map which is identified with a quantum channel.
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In addition to the information in a usual sense, which can be measured in bits, in
quantum information theory one introduces also other types of information related to the
non-classical properties of quantum states, e.g., entanglement. In our paper we discuss the
classical capacity of quantum channels focussing on bosonic Gaussian quantum channels.
They provide a realistic model for the information transmission via optical communication
lines.

The paper is organized as follows. In Section 2 we define the classical capacity of
quantum channels. In Section 3 we describe Gaussian quantum channels. In Section 4
we introduce the Gaussian capacity and the type of Gaussian ensembles that achieve this
capacity. In Section 5 we present our recently proposed decomposition of Gaussian channels
in terms of a particular fiducial channel, find the Gaussian capacity of the fiducial channel
and discuss its additivity. In Section 6 we apply this decomposition to maximize the
Gaussian capacity of the fiducial channel over the set of states of the environment mode
which respect an energy constraint. In Section 7 we present our conclusion.

2. Classical capacity of quantum channels

Quantum channels are completely positive trace-preserving (CPTP) maps & that
act on density operators p defined on a Hilbert space H [1]. The transmission of classical
information by quantum channels involves an encoding of classical symbols (alphabet) into
a set of quantum input states p;. The input state transmitted via a quantum channel ®
is transformed to the output state pout; = P[pm;]. Depending on the coding scheme each
individual symbol state p;,; is used for the information transmission with some probability
p;, therefore, the average input state sent through the channel is pi, = > i DiPin,i- Since the
CPTP map is linear the average output state is pows = ®[pin] = >_; Pi®[Pini] = D; Pifout,i- In
other words, the channel outputs the state pou; with probability p;. The so-called “Holevo
x-quantity” given by following equation [1]

X[®, {pi,pit] = Pout sz (Pout,i) (1)

provides a tight upper bound for the maximal amount of information that one can ex-
tract from the output ensemble {®[p;], p;} by using all possible measurements. Then, the
supremum of the Holevo x-quantity over the whole set of input ensembles

Cy(®) = sup x[®, {pi,pi}] (2)
{bipi}
gives the tight upper bound on the amount of information that can be transmitted on
average by one invocation of quantum channel ® provided that the input symbol states are
not entangled over different channel uses [2], [3]. This quantity is called the one-shot
capacity. However, one may increase the amount of information transmitted per channel
use by entangling the input states over a sequence of channel uses. Therefore, the classical
capacity is defined by the limit [2], [3]
1
. = ®m
C(2) = lim —C\(2%") 2 C(9). (3)
If the equality C(®) = C,(®) holds then the classical capacity is additive. The additivity
of the classical capacity of quantum channels has long been an open problem until Hast-
ings has shown an example of a channel whose capacity is non-additive [4]. Hence, the
additivity has to be studied for each particular channel individually. We focus our study
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on bosonic Gaussian channels which constitute an important part of “Gaussian quantum
information” [5].

3. Gaussian channels

Bosonic systems are so-called continuous variables systems described by observ-
ables with continuous spectra acting on states defined in an infinite-dimensional Hilbert
space. The typical example of bosonic systems is the quantized electromagnetic field seen
as a collection of quantum harmonic oscillators (bosonic modes). The infinite-dimensional
Hilbert space of each mode is spanned by a countable basis of Fock states (number stats),
which are the eigenstates of the number operator N|n) = n|n), where n is a non-negative
integer number and the number operator N = afa is defined via bosonic creation and
annihilation operators that act as follows:

al0y =0, aln) =+v/njn —1) ifn>1,
a'ln) = vn + 1n +1).

These operators satisfy the bosonic commutation relation [@,a!] = 1 (throughout the paper
we are using natural units A = w = 1).

A convenient representation of these infinite-dimensional systems is the phase-space
representation based on the use of quadrature operators

1 1
A A~ /\-i- A A~ ~
=—(a+a'), =—(a—a'"). 5
i=—ga+a),  p=—5(a-d) ()
These operators have a continuous spectrum and satisfy the same canonical commutation
relations as position and momentum operators. For m bosonic modes one defines a vector

of quadrature operators

(4)

C&:(ijlai‘Z:"'ai‘Qm)T:(q17ﬁ17"'7gma]§m)T' (6)
Then the canonical commutation relation is expressed as {#;,2;} = i€;;, where Q;; is the
matrix element of symplectic matrix

Q:Q_}l(_ol (1)) (7)

In this representation quantum state p of m modes is described by its Wigner function:

d2m . i
W)= [ g+ e/2lsla— /e ®)
R2m (27T)
where |q) is an eigenstate of operator ¢ = (G1,Ga, ..., Gm)T. The Wigner function is com-

monly called quasiprobability distribution because, on one hand, its marginals provide
valid probability distributions for both quadratures ¢ and p. On the other hand, it may take
negative values and, in any case, it cannot be a joint probability distribution of the values
of observables ¢ and p because if such distribution existed it would violate the Heisenberg
uncertainty relation. In order to define the Wigner function one has to know, in gen-
eral, its values in all points of the 2m-dimensional phase-space. However, the amount of
parameters, which determine the Wigner function of a Gaussian state, can be essentially
reduced.
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Given a density operator p one defines the displacement vector of the first moments
d = Tl 9)

and the covariance matrix (CM) V of the second “centered” moments of the quadratures
1 . . .
V;J' = §T1"[{£E1 - diaxj - d]}p], (10)

where {, } is the anticommutator. Then the Wigner function of a Gaussian state is com-
pletely determined by the displacement vector d and the covariance matrix V:

1 o 3(@=d)"V ! (z—d) (11)

(2m)m/det V '

Quantum channels which preserve the “Gaussian” property of quantum states are
called Gaussian channels. They are CPTP maps which are closed on the set of Gaussian
states. Any such transformation of m-mode Gaussian input states to m-mode Gaussian
output states is given by its action on the parameters determining the state

W(x) =

dout = Xdin+dch> (12)
Vout = XvinXT+Ya (13)

where d, is the displacement introduced by the channel, X is a real 2m x 2m matrix, and
Y is a real, symmetric and positive-semidefinite 2m x 2m matrix fulfilling the following
condition:

Y+%(Q—XQXT) > 0. (14)

Matrices X, Y, and vector d, completely define a Gaussian channel ®(X,Y ,d.,).

4. Gaussian capacity

The classical capacity as defined by Eqs. (1)-(3) may be infinite for bosonic chan-
nels. We can demonstrate it for the example of a Gaussian channel with detX > 0. Let

us consider a sequence of input ensembles {pi,pg’")} belonging to the same set of symbol
states p; but taken with different probability distributions p§m> in such a way that the en-
ergy of the average state is increasing up to infinity if m — oo. In this case the entropy of
the average output state in the first term in Eq. (1) can be increasing up to infinity while
the second term remains the same. A similar problem appears for Gaussian channels in
standard (“classical”) information theory, where the meaningful definition of the capacity
is given by imposing an “input power” constraint. With this constraint, the capacity is a
function of the input power. A similar constraint exists in the quantum case. Namely, the
mean number of photons of the average input state is upper bounded. Therefore, for one
bosonic mode we have

Tt [fndld] < N, m—/mwwm (15)

where N is the mean number of photons per quadrature and u(dw) is a probability measure
on the whole set of quantum states parametrized by w (the probability measure plays a
role of p; for the continuous variables case). For simplicity we will call this bound “input
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energy constraint”. Then the classical one-shot capacity of a bosonic channel ® is defined
as:

Cy(®,N) = u:glgx@vu), (16)
N@.p) = S@[p]) - / (dw) S (D[5,)). (17)

where the average input state py, is given by Eq. (15) and £y denotes the set of states
satisfying the input energy constraint (15). The classical capacity constrained on a set £
of average input states was considered in [6,7]. The definition of the classical capacity
given by Eq. (3) requires the generalization of the constraint (15) to an arbitrary number
of modes Tr[p™ N®™] < 2m(N + 1/2). This constraint leads to another possible type
of non-additivity, which is not related to the entanglement of the input states. Indeed,
this constraint specifies the amount of input photons per channel use only on average.
Even if the one-shot capacity C,(®) constrained on a given number of input photons is
additive, by distributing the available amount of input photons between the channel uses
in a proper way, one may expect to achieve a higher C,(®®™) compared to x(®®™, n),
where ji corresponds to the uniform distribution of the amount of input photons between
the uses of the channel. Nevertheless, as proven in [7], this scenario does not take place
due to the concavity of x(®,pn) as a function of u. In particular, it is proven that the
uniform distribution of the amount of input photons between the channel uses achieves
the classical capacity of Gaussian channels if the one-shot capacity is additive for a fixed
(though possibly different) amount of input photons at each channel use [7]. This is the
case, indeed, for entanglement breaking channels, whose classical capacity was proven to
be additive [8,9].

Thus, the additivity problem for the classical capacity of Gaussian channels is re-
solved for the class of the entanglement breaking channels. Hence, in order to evaluate
their capacity it is sufficient to find only the one-shot capacity. However, this simplified
problem is still a highly non-trivial task. At the moment the classical capacity is known
only for the lossy channel provided that its environment is pure (i.e., in a squeezed vacuum
state) and its energy is above some threshold [10,11] (the lossy channel can be realized by
a beamsplitter mixing the input signal mode with the environment mode). Therefore, the
evaluation of different bounds on the capacity is a valuable alternative.

A natural lower bound is the Gaussian capacity defined as the classical capacity
with an additional restriction on the set of admissible input states. In [12] we defined
this quantity by requiring that all individual symbol states and the modulated average state
are Gaussian. We have shown there that the optimal ensemble achieving the Gaussian
capacity, as we define it, is the same input ensemble as the one that was imposed by a
previous more restrictive definition (see, for example, [13]). This optimal input ensemble
is generated by phase space translates of a single Gaussian pure state modulated according
to a Gaussian distribution with CM V. For such an ensemble, the covariance matrices of
the individual symbol states are the same. Thus, the CM of the average input state V7, is
equal to V', + V,, and the input energy constraint therefore reads

Tr[Vin+ V] <2N + 1. (18)

Recall that the von Neumann entropy of a Gaussian state depends only on its covariance
matrix. Moreover, the action of a Gaussian channel on the covariance matrix does not
depend on displacements d;, and d.,. Hence, all output entropies in the second term of
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Eq. (1) are equal. Therefore, the Holevo y-quantity is the difference of the von Neumann
entropies of the average output state and output symbol state:

0BV Vil = S@Vi) - S@Va) =g (r-5) -a(v-3). 9

g(z) = (z+1)logy(x +1) — wlogy(x), (20)

where 7 and v are symplectic eigenvalues of the CM of the average output state ®[V,]
and an individual output symbol state ®[V7,], respectively. The new form of the Holevo
x-quantity given by Eq. (19) reduces the problem of calculating the one-shot Gaussian
capacity to the maximization of the difference of two entropies under the constraint (18).
This maximization can be done using the method of Lagrange multipliers. The evaluation
of the Gaussian capacity is relatively simple due the restriction to Gaussian states. Below
we will show that it can be expressed in a closed form in a certain domain of parameters.
The importance of this bound is also highlighted by the fact that in all cases where the
classical capacity is known, the Gaussian capacity coincides with it. In addition, Gaussian
states maximize the von Neumann entropy on the set of all states with the same energy.
This leads to a natural conjecture that the Gaussian capacity always coincides with the
classical capacity.

5. Single-mode Gaussian channels

One can try to further simplify the calculation of the Gaussian capacity using an
equivalence of any single-mode Gaussian channel ® to one of seven canonical channels
®° [9, 14, 15] preceded and followed by unitary operations:

O =Uyod®o . (21)

Since unitary transformations do not change the entropy the Holevo y-quantity of any
Gaussian channel ® is equal to the one of the corresponding canonical channel ®©. How-
ever, if the unitary transformation U; which precedes the canonical channel in the decom-
position (21) involves a squeezing operation then the energy of the state at the input of ®
and @, respectively, is different.

In order to find the Gaussian capacity of ® one has to consider both the canonical
channel and preceding squeezing operation. Actually, in this case, the expressions for
the Gaussian capacity can be obtained in a closed form for five of the seven canonical
channels preceded by squeezing operations. However, this is possible only if the input
energy N exceeds a certain energy threshold. The latter depends on the parameters of the
corresponding canonical channel and the squeezing parameter [16]. These five canonical
channels have the same matrix Y which is proportional to identity: Y = yI. Moreover,
all of them transform thermal input states to thermal output states. Therefore, we call
them thermal channels ®™. They include lossy, amplification, classical additive-noise,
phase-conjugating and zero-transmission channels [14].

In order to go beyond the aforementioned results, we proposed another decomposi-
tion in terms of a fiducial channel ®Y [12]

(I):UQO(I)FO@h (22)

where O, is a passive unitary operation which corresponds to a rotation in the phase space.
If a Gaussian channel ®(X,Y,d) is canonically equivalent to one of the thermal channels
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®T then the fiducial channel ®"(X¥,Y" 0) in Eq. (22) is given by two matrices [see
Egs. (12)-(14)]
F TH / 1 0 F __ 625 0
X _X - |T‘<0 sgn(T))’ Y _y<0 625)7
T=det X, y=detY.

(23)

The dependence of the squeezing parameter s on the matrices X,Y that define & is
presented in [12]. The fiducial channel is defined by three scalar parameters (7,y,s).
The decomposition (22) is important for the following reason. Rotations change neither
the entropy nor the energy of quantum states; therefore, the state having passed through
©; and entering ®Y has the same energy as the input state entering ®. This allows us to
conclude that both the classical capacity and the Gaussian capacity of ®(X,Y, d) are equal
to those of the corresponding Q(Fﬂy,s) [12]. This statement can be extended to Gaussian
channels canonically equivalent to “non-thermal” (or so-called “pathological”) channels.
These canonical channels may be considered as limiting cases of the fiducial channel with
properly chosen preceding squeezing operations. Thus, we have reduced the classical
capacity (and Gaussian capacity) of any Gaussian channel to the one of the corresponding
fiducial channel. For this reason it is sufficient to study the Gaussian capacity of the fiducial
channel in the full range of its parameters in order to obtain the Gaussian capacity of any
single mode Gaussian channel. This can be done using the method of Lagrange multipliers.
[t leads to a general formula for the Gaussian capacity of all Gaussian channels canonically
equivalent to thermal channels [12]:

_ ~ —1 —1
CY (Prye, N) = g <|T|N + y cosh(2s) + %) -9 (y + %) : (24)

N > Ny, = % (eQS + %sinh(2|s|) - 1) . (25)
It holds for input energies, which are higher than the threshold Ni,,. This corresponds to
the so-called quantum water-filling solution [17-20]. It implies that the overall modulated
output state is a thermal state. The optimal ensemble is composed of individual symbol
states, which are displaced squeezed vacuum states determined by the same squeezing
parameter s that enters the matrix Y [see (23)], where the latter represents the effect of
the environment in the fiducial channel

_ 1
oF Vi) xI, Vi, = §diag(e2s, 6725). (26)

Notice that the squeezing of the individual input symbol state requires energy.
Nevertheless, the condition (25) guarantees that the amount of input energy is sufficient
to allow such optimal input states. It is known that these optimal symbol states minimize
the entropy at the output of the channel on the set of all Gaussian states. Furthermore, the
Gaussian capacity is additive above the input energy threshold [12,21].

For both types of non-thermal canonical channels the formula (24) is never applica-
ble. However, we go a step further and find the Gaussian capacity of the fiducial channel
below the threshold and we find a solution which is also valid for non-thermal channels.
In this case the solution of the optimization problem was already found for the lossy [17]
and classical additive-noise channel [18-20] with squeezed environment. An optimal input
ensemble is given by CMs V', and V;, which commute with Y*. The optimal value of
the squeezing of the individual symbol state is determined by a solution of a transcendental
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equation. This solution allows us to study the properties of the Gaussian capacity as a
function of the parameters of the additive noise or lossy channels. Here, we generalize this
result by extending the solution to the fiducial channel. In our notations the corresponding
transcendental equation can be written in two equivalent forms:

q (1/ - 1) sinh(25) — ¢’ (u - %) sinh [2(s — r)]e> L = 0,

2
| | ’ (27)
q (1/ — 5) sinh(2s) — ¢’ (V — 5) sinh [2(s, — 1)]e™" =0,
where
P¥[Vi] = vdiag(e*, e ), ®F[Vy] = vdiag(e®, e ), (28)

function ¢'(x) is the derivative of g(z), variables y and s are the parameters of the fiducial
channel (23), and r is the squeezing parameter which enters the CM of the individual input
symbol state Vi, = (1/2)diag(e?",e~?"). The squeezing parameter r plays a role of the
unknown variable in the equation. By analyzing this equation we have found that the signs
of the solution r and s coincide.

6. Optimal environment

By studying how the Gaussian capacity depends on the channel parameters [19,22]
we arrived to a new problem, which was formulated first for the lossy channel [17]. Here
we consider this problem for the fiducial channel ®F. In order to formulate it we use the
Stinespring dilation which allows us to realize the channel by a joint unitary transiormation
of a two-mode (product) state. The latter consists of the input and environment modes. If
7 # 1 then the CM of the environment mode V, is proportional to Y¥, ie. [1—7|V, =Y".
[f 7 = 1 then there is no Stinespring dilation with a single environment mode however,
in this case, YT represents a classical Gaussian noise “added” to the input state by the
channel. The CM of the classical noise V, = Y. In both cases, the trace of V, has the
same meaning. It determines the energy contained in the environment mode or the energy
of the noise.

Recall that the definition of the Gaussian capacity includes a maximization of ¢
[see (19)] over V7, and V7, under the energy constraint (18). In this work we impose a
similar energy constraint also on the environment mode (or added noise) and look for the
optimal CM V, which maximizes the Gaussian capacity. Since in all cases the CM V, is
proportional to Y, the constraint on its trace is equivalent to the corresponding constraint
on the trace of Y'*:

M, = Tr[Y'"] = 2y cosh(2s). (29)

At first, we consider the simplest case which corresponds to the input energy being
above the threshold Ny,,. In this case, we can use our expression for the Gaussian capacity
(24). Due to the constraint (29) parameter y is a function of s. According to the waterfilling
solution, if both N and M, are constant the argument of the first term in (24) remains also

constant, even if s is varied. Then the first derivative of C© (CIDF,N) with respect to s is
obtained from the second term in (24) in the form

d - |7] — 1\ sinh(2s)
—C% (" N) =M. ¢ . 30
ds ( ’ ) g (y i 2 ) cosh?(2s) (30)
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The sign of this derivative is the same as the sign of s because ¢'(z) is a positive
function and M, is a positive constant. This means that C“ (®¥, N) is a monotonically in-
creasing function of the absolute value of s. Therefore, its maximum lays at the boundaries
of the allowed interval for s. There are two reasons for the existence of such boundaries in
this problem.

One is due to the condition N > Ny, which provides that Eq. (30) is valid. This
condition together with the constraint (29) upperbounds by some threshold value sy, > 0
the interval of the absolute values of |s|, where Eq. (30) is applicable. As a consequence
for |s| > sy, the condition (24) is violated. The particular case 7 = 0 corresponds to
the so-called zero-transmission channel where Eq. (30) is not valid. However, this case is
trivial because here the classical capacity is always equal to zero; therefore, the bound sy,
does not exist.

The second reason follows from the condition that the symbol state at the output of
the channel must be a valid quantum state. This is provided by the condition (14), which is
equivalent to Y + (1 —7)Q > 0 for the fiducial channel (actually, it is also equivalent to
a simle inequality for channel parameters y > |1 — 7|/2 [12]). If 7 # 1 then this condition
can be rewritten in the form V, + %Q > 0 (or simply y > 0 ). This is equivalent to the
requirement that the environment mode must be in a valid quantum state. Due to the
constraint (29) it upperbounds the absolute values of |s| by the value s*, which corresponds
to the environment mode being in a pure state with det(V.) = 1/4. If 7 = 1 then the
condition (14) for the fiducial channel is equivalent to Y* > 0. Since it is satisfied for all
real values of s no finite upper bound s* exists.

If s* < sy, then for all |s| < s* Eq. (30) is valid. Using Eq. (30) we conclude that
the maximum of the Gaussian capacity is achieved by the environment mode being in a
pure quantum state defined by |s| = s*.

If s* > sy, (or s* does not exist) Eq. (24) is not applicable in the interval sg, < |s| < s*
and, therefore, we cannot apply our conclusions based on Eq. (30) to this interval of |s]|.
Nevertheless, in this case, we can also study the derivative of the Gaussian capacity over
s using Eq. (27). Notice, that Eq. (27) is equivalent to (9/9r)xC[®, Vi, Vin)] = 0. Let us
take the input states with CMs V7, and V7, that satisfy Eq. (27). Using the constraint (29)
we deduce

d M,

i +2s _ + ‘ 31
dsy(s)e cosh?(2s) (31)
Then we have
d _ 0 ¢ _
-—C ((I)’N) = 3.X [CI)) Vim Vin]
ds 0s
M (32)
= ————[¢'(v—1/2)sinh(2s,) — ¢'(¥ — 1/2) sinh(25)].
cosh”(2s)
Using (27) again we can rewrite it in the form
d . M,
ZCS (P N)= ——°  J(r—1/2)e" (1 — e 33
ds ( ) ) COSh2(2S>g(V / )6 ( € )7 ( )

where r satisfies (27). Since the sign of r is the same as the sign of s, the sign of the
first derivative of C¢ (®, N) coincides with the sign of s. It means that C¢ (®F, N) is a
monotonically increasing function of the absolute values of s regardless if |s| is higher or
lower than s,,. As a result, the only bound on [s| is s* (if it exists for the considered
parameters of the channel).
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Let us summarize our results for different values of 7 determining the type of the
fiducial channel:

e [f 7 # 0 and 7 # 1 then the allowed interval of s is finite. Its boundaries, where
the maximum of the Gaussian capacity is achieved, correspond to the environment
mode being in a pure state. For the lossy channel, this result was formulated as
“environment purity theorem” and proved in [17].

e [I 7 =0 then the classical capacity is equal to zero for all s in the allowed interval,
which is finite, i.e. |s| < s*. The environment mode should be in a proper quantum
state, but not necessarily pure.

e If 7 = 1 then the constraint (14) reduces to Y > 0 which corresponds to the
classical additive-noise channel. Since the allowed interval of s, in this case, is the
whole real axis, the optimal V, is obtained in the limit |s| — oo under the condition
2y cosh(2s) = M, = const. This gives V., = diag(M,,0) (for positive s) which
corresponds to the single-quadrature classical noise channel [9]. This inspires a
further study of optimal environment for Gaussian quantum channels. For instance,
the generalization of out results to the case of multimode environments (broadband
channels) that was discussed in [17] would be an interesting task.

7. Conclusion

We studied the classical information transmission through Gaussian quantum chan-
nels by analyzing the Gaussian capacity which, as we argue, is of great importance for the
field of quantum information theory. We have used a recently found decomposition of an
arbitrary single-mode Gaussian channel which allows us to reduce the problem of calculat-
ing its Gaussian capacity to the one of a particular fiducial channel. For the latter, we have
developed a method of evaluating its Gaussian capacity and discussed its additivity. Finally,
we have applied our results to a new problem of maximizing the Gaussian capacity under
the environment energy constraint. We have shown that for a single mode the optimal
environment almost in all cases is in a pure state. In a particular case, the environment is
classical (noise) and all the noise energy is concentrated in one quadrature of the optimal
noise CM. We expect that the decomposition in terms of the fiducial channel will be useful
in further research on the Gaussian capacity, in particular, for finding the optimal state of
the environment of multimode Gaussian channels.
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We present experimental and numerical results for a flux flow oscillator based on superconducting Josephson
junctions. Our computationally efficient theoretical model takes into account Josephson self-coupling of the flux
flow oscillator and is in a good agreement with our experimental results and previous studies.

Keywords: flux flow oscillator, superconducting Josephson junctions, fluxons, Terahertz radiation.

1. Introduction

Flux-flow oscillator (FFO) [1] is a long Josephson junction where the flux of Josephson
vortices (fluxons) excite linear modes of electromagnetic waves. Typically, a length of a FFO
is made considerably longer than the Josephson penetration length in order to accommodate a
chain of fluxons. Because of its potential to be used as source of Terahertz and sub-Terahertz
waves [2], it has attracted considerable attention from the scientific community. Investigation
of FFO under the influence of different conditions such as noise and inhomogeneous bias has
been done in a range of experimental [2-4] and theoretical [5—-8] studies. It has been shown
that fluxons in the long Josephson junction exhibit a rich behavior which is not limited to a
one-dimensional fluxon motion, but involves a range of essentially two-dimensional effects [9],
including excitation of the transverse modes [10]. In order to investigate the influence of
two-dimensional modes on the dynamics of fluxons in a FFO, a reliable theoretical model
is needed which would take into account the Josephson self-coupling effect [11] and would
be efficient enough to be generalized to a model of a two-dimensional FFO which requires
substantial computational resources. Here, we present our studies of the conventional FFO
before proceeding to the investigation of two-dimensional effects.

2. Experimental results

Design of the harmonic mixer and all matching circuits was similar to the traditional
one that was successfully used for FFO linewidth measurements (see for details [2,3] and [4]).
Current-voltage characteristics (IVCs) of the FFO measured at different magnetic fields are
presented in Figure la. The level of the microwave power delivered to SIS matched to FFO
is presented by color palette (blue corresponds to no power, red marks regions where induces
by FFO SIS current exceeds 25 per cent of the quasi-particle SIS jump, see Fig. 1b). Note that
the frequency of the FFO is determined by its voltage according to the Josephson relation. One
can see that both SIS and FFO demonstrate perfect tunnel junction behavior with small leakage
current and “0” return current of the FFO at large magnetic fields. The FFO provides enough
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F1G. 1. (a) Experimental IVCs of the FFO measured at different magnetic fields
created by current applied to integrated control line. (b) IVC of the SIS mixer:
Blue — autonomous; Red, green and cyan — pumped by the FFO at frequencies
500, 600 and 700 GHz correspondingly. Note that the Josephson steps are very
sharp and prominent. Positions of the steps exactly correspond to the FFO
frequency. (c) Numerical IVC for FFO according to the model described in the
text. The axes are normalized voltage vy, and bias current . Different lines
correspond to different values of the magnetic field h starting from 1.4 (top) to
4.0 (bottom) with the step 0.05. (d) Dependence of average damping («) versus
voltage in our numerical model. Different lines correspond to different values
of the magnetic field h starting from 1.4 (top) to 4.0 (bottom) with the step
0.05. Steps corresponding to one- two- and three-quanta transitions occurring
at v,/3 = 1.9, v,/5 = 1.14 and v,/7 ~ 0.81 are clearly visible. Four-quanta
transition step at v,/9 ~ 0.63 may also be identified for some values of magnetic
field.

power to pump SIS in the design frequency range 400-750 GHz (0.8-1.5 mV). Furthermore,
narrowband radiation has been measured, as in the previous experimental studies [3].

3. Numerical model

To describe FFO, we use a model of a long Josephson junction [12] with x-dependent
damping parameter «(z),

@tt‘f‘a(x) Ot — Pz — B Pgar +5inp —v =0 (1)
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with the boundary conditions ¢, (0,¢) = ¢,(L,t) = h and homogeneous bias current . In a
general case, the dependence of the bias current on x would be defined by the experimental
implementation of the system. Our choice of neglecting the z-dependence is justified by our
interest in universal phenomena, in a FFO rather than those related to a specific implementation.
Nevertheless, the generalization to the z-dependent bias current v = () is straightforward and
will not affect the computation time of the numerical scheme implemented here. The damping
parameter «(z) in eq. (1) is subjected to Josephson self-coupling (JSC) [11]. JSC arises as a
result of assisted quantum tunneling of quasiparticles in the presence of an AC field. We take
this effect into account by using a damping parameter which is related to the amplitude of the
AC field at a each point of the junction, a(x) = 7, /v4. With [13]

— Vac
ryt]p = Z JZ <%> Yde (Udc + 2”&)) ) (2)

where v4. and v, are normalized DC and AC voltages: vg. = 2eVy./hwy, Vo = 2V /Iy, w
is normalized to the plasma frequency w,, .J,, are Bessel functions and v,.(v) is modelled by

(v/vg)" )
L+ (v/vg)? )

We took values of the parameters b = 35, power index p = 80, and gap voltage v, = 5.7 to
be consistent with the model used in [8]. Also, for the sake of consistency with the previous
study [8], the length of the FFO was taken to be L = 40 Josephson penetration lengths, damping
parameters ap = 0.033 and 5 = 0.035. As it is reasonable to assume that self-coupling of FFO
is dominated by a single harmonic the DC and AC components can be found by approximations

Yae(V) = v <1 +b

1
Ve = <SD> and Vac = 5 (maxgb — min %0) )

which save much of the computational time as compared to finding of the amplitudes with
the fast Fourier transform. Equation (1) was solved numerically by the explicit finite difference
scheme at fixed function «(z). The self-consistent () has been found by an iterative procedure
until the desired accuracy in «(z) is reached. The number of discrete points along X was 200,
the time step and the integration time were varied in accordance with the specific choice of
parameters. The code has been written in IDL programming language widely used in astronomy
applications [14]. The results of our numerical simulations are presented on Fig. 1c and
are in qualitative agreement with our experimental results on Fig. la and earlier numerical
studies [6-8].

The slopes of the IVC curves differ slightly from the experimental results at high
values of the bias current. This can possibly be attributed to the fact that we have used ideal,
non-radiative boundary conditions, while in the experimental system, a certain amount of the
radiation power may escape through the boundary, causing the IVC curves to bend up as seen on
the experimental graph la. Fig. 1d shows our numerical results for the dependence on voltage
of the average damping parameter defined as:

(a) = %/OL a(x)dx

Distribution of the AC amplitude v,. and the distribution of the damping parameter « along
the FFO is shown on Fig. 2a,c and 2b,d for two different sets of values for magnetic field
and bias current. The spectrum of frequencies at the FFO’s left boundary is shown on Fig. 2e
and f. At certain regimes the spectrum becomes sophisticated with more harmonics turning up
like on Fig. 2f. In this case, although the dependence of the spectrum on the choice of the



510 D. R. Gulevich, P N. Dmitriev, V. P. Koshelets, F. V. Kusmartsev

T T A S e S L A e A [N NS 20
1.5 1.5
= o
A 2
B 5
£ £
S 1.0 SRR s
= H E L
Q [+
i §
J =
0.5 0.5
L T S B S S S S S E S S S R 0.0 1 ! 1
[} 10 20 30 40 o) 10 20 30 40
¥ {normalized) X {(normalized)
.20 - T L TR ) L e e I e e B S L e e e e e
G.08
= kS
i & o006
=l =
£ £
6 o
= =
£ 2 o004
o l
0.02
L4 T S S T S TS T S T T S S R S S M R SR o0l v v v S S S T S S S I S S S S
Q 10 20 30 40 [+ 10 20 30 4
X {normalized} X {normalized)
2.0 T T T T 2.0 T T T
15 N 15 il
: T 1 B
il - & L _
2L 1 § 10
o b i o
i i
= = + = F
05- - a5 5
oole v vy v v 1) J‘Lw IR AR (X e] V= uJU‘LL I.H.l“J-i‘\‘..‘.H..l‘.u...u

o

Z 3 4 5 o} 1 Zz 3 4 5
omega (normalized) omega (nermalized)
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correspondingly.
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calculation parameters, such as time step and maximum integration time, has not been observed,
the influence of a numerical artifact may not be completely excluded.

4. Conclusion

To summarize, we have presented a theoretical model which is consistent with our
experimental results and previous theoretical studies. The model is numerically efficient, and
therefore, has the potential to be generalized for the study of the rich two-dimensional dynamics
of magnetic flux in two-dimensional FFOs.
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Electronic transport in carbon nanoribbon is studied in a quantum graph model. A numerical method for
current-voltage curve calculation is proposed. Various optimizations of a parallelization scheme are discussed.
A parallel genetic algorithm to solve an inverse transport problem is invented.

Keywords: quantum graph, electronic properties, genetic algorithm, graphene nanoribbon.

1. Introduction

In last decade, carbon nanoribbons have proven to be one of the most promising
nanosystems for microelectronics [10]. There is a huge number of works devoted to the
construction of diodes, transistors, antennas and other devices based on nanoribbons, see
e.g. recent publications [7-9]. Unfortunately, the theoretical prediction of properties of
non-trivial geometry nanoribbons a is very complicated task, which will probably not be
solved for decades. For that reason, nanoribbons are commonly simulated numerically.
The most precise methods belong to the family of ab-initio methods and are applicable to
the simulation of systems with dozens of atoms. Methods more appropriate for practical
usage are based on density functional theory, which give results quite satisfactorily with
experimental data, and are appropriate for use with systems not larger than few hundreds
of atoms [6]. The only method suitable for the simulation of systems with many thousands
of atoms is based on the tight-binding model [12]. However, even the tight-binding model
requires sophisticated implementation to simulate millions atoms [11, 13].

In the present work, we describe a high-performance simulator of carbon nanorib-
bons based on a quantum graph model, which is a more precise model than the tight-binding
approximation. We describe the parallelization of the proposed algorithm, which is capable
of analyzing systems of millions atoms using existing supercomputers. A variant of genetic
algorithm for solution of inverse transport problem is provided. Crossover and mutation
operations are modified to fit the underlying physical problem.

2. Theoretical background

For convenience, we recall the basics of the quantum graph model, see for details
[1-5]. By definition, a quantum graph is a collection of line segments glued at the ends
together with Schrédinger operator on them. Almost everywhere, the quantum graph is
a one dimensional manifold with the exception of gluing points. Hence, the motion of a
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spinless nonrelativistic particle is described by the convenient one-dimensional Schrodinger
operator on every edge:

_¢Z+Qe¢e:E¢ea (1)
where ¢. and ¢, are restrictions of the wave function ¢ and the scalar potential ¢ to the edge
e, and F is energy. At the gluing point, the behavior of the wave function ¢ is determined
by boundary conditions, which are in most cases chosen to be Kirchhoff conditions:

Ger(v) = ... = e (v), D, (v) =0,

where ey, ..., e are all edges having common end v, ¢.(v) is the value of the wave function
at the vertex v, and ¢,(v) is the derivative of the wave function ¢ at the vertex v along
external normal to the edge e.

Due to the existence and uniqueness theorem for the solution of ordinary differential
equations. Equation (1) can be written as system of two algebraic energy dependent

equations:
(be(o)) (_¢, (0))
De E = Ne E / )
@ () =% (i
where 0 and [ denote the ends of the edge e, and the square matrices D, and N, define
Dirichlet-to-Neumann (DN) mapping (also called Weyl function or Krein @-function). As

proven in the theory of boundary triples, the DN mapping can be chosen satisfying the
following conditions:

(1) D, and N, are entire functions of the variable £}

(2) N, 'D, and DN, are meromorphic functions of E with simple poles at the Neu-
mann and Dirichlet spectra, respectively;

(3) eigenvalues of N;'D, and D' N, are monotonic functions of E on every real inter-
val of continuity.

For a vanishing scalar potential, the DN mapping is known explicitly:
_1 1 ]
o) =v=E (% o). Nm = (13). a-ew(3vE).

We denote by F' vector of values of wave function ¢ at all ends of all segments of
the quantum graph, and denote by F” the vector of the external derivatives. Then, in terms
of DN mapping, the Schrodinger equation can be written as

D(E)F = N(E)F, (2)
and boundary conditions can be written as
BF =CF'. (3)

[t is worth noting that all matrices B and C satislying BC* = C'B*, such that the ma-
trix (B|C) has maximal rank, define self-adjoint boundary conditions, and all self-adjoint
boundary conditions can be written in the form (3). Moreover, without loss of generality,
B and C can be chosen to be self-adjoint and B can be non-negatively defined. To solve
the Schrédinger equation for the energy F, it is convenient to consider matrix

R(E)=CN YE)D(E) - B,
since F is an eigenvalue of the quantum graph, if and only if R(FE) is degenerate or E

belongs to the Dirichlet spectrum. The eigenvalues of R are real and monotonous functions
of E on every segment not containing points of Dirichlet spectrum, hence computation
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of zeros of the eigenvalues as functions of E is a relatively simple problem. However,
computation of the eigenvalues of R(E) is a slow operation of complexity O(n?), where n is
the number of edges in the quantum graph. The complexity can be significantly reduced in
some cases, since matrices D(FE), N(F) and often B and C are sparse; the corresponding
divide-and-conquer algorithm is outlined below.

Consider a subgraph of the quantum graph. We call a lead every end of a segment
glued to an edge not belonging to the subgraph. Restriction of a solution of the stationary
Schrédinger equation on the quantum graph to the subgraph should satisfy Equations (2)
and (3) for the appropriate matrices B and C, but in this case, the matrices are not of
the maximal rank, since we have no boundary conditions at leads [1]. Solving the system
of equations with respect to the values of the wave function and derivatives of the wave
function at vertices having attached boundary conditions, we obtain smaller system again
of the form (2), but vectors F and F’ contain in this case only values at leads. The
functions D and N in the newly obtained system define Dirichlet-to-Neumann mapping for
the subgraph and have all mentioned above properties of DN mappings. The complexity
of the DN mapping calculation by Gaussian elimination is O(m?(m — n)), where m is the
number of all ends of all edges in the subgraph, and n is the number of leads.

The proposed divide-and-conquer algorithm for the DN mapping calculation for a
subgraph is based on splitting the large subgraph graph into smaller subgraphs, which
are then divided into even smaller subgraphs and so on; the DN mapping for smallest
subgraphs (edges and vertices) are known exactly, the DN mappings for larger subgraphs
are calculated using the above-mentioned elimination process using the DN mappings for
smaller subgraphs. Clearly, the complexity of the algorithm depends on the way the
splitting is done. We denote by ¢ the supremum of logarithm of ratio of the number
of ends lying on a sphere in the quantum graph to the number of ends lying in the ball
bounded by the sphere. Assuming that we divide every subgraph into two parts with halved
diameter, the complexity of the algorithm is estimated as O(m3) + O(mInm), where m
is the number of edges in the largest subgraph [1]. For example, a Z-periodic graph with
afinite fundamental domain, the complexity is O(mInm), for a Z?-periodic graph with finite
fundamental domain, the complexity is O(m?%2).

Now, we consider a transport problem for a quantum graph consisting of a compact
part and attached semi-infinite segments with constant potentials. As is well-known, the
scattering matrix of the system is given by [1]

S(E) = (D(E) - T(E)N(E))" (D(E) + T(E)N(E)), T(E)=diagVV —E, (4)

where V' is the vector of scalar potentials on semi-infinite segments, diagl” denotes the
diagonal matrix with the diagonal V. Provided D(F) and N(E) are already calculated, the
complexity of the scattering matrix calculation is equal to sum of complexities of matrix
inversion and multiplication, which are less than O(n?), where n is the number of all leads.

3. Quantum graph model of graphene nanoribbon in elecric field

The calculation of transport properties for a quantum mechanical system is generally
a complex theoretical and numerical problem, therefore, simplified models are generally
used. Current state of artdensity functional theory is used to model systems with hundreds
of atoms, while the tight binding approximation is used to model systems with millions of
atoms. In the present work, we use the quantum graph model, which is slightly slower,
but it takes into account the continuous character of electron motion. The tight binding
approximation can be considered as a special case of the quantum graph model.
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FiGg. 1. (a) Graphene nanoribbon. (b) Typical current-voltage characteristics
of parallelogram shaped nanoribbon.

One of the most challenging transport problems is transport in the presence of an
external electric field, which often breaks the symmetry of the problem. Howeve,r for the
quantum graph model, consideration of the electric field is relatively simple, since:

(1) The electric field is an explicit parameter of the model. Variation of the field does
not imply recalculation of auxiliary parameters, introducing additional assumptions
and so on.

(2) Calculation of the scattering matrix does not require one to solve the spectral
problem. In fact, the transport problem is easier to solve than the spectral problem.

Since all transport properties can be expressed in terms of the scattering matrix,
we focus on the calculation of the scattering matrix, and as an example, we consider
computation of current-voltage characteristics.

Consider a parallelogram shaped graphene nanoribbon with zigzag sides attached to
two electrodes, see Figure 1 (a). We denote by W the number of benzene rings lying on
one electrode, by L the distance between electrodes in benzene rings and by @ the cutting
angle; let 7' = tan ®. In the quantum graph model, the electron moves along segments
representing chemical bonds, and the segments are glued at the carbon atoms. Boundary
conditions are assumed to be Kirchhoff conditions. We model the electrodes by semi-infinite
segments. To avoid unrealistic interface states, we attach separate semi-infinite segments
to every atom lying on an electrode.

Typical behavior of the current-voltage characteristics (IV curve) is shown in Figure
1 (b). In applications, only key features of IV curve are of importance, e.g. in the considered
case the first local maximum (Upaz, I;maz) and the first local minimum (Upin, Inin) should
be taken into account.

For the quantum graph model we use the convenient Landauer formula to calculate

conductance:
© S 15l — [Sual
s ds| — sd|
7h >

where s runs over all indices of the semi-infinite segments corresponding to one electrode,
and d, to another. The crucial part of the computation is calculation of the scattering matrix
by the formula (4), which requires one to compute the Dirichlet-to-Neumann mapping. As
mentioned before, the complexity of the DN mapping computation highly depends on how
the quantum graph is split into subgraphs. Below, we provide explicit splitting which is
best suited for long narrow ribbons.

The considered nanoribbon can be divided into primitive parts as shown in Figures
2 and 3. The nanoribbon is divided to collection of chains, where all the elements of every
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FiG. 3. List of primitive pieces of graphene nanoribbon.

chain are located a fixed distance from electrodes and therefore, have the same potential.
To calculate the DN mapping for one chain, we first calculate the DN mapping for two
segments having distinct angles with electric field, then compute the DN mappings for all
primitive pieces, compute the DN mappings for the chains containing pieces of one type,
and finally compute the DN mapping for the whole chain. The computation of the DN
mapping for the chain of equal elements has a complexity O(Inm), where m is the length
of the chain, since all subchains of equal length have equal DN mappings. Since the number
of leads of the primitive pieces and the number of the primitive pieces are fixed, the overall
complexity of computing the DN mapping for one chain is O(InW). Every chain has more
than W ends, and no more than W ends are leads (more precisely 2(/W — [T])), hence the
complexity of gluing two chains together is less than O(W?3). Since the total number of
chains is L, the complexity of the calculation of the DN mapping for the whole nanoribbon
is O(LW?3). It is worth noting that the proposed splitting gives linear complexity with
respect to length L of the ribbon, which is better than the above-given theoretical estimate
O(L*?W?3/?). Hence, the provided splitting is best suited for very long ribbons.

For the case of a short and wide nanoribbon, one can split the quantum graph into
narrow chains of length L and then glue them. Such splitting gives us complexity O(W L?).
The worst case is a ribbon with equal W and L, where two provided partitions leads to the
algorithm of complexity O(L*).

The computation time of current for a given voltage for the nanoribbon using the
method described in the previous section is several hours for nanoribbon with W ca. 100
and L ca. 1000. Hence, for the simulation of large graphs and the use of genetic algorithms,
one should speed up computations, which can be done using both sophisticated algorithms
for matrix operations and parallel computations. Optimization of matrix operations is
a well-studied subject, see e.g. [14], documentation on LAPACK and so on. Here, we
discuss opportunities for parallelization. The main observation is the independence of the
Dirichlet-to-Nuemann mapping calculations for distinct subgraphs, hence computations for
such subgraphs can be performed concurrently. But, one should take into account that to
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FiG. 4. (a) Flowchart for the I-V curve calculation. (b) Flowchart for the
queue generation

compute the DN mapping for a subgraph, one should preliminarily compute the mappings
for all parts of the subgraph, hence subgraphs form an hierarchy, where computations on
lower levels must be done prior to higher ones. Finally, to perform parallel a computation of
the DN mapping for the whole quantum graph, one should divide the graph into subgraphs,
calculate the dependence of the graphs, collect subgraphs to groups which can be analyzed
simultaneously and execute all groups in correct order. It is worth noting that the memory
requirement should be taken into consideration while forming computation groups, since the
storage of all temporary buffers in memory simultaneously requires much more resources
than available on modern computers. That means that some kind of dynamic memory
allocation should be done. Unfortunately, contemporary parallel memory managers are to
slow for such tasks. To overcome this difficulty, we have implemented a memory manager
that preallocates all the memory by using overlapping regions, which however will never
be accessed simultaneously under the given order of DN mappings calculation. Further
opportunities for parallelization are the parallel matrix operations and parallel calculation
for different energy and electric field values. Flowcharts for the parallel calculation of I-V
curve for the nanoribbon are shown on Figures 4-8.

4. Inverse transport problem

The inverse transport problem is to recover system geometry based on given trans-
port properties. We are going to consider the current-voltage curve, which is one of the
most important transport properties. Solution of the inverse problem is extremely complex
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and has no general solution at the moment. However, in the present work we propose a
genetic algorithm to construct a nanoribbon with properties close to the given I-V curve.

Due to the high complexity of calculating the fitness function in the problem, only
parallel algorithms deserve consideration. At the moment, there are four main classes of
parallel genetic algorithms: global master-slave, global fine-grained, coarse grained and
hierarchical. The fine-grained algorithm was implemented, since it has good scalability as
we show below. We divide the whole population to subpopulations, which are processed
concurrently on different processing nodes. To avoid degeneracy and to balance the load,
individuals are exchanged between subpopulations. Depending on the timing of when
individuals are exchanged, the algorithm can be synchronous or asynchronous. The island
model was chosen for implementation, since it can be adapted to arbitrary topology.

We use processes of two types: the first type computes mutation, crossover and
selection, while the second type assists ones of the first type by computing the fitness
function (the I-V curve). Clearly, the number of processes in an ideal situation should
coincide with the number of individuals. One ”"master” process is selected, which should
send stop signal to other nodes as soon as the desired fitness is achieved.

Every assisting node waits until the ribbon geometry is received. Upon receipt of
the gometry, the I-V curve is computed as described in the previous section, then the
fitness is calculated as the distance between the obtained curve and the desired one. The
fitness and the I-V curve are sent back to the evolution computing nodes. If the stop signal
is received, then the process terminates, otherwise the process again waits for input.

The stop conditions are only checked by the designated node. If desired fitness value
is achieved or the maximum number of iterations is done, the designated node sends a stop
signal to all nodes and prints the individual that has the geometry closest to the desired
current-voltage curve displayed.

The input parameters of the algorithm are positions of the first local maximum
(Vinaz, Imaz) and the first local minimum (Vyin, Inin) of the I-V curve. The results of the
computation are the width W, the length L and the cutting angle ® of the nanoribbon. The
set of the parameters can be extended to a wider class of geometries, e.g. one can append
intrusions.

The genetic algorithm starts with the generation of a subpopulation on every island.
Every individual is a nanoribbon geometry, which in our case is described by the values
W, L and ®. On initialization, the geometric parameters are generated randomly using
a uniform distribution, where the maximum values of W and L are bounded by available
processing power and physical motivations.

Further randomly chosen individuals mutate. The number of mutating individuals
has a constant ratio to the size of subpopulation; the ratio is a parameter of the algo-
rithm. The mutation operation has the following steps: geometric parameters subjected
to mutation are chosen randomly; a value is appended to each of the parameters normally
distributed; the obtained parameters are checked for correctness; if the geometry is invalid,
the individual is eliminated.

In the island model, crossover is done only inside subpopulations. To improve
algorithm convergence, the crossover (inside) population makes use of a simplified model.
Roughly speaking, the nanoribbon can be considered as an electrical circuit. The I-V
curves for parallel and series circuits are well known and can be used for a fast, rough
estimate of the results for gluing nanoribbons together. Hence, during crossover, the
inside subpopulation I-V curves for all individual pairs in the subpopulation are estimated
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using classical methods, and from these, the most promising pairs are chosen to produce
offspring.

As well known genetic algorithms for small populations tend to converge to a local
maximum of the fitness function, which for complex fitness functions, is most likely not
the global maximum. To avoid this trap, the population size must be increased, or in
the island model, individuals must be exchanged between islands. Experiments show that
the best convergence is obtained When the best individuals exchange islands. Since the
fitness computation time varies from several seconds to several hours, depending on the
geometry of the nanoribbon, an iteration of genetic algorithm on one island may be several
times slower than the iteration on another island. Therefore, the individual exchange must
be asynchronous. Every island, after the fitness calculation, sends a fixed number of its
best individuals to a different, randomly chosen island. Before the crossover, every island
checks, if there are migrants waiting, which are appended to the subpopulation.

Finally, if the size of a subpopulation becomes larger than the predefined value, the
worst individuals are eliminated to decrease the subpopulation size. Hence, the size of
every subpopulation varies, but cannot become larger than the fixed value determined by
the available computation power.

5. Parallel genetic logarithm convergence

The inverse transport problem is one of complex optimization, with lots of local
optima. Separation of the population into subpopulations improves the convergence to an
optimum, but the obtained solution may be far from a global optimum. If a subpopulation
comes close to a local optimum, the subpopulation starts to degenerate, which leads to a
waste of computational resources. To eliminate such a situation, we mix the population by
exchanging the best individuals between islands. In the present section, we estimate the
convergence rate of such an algorithm.

Individuals exchanged in a real situation depends on topology, but for simplicity, we
assume that the connection graph is complete.

Let f° be the mean value of the fitness function in the initial population. We assume
that after one iteration, the mean value of the fitness function is improved p times, that is

fk-l-l :pfk:pkf()
Hence, to obtain the desired value F for the fitness function, we should make n = logp £
iterations.

Now, we consider several populations exchanged by individuals. We assume that for
every subpopulation the estimate above is valid, Hence, without exchange, an increase in
the population size gives no speed up in the convergence. We now consider the improve-
ment of the fitness function after the exchange. We denote by ff the mean value of the
fitness function in a subpopulation j on an iteration k. We estimate the convergence by
a geometric progression, that is, we assume ff“ = s;f* for some parameter s; = p - g;.
Let M be the number of all possible distinct individuals, N be the number of individuals
in every subpopulation. Taking into account the quality of individuals to exchange, we get

the estimate ¢, = p”, 0 < 8 < 1, for non overlapping populations. Taking into account the
existence of identical species in distinct subpopulations, we get estimate

JNl

sp=p P p= HH M—i- N—J

=1 j=0
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Using latter estimate, we obtain the number of steps required to achieve the desired fitness
F using k subpopulations:

logpf%
- ﬁ'ZlePk'

Hence, the parallel algorithm gives the following for rate enhancement:

Uz

S(m) _ minn; .

n

Estimates of the rate enhancement are shown on Figure 10 for parameters N = 1000,
L —10% p=1.1, 8 = 0.058.

f_fi
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The electrical properties of the granular silver films located on a surface of sapphire substrates are experimentally
investigated during deposition and thermal annealing. The strong influence of surface-based silver atom diffusion
on film formation is revealed, both during and after deposition. The effect of resistance switching in the films of the
various thicknesses close to the percolation threshold, depending on the applied voltage is found and investigated.
These sharp changes of resistance of 5-7 orders can be reversible or irreversible, depending on film thickness.

Keywords: granular metal films, metal nanoparticles, resistance switching.

1. Introduction

Thin metal films are widely used in various applications as electric current conductor,
chemical sensors, optical filters, etc. Their electrical properties depend on the nature of the
metal and, to an even greater extent, on their morphology. Continuous films have metallic con-
ductivities, characterized by low resistance and positive temperature coefficients. The resistance
of metal films consisting of separate granules is much greater than the resistance of the bulk
metal and depends on the substrate material and the distance between the granules. The conduc-
tivity of such a system is characterized by a negative temperature coefficient of resistance. The
energy of activation is estimated to be about several tenths of an eV. The charge transfer can be
carried out either by the hopping mechanism via traps in the subsurface layer of the substrate,
or by a process of thermally activated tunneling [1-4].

The granular film that is formed on a dielectric substrate at the beginning of the vac-
uum deposition process transforms into a continuous film during material accumulation. The
appearance of a continuous metal path between the electrodes, spaced from each other on a
macroscopic distance, occurs long before the formation of a continuous film, and is called
the percolation transition. After the percolation threshold, the electrical properties of the film
become similar to properties of the bulk metal.

The electrical properties of metal films at the percolation threshold are most interesting,
because when the distance between granules is very small, then small changes in the amount
and distribution of the metal cause relatively large changes in the conductivities of the films.
Such structure can be obtained by heating of the films having low resistances. Indeed, due to
the diffusion of the metal allows, the separated granules are formed [5,6].

2. Experimental

In this study we investigated granular silver films on the surface of sapphire substrates
at the percolation threshold. The granular films were produced by the thermal evaporation of
silver onto the surface of the sapphire substrate in the gap (3 mm x 2 cm) between the silver
electrodes inside the vacuum chamber PVD 75 (Kurt J. Lesker) at a residual gas pressure less
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than 5x10-7 Torr. During the deposition, the electrical properties of the films were controlled
by a picoammeter (Keithley — 6487). We investigated films with thicknesses from 50 to 150 A,
deposited at the rates of 0.1-1 A/sec.

During deposition, the film resistance decreases exponentially (Fig. 1a). For the films
of the same thickness the resistance was lower provided they were obtained at a larger rate of
deposition. Immediately after the deposition, the film resistance continues to change rapidly
(Fig. 1b) and after an hour, the resistance can vary by 3-4 orders of magnitude. A day after
the deposition, the resistance of the films obtained at the low deposition rate (0.1 A/sec) was
1.3-10'? ohms, while the resistance of the films obtained at the deposition rate of 0.6 A/sec was
1 kohm.
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F1G. 1. a) The dependence of the resistance of the films on their thicknesses and
rates of deposition; b) the change of resistance of the films during the time after
deposition (resistance was measured at a voltage of 5 V)

These results indicate the strong influence that silver atom diffusion has on film forma-
tion both during and after deposition. At the low deposition rate separate large particles with
irregular shapes and sizes of about 200-300 nm are formed (Fig. 2a). After deposition, small
particles and adsorbed atoms diffuse over the surface and stick to the larger particles. Thus, the
distance between particles increases and, as a result, the conductivity of the film diminishes. At
deposition rates of 0.5 A/sec or more, films with the thickness of more than 50 A are formed.
They represent the endless conductive labyrinth structure consisting of a network of irregularly-
shaped particles. These wires have cross sections of about 30 nm at a film thickness of 10 nm.
Such films have resistance typical for bulk metals, namely from several tens ohms to several
kohms.

So, it is possible to differentiate two typical cases: the film consisting of separate gran-
ules, having a complex shape, and the conductive film having a labyrinth structure. Henceforth,
we will consider only the second option.

After deposition, the granular silver films were subjected to heating. During annealing,
the material is redistributed to form separate particles. In this case, a nonlinear increase of the
resistance over time (Fig. 3) and a sharp step of the resistance after 60 minutes of heat treatment
were observed. The sharp increase in the resistance points to a breaking of the conductive metal
structure between electrodes.

The inset in Fig. 3 shows a SEM image of a 100 A granular film deposited at a rate
of 0.6 A/sec after heating. Particles became larger in comparison with the just deposited film.
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F1G. 2. SEM image of the granular silver films on the surface of the sapphire
substrate with thickness of 100 A deposited at the rate of 0.1 A /sec (a) and
0.6 A/sec (b)
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FIG. 3. Resistance of the granular silver film with thickness of 100 A annealed
at 120°C as a function of annealing time. On the insert the SEM image of the
silver film after heating is presented

Distances between the particles are still very small, nevertheless, this film consists of individual
separated particles as confirmed by its very high resistance. After the jump of the resistance,
heating of the film was stopped.

3. Results and Discussion

After heating, the morphology of the films and their optical properties did not change
appreciably, however, the resistance of the films increased by 10-12 orders and the films
acquired the ability to switch their resistance under the influence of applied voltage. Fig. 4a
shows the current-voltage characteristics of the silver film after heating. The 50 A thick film
was deposited at a rate of 1 A/sec. As can be seen, at an applied voltage of less than 7 V (region
I), the film has low conductivity with resistance of 1.5-10*2 ohms. In this region the current
increases almost linearly with the applied voltage. The film switches to the high conductivity
state at the threshold field strength of 7 volts (II). Further increase of the voltage reduces the
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F1G. 5. I-V characteristics of the granular silver films on the surface of the sap-
phire substrate with the thickness of 85 A (a) and 115 A (b) after heat treatment
at 120 °C for 60 minutes with increasing (solid line) and decreasing (dashed line)
voltage

resistance to 16 ohms (III). The current-voltage characteristic has an ohmic character, then the
voltage is reduced (IV), but at a voltage of 0.1 V film passes to the initial high-resistance state
V).

During subsequent voltage increase/decrease cycles the current-voltage characteristics of
the film were very stable (Fig. 4b), with slight fluctuations in the voltage required to switch the
film into its low-resistance state.

The situation is different for thicker films. Fig. 5 shows the current-voltage charac-
teristics of heated 85 and 115 A films , deposited at 0.6 A/s. For these films, a nonlinear
increase of the current was observed in region I , wherein, noticeable fluctuations of the resis-
tance were observed. In repeated measurements for the 85 A film, the switching voltage was
greatly decreased, and after the third cycle, the film remained in the low-resistance state after
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removing the applied voltage. The 115 A film remained in the low-resistance state after the
first switching of the resistance, but it could be switched into the low-conductivity state after
short-term heating.

Similar resistance switching has been described in previous literature for different thin-
film materials. They can be divided into two general categories: threshold switching, in which
electrical power is required to maintain the ON state (state with low resistance) and memory
switching, in which both states (ON and OFF) can be maintained without electrical power [7-9].
Changes in conductivity can be either structural, involving nanoparticle deformation or diffusion
of the material under an applied voltage, or electronic, i.e. caused by the injection of electrons
under the influence of high electric fields arising between nanoparticles at film discontinuities.
However, the fact that granular silver films with thickness greater than 85 A do not switch to
low conductivity states indicate that the transfer of material plays an important role in creation
of the conducting channels.

4. Conclusion

The paper presents the results of conductivity studies for silver granular films with
different thicknesses deposited on the surface of a sapphire substrate. The films were produced
by the standard method of thermal deposition of an atomic beam on the cold substrate. The
resistance changes during and immediately after deposition were measured. After thermal
treatment of the films, a resistance switching effect was observed, while the film structure and
its optical properties were not substantially changed. The value of the resistance switching can
be up to 107 ohms, and the voltage required to switch ON the structure (to the low-resistance
state) may vary within a wide range depending on the duration of the annealing.

References

[1] D.S. Herman, T.N. Rodin. Electrical conduction between metallic microparticles. J. Appl. Phys., 37, P. 1594—
1601 (1966).

[2] E.V. Vashchenko, I.A. Gladskikh, et al. Conductivity and photoconductivity of granular silver films on sapphire
substrates. J. Optical Technology, 80 (5), P. 3-10 (2013).

[3] C.A. Neugebauer, M.N Web. Electrical conduction mechanism in ultrathin, evaporated metal films. J. of App!.
Phys., 33, P. 74-82 (1962).

[4] R.M. Hill. Electrical conduction in discontinuous metal films. Contemp. Phys., 10 (3), P. 221-240 (1969).

[5] N.J. Simrick, J.A. Kilner, A. Atkinson. Thermal stability of silver thin films on zirconia substrates. Thin Solid
Films, 520, P. 2855-2867 (2012).

[6] J. Dufourcq, P. Mur, et al. Metallic nano-crystals for flash memories. Materials Science and Engineering C,
27, P. 1496-1499 (2007).

[7] A. Kiesow, J.E. Morris, C. Radehaus, A. Heilmann. Switching behavior of plasma polymer films containing
silver nanoparticles. J. Appl. Phys., 94 (10), P. 6988-6990 (2003).

[8] O. Baker, B. Shedd, et al. Size Control of Gold Nanoparticles Grown on Polyaniline Nanofibers for Bistable
Memory Devices. ACS NANO, 5 (5), P. 3469-3474 (2011).

[9] K. Fujiwara, T. Nemoto, et al. Resistance Switching and Formation of a Conductive Bridge in Metal/Binary
Oxide/Metal Structure for Memory Devices. Jpn. J. Appl. Phys., 47 (8), P. 6266-6271 (2008).



NANOSYSTEMS: PHYSICS, CHEMISTRY, MATHEMATICS, 2013, 4 (4), P. 529-537

EFIMOV’S EFFECT FOR PARTIAL INTEGRAL
OPERATORS OF FREDHOLM TYPE

Yu. Kh. Eshkabilov, R. R. Kucharov

Department of Mechanics and Mathematics, National University of Uzbekistan,
Tashkent, Uzbekistan

yusup62@mail.ru, ramz3364647@yahoo.com

PACS 02.30.Tb

We study the existence of an infinite number of eigenvalues (the existence of Efimov’s effect) for a seli-adjoint
partial integral operators. We prove a theorem on the necessary and sufficient conditions for the existence of
Efimov’s effect for the Fredholm type partial integral operators.
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1. Introduction

Linear equations and operators involving partial integrals appear in elasticity theory
[1-3], continuum mechanics [2,4-6], aerodynamics [7] and in PDE theory [8,9]. Seli-
adjoint partial integral operators arise in the theory of Schrodinger operators [10-13].
Spectral properties of a discrete Schrodinger operator H are tightly connected (see [13,14])
with those of the partial integral operators which participate in the presentation of operator
H.

Let ©; and 2, be closed boundary subsets in R** and R"?, respectively. The partial
integral operator (PIO) of Fredholm type in the space L,(£2; x €3), p > 1 is an operator of
the following form [15]

T'=To+Th+1+K, (1)
where operators Ty, 171, 1> and K are defined by the following formulas:

Tof(l',y) = k’o(l’,y)f(f,y),
Tlf(xay) = / kl(x7 S,y)f(s,y)ds,

1951

Tof(z,y) = /

k2($, ta y)f(xv t)dta
Qo

Kf(a:,y):/Q /Q k(x,y;s,t)f(s,t)dsdt.

Here ko, k1, ks and k are given measurable functions on Q; x Qy, Q2 x Q2 Q) x Q
and (2, x Q)% respectively. All integrals have to be understood in the Lebesgue sense.

In 1975, Likhtarnikov and Vitova [16] studied spectral properties of partial integral
operators. In [16], the following restrictions were imposed: k;(z,s) € La(Q1x82), ko(y,t) €
Lo(Q29 x Q) and Ty = K = 0. In [17] spectral properties of PIO with positive kernels were
studied (under the restriction 7, = K = 0). Kalitvin and Zabrejko [18] studied the spectral
properties of PIO in the space L,,p > 1. Kernels of PIO in all mentioned articles are
functions of two variables and 7y = 0. In [19], a full spectral description of self-adjoint
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PIO in the space C ([a,b] x [c,d]) with continuous kernels was given. Self-adjoint PIO with
Ty # 0 were first studied in [10], where theorem about essential spectrum was proved. The
finiteness and infiniteness of a discrete spectrum of self-adjoint PIO arising in the theory
of Schrodinger operators was investigated in [11-13].

In [20], PIOs in some functional spaces were investigated and a number of applica-
tions were considered. Some important spectral properties of PIO in the space L, are still
open. The present paper is dedicated to the mentioned problem.

We study the existence of an infinite number of eigenvalues (the existence Efimov’s
effect) for a self-adjoint partial integral operators.

2. The notations and necessary information

Let A be a linear self-adjoint operator in the Hilbert space 7. Resolvent set,
spectrum, essential spectrum and discrete spectrum of the operator A are denoted by p, o,
Oess and ogs, respectively (see [21]).

We define the numbers

Emin(A) = 1nf{\ : X € 0.55(A)},

Emax(A) = sup{A: X € 0.55(A)}.
We call the number Eyin(A) (Emax(A)) the lower (the higher) boundary of the es-
sential spectrum of A.
Let Q) = [a,b]"", Qs = [¢,d]" and kg, k, ko are continuous functions on € x Oy, Q2 x
0o, Q0 x Q3 respectively, kg is real function, ki (z,s,y) = ki(s, z,y), ko (z, t,y) = ko, y, t).
We define the linear self-adjoint bounded operator H in the Hilbert space Ly(£2; x €3) by
rule

H=T,— (T +T»). (2)
We set

T="T +T1Ts.
For the essential spectrum of the operators H and 7" the equalities
Oess(T) = o(T1) U a(Ty),

Oess(H) = o(Ty — T1) Uo(Ty — T») (3)
are held (see [22],[10]).

Let ki(z,s,y) = a = const > 0, ky(x,t,y) = B = const > 0 in the model (2). Then
at the &, (H) = 0 the Efimov’s effect (the existence infinite numbers of eigenvalues below
the lower boundary &, (H) of the essential spectrum) in the model (2) was demonstrated
by S. Albeverio, S.N.Lakaev, Z.I. Muminov [11] and Rasulov T.Kh. [12].

We study the existence Efimov’s effect in the model (2) in the case Enn(H) #
0. Consider this problem for the function k¢(z,y) of the form ko(x,y) = u(x)u(y) and
ko(z,y) = u(z) + u(y).

Let u(x) and v(y) be a continuous nonnegative function on €y and €., respectively
and suppose ki(x,s,y) = ki(x,s), ka(z,t,y) = ko(y,t). We define the self-adjoint compact
integral operators @ : Lo(21) — Lo(€) and Q2 : Lao(€Qs) — Lo(Qy) by the following
equalities
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Qup(r) = / (. 8)p(s)ds, Quily) = / oy, D) (8)dt

Qo
and suppose that Q1 > 6, Qs > 0.
We define by V; and V; multiplication on the space Lo(£2;) and Ly(£2) are acting by
the following formulas

Vig(x) = u(z)p(x), Vayb(y) = v(y)y(y).
We consider the operators Hy, k = 1,2 in the Friedrichs model:

Hy =V —Q, (4)

Hy =V5— Q. (5)
3. Eifimov’'s eiiect for PIO

Let u(z) >0, z € Qi,v(y) >0, y €N and u 1({0}) #0, v 1({0}) # 0.

Theorem 3.1. Let ky(z,y) = u(z) + v(y), u(x) >0, v(y) > 0 and Q; >0, Qs > 6.

(a) the o.ss(H) = o(H,) iff the o4s.(H) = 0;

(b) if Udisc(H) 7A Q), then O-disc(H1> ?é @ and O'dz'sc(Hg) 7é @,'

(C) if Jdisc(H> 7é @, then gmin<H) = mf{)\ A E Udisc(Hl) U Udisc(HQ)};

(d) Efimov’s effect exists in the model (2) iff Efimov’s effect exists in Friedrich’s
model (4) and c4s.(Hs) # 0 or Efimov’s effect exists in Friedrich’s model (5) and o 4;s.(H1) #

Proof. We define the operator W = H; ® E+ E ® Hj on the space Ly(21) ® La(s).
For the spectrum of the operator W we have [18]

o(W) =o(Hy) + o(Hs).

But, the operators W and H is unitary equivalent (see [10]), i.e. W = H. Consequently,
that

o(H) =0(Hy)+ o(Hs). (6)
Also, if we define the operators A; and Ay by

Al=HiQE+E®V, A,=ViQFE+FEQ®H,
we see A; 2Ty — Ty, Ay 2Ty —T,. Thus we have
o(Ty —Ty) = o(Hy) + a(Va),
O'(TO — TQ) = 0'(‘/1) + O'(HQ).
Then, by the equality (6) for the essential spectrum of the operator H we obtain

Oess(H) = (0(H1) + 0(V2)) U (0(V1) + o(H2)). (7)
On the other hand
Uess(Hk) = 0(‘/16)7 k= 172 (8)
Now, from the equalities (6), (7) and (8) it follows proof of theorem 1. [

Corollary 3.1. Let be ko(z,y) = u(x) +v(y) and ki(z,s,y) = ki(x,s), ka(x,t,y) =
k2(y7 t)
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a) for the existence of Efimov’s effect in model (2) it is necessary, that dim(Ran(Q,)) =
oo or dim(Ran(Qs)) = oo;

b) if dim(Ran(Q)) < oo and dim(Ran(Q2)) < oo, then Efimov’s effect is absent in
model (2).

Suppose, that ko(z,y) > 0,0 € Ran(ky) and T}, > 6,k = 1,2. Let Ny(H) be the
number of all eigenvalues (with account multiplicity) below the lower boundary of the
essential spectrum in model (2), i.e.

No(H) = > np(N),

Aeadisc(H)a >‘<gmin(H)

where ngy(\) — the multiplicity of the eigenvalue A\ of the operator H and N(T) is the
number of all eigenvalues(with account multiplicity) of the discrete spectrum of operator
T, ie.

Theorem 3.2. Let the relation
TO 2 (gmln(H> + SrnaX(T)) B
is hold, where E - identical operator. Then

No(H) < N(T).

Proof. We have
Jess(gmax(T) B — T) = {f . f = gmax(T) - )\7 A€ Uess(T>}~
Then
Oess(Emax(T) - E—T) C [0, 00)
and
0 € Oess(Emax(T) = T), N(Emax(T) - E—T)= N(T).
Hence it follows
gmin(T) - gmin(gmax(T) B — T) =0.
Let the inequality

TO Z (gmln(H) + gmaX(T)) : E
hold. Consequently, we obtain

Emax(T) - E—T < H — Ein(H) - E
Then by lemma 2.1 [23] we have
Nk(gmax(T> B — T) S Mk(H - gmln(H) ’ E), k € {17 27 ) N<T) + 1} (10)
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where {u(A)} - the set of all eigenvalues of operator A below the lower boundary of the
essential spectrum, which was constructed by the mini-max principle. By theorem 2.1 [23]
we have

N ) +1(Emax(T) - E—T) = 0.
Therefore, from inequality (10)
,uN(T)+k(H - gmin(H) : E) = 0, ke NU {O},

i.e. the number of negative eigenvalues of operator H — &,;n(H) - E taking into account
multiplicity, is no more than N(7"). Consequently, the number of eigenvalues of the operator
H below the lower boundary &, (H) of the essential spectrum, also will be no more than
N(T), i.e.

No(H) < N(T). 0
Corollary 3.2. Let be N(T') < oo. If

gmin(H) + 5maX(T) S 07
then Efimov’s effect is absent in model (2).

Let u(x) and v(y) be nonnegative continuous functions on €2; and €2, respectively.
Suppose, that u='({0}) = {z™"},v=1({0}) = {y™"}.

Theorem 3.3. Let be ko(z,y) = u(z)v(y). Then

(a) the equality Enin(H) = — max{||@Q1]], ||@=2||} holds;

(b) if dim(Ran(Q1)) < oo and dim(Ran(Q2)) < oo, then Efimov’s effect is absent in
model (2).

Proof. (a) We define the family {W;(a)}aecq, of self-adjoint operators in Fredrich’s
model on the space Ly(€2) :

Wi(a)e(z) = u(@)v(z)p(z) — Qre(z).
We set

o1 ={\ € (—00,0): for some ay € Qy the number
A is eigenvalue of the operator Wi(ap)}.
Then by the theorem 6 from [24] we have

O'(TO - Tl) =0y U a1,
where og = o(T}). However,

(To =T f, f) = =(Inf, f) = =|@Q1ll, [ € La( x o),

because ||T1]] = [|Q1]|. Conversely, Wi(ymin) = —Q1, i.e. the number —||@Q,] is eigen-
value of the operator Wj(ymin). Consequently, —||@Q:|| € o1, i.e. —|Qi] € o(To — T1).
Then we have Eyin(To — T1) = ||Q1]]. Analogously, for the operator Tj, — T we obtain, that
Emin(To — Ty) = —||Q2]|. Finally, from (3) follows, that pnin(H) = — max{||Q1]|, |Q=||}

(b) By statement (a) of theorem 3.3 we have &uin(H) = — max{||Q1]|, ||Q2]|}. How-
ever, Emax(T) = max{||Q1], ||Q2]|} (see [25]) Consequently, the condition of theorem 2 is
satisfied. Still, by theorem 3.1 from [25] (also see [18]) we have
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N(T) = Z ng, (p) - nq,(q),

p+‘1¢0'ess (T)1
PETGisc(Q1),
q€0disc(Q2)

where o.s5(T) = 0(Q1) U 0(Q2). Then, from the inequality dim(Ran(Q,)) < oo and
dim(Ran(Q2)) < oo, we obtain N(T') < oo. Consequently, by theorem 3.2 Efimov’s ef-
fect is absint in model (2). O

Remark 3.1. The author’s previous work [14] showed the existence of Efimov’s
effect in the case dim(Ran(Q1)) = 1 and dim(Ran(Q2)) = oo in the model (2) for the
gmin(H) 7é 0.

4. The examples

Example 4.1. On Q = [0,1]", we consider the functions
u(z) =™ - o1, v(y) =0

where o, > 0,5; > 0,k,5 € {1,..,v}.

In the space Ly(Q?), we define the operators

ﬁl . /Bu

Y,

Tof(z,y) = (u(z) +v(y))f(z,y),
Tof(x.y) = / exp(lz — s[) (s, y)ds,

Q

Tyf(z,y) = / exp(ly — ) (. t)dt,

where

lz] = Va2 + ..+ 2,2
Ifay+...4a, >2vand B + ... + 5, > 2v, then Efimov’s effect exist for operator
(2).
We define subsets A,,(n € N) and B, (n € N) by the following way

1
A, ={teQ: 0<t;<—, i=1,..,v}, neN,
n

1
B,={teQ: 0<t;<——, i=1,..,v} nelN
n+1

We have B, C A,,, n € N. We set
G, =A\B,, neN.

Then G, NG,, =0 at n #m and G,, C O1(0) N2, where O,(0) - the open ball with radius
r in center § € R”(0 — the zero element of the space R”). For the Lebesque measure u(G,,)
of the set GG,, we obtain

1 1 1 1 1 1

w(Gy) = uw(Ay,) — u(By,) = e m > o o+ 1 - nv(n¥ + 1) > 2n2v
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for all n € N, n > 2. On the other hand
1 al+ ... toy
sup u(t) = (—) , neN.
teGn n

Consequently, if oy + ... + a, > 2v, then the following inequality
sup u(t) < ,u(Gn)t Hel(f} ki(t,u), ne N\{1}.

teGn

holds, i.e. the condition of theorem 4.1 from [26] is satisfied. So, by theorem 4.1 operator
H, = V) — @ has an infinite number of negative eigenvalues.

Analogously, we show that, at the 5 + ... + (8, > 2v the operator Hy = V5 — @@
has infinite number of negative eigenvalues.

Therefore, by the theorem 3.1 £, (H) # 0 and Efimov’s effect exists for the PIO H.

Remark 4.1. The statement of theorem 4.1 from [26] holds for the set Q = [0, 1]¥
for arbitrary v € N. In work [26] proof was given for the simple case v = 1. The proof of
theorem 4.1 [26] for the case v > 2 is analogous to the case v = 1.

Example 4.2. We consider the sequence po =0, p1 =1/2, p, =pn1+1/2" n €
N. We set

where ug(z) = > 9,70 (2),
neN
( P — X

3 lf T e [pImQH-‘rl]a
Px — dr+1

re(z) = Prt1 — T
Prt1 — 4r+1

L 0, il = ¢ [pe, Prsti)s

) il € [qn+17pﬁ+1]a

In the space L»[0, 1], we consider the sequence of orthonormal functions

on(y) = 20" 2gin g, (y), n €N,
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where
7T .
p_—pl(y — Pa-1); il Y € [pe—1,pal,
Eely) =4 7 7
0, il y & [pa_1,pxl-
We define the kernel
2 n
() =3 (3) atident®) (1)

neN
Series (11) converges uniformly in the square [0,1]2. Hence, the integral operator
()2, defined by its kernel ko(y,t), is self-adjoint and positive in L,[0,1]. It is clear, that
dim(Ran(Q1)) = 1 and dim(Ran(Q)s)) = oc.
In the space Lo([0,1]?), we consider the model

H = H() — (’}/Tl +T2), Y Z % (12)
where
Tof(z,.y) = u(z)uly) f(z,y),
T1 $ y / f S y
T f(z,y) —/0 ka(y, ) f(x, t)dt.
Then

Smin(H) = gmin(HO - (7T1 + TQ))
and there exists Efimov’s effect for operator (12) below the lower boundary Ein(H) = —v
of the essential spectrum [14].
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The electron scattering problem in the monolayer graphene with short range impurities is considered. The main
novel element in the suggested model is the band asymmetry of the defect potential in the 2+1-dimensional Dirac
equation. This asymmetry appears naturally if the defect violates the symmetry between sublattices. Our goal in
the present paper is to take into account a local band asymmetry violation arising due to the defect presence. We
analyze the effect of the electron scattering on the electronic transport parameters in monolayer graphene. The
explicit exact formulae obtained for S-matrix for §—shell potential allowed us to study the asymptotic behavior of
such scattering data as scattering phases, transport cross section, the transport relaxation time and the conductivity
for small values of the Fermi energy. The obtained results are in good agreement with experimental curves which
show that the considered model is reasonable.

Keywords: monolayer graphene, conductivity, low energy asymptotics, Dirac equation.

1. Introduction

Recently, much attention has been paid to the problem of the electronic spectrum of
graphene (see the review [1]). Its 2D-structure and the presence of the cone points in the
electronic spectrum make actual a comprehensive study of the external field effect on the
spectrum and other characteristics of the electronic states described by the Dirac equation in
the 2+1 space-time. We consider in the present paper the transport phenomena in the 2+1
Dirac equation model of the monolayer graphene due to the short-range perturbation. We do
not take into account the inter-valley transitions. Particular attention to this case stems from
the effectiveness of short-range scatterers in contrast to the long-range ones: an effect of the
latter is suppressed by the Klein paradox [2]. Short-range potential impurities in graphene were
considered in papers [3-6]. In [6], for instance, electrons were assumed to be confined in a
quantum dot where the dot was represented by a 6 ()-potential well. Artificially representing
the quantum dot by such a strongly singular potential leads to divergences in the Lippmann-
Schwinger equation. To overcome the problem in [7] the d-shell model was suggested which
removed the singularity. The Dirac equation for the -shell potential is free of such divergences.
In [7] a new model of the short-range impurities in graphene was considered where the shell
delta function potential form was suggested taking into account for the first time the obvious
fact that the Kohn-Luttinger matrix elements of the short-range perturbations calculated on the
upper and lower band wave functions are not equal in a general case. This means that the
perturbation must be generically described by a Hermitian matrix. In [7] the diagonal matrix
case corresponding to a presence of the chemical potential and the mass perturbation was studied
taking firstly into account a local band symmetry violation arising due to the defect presence.
In [7] for the model the characteristic equation for eigenvalues and resonances was obtained
describing their dependence on the perturbation parameters. In [8] in the framework of the
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model suggested in [7] the electron scattering was studied and the exact analytical formula for
S-matrix was found.

In the present paper we analyze the effect of the electron scattering studied in [8] on
the electronic transport in the monolayer graphene. We compare our theoretical results with the
available experimental data.

2. The main results

The Dirac equation describing electronic states in monolayer graphene in the framework
of the model described above (see [6,7]) reads:

2
—ihvg Z%au — %0 (m+dm)vi| = (E— V), (D
p=1

where v is the Fermi velocity of the band electron, 7, are the Dirac matrices,

Yo =03, 71 =01, 72=102,
o; are the Pauli matrices, 2m4v% = E, is the electronic bandgap, and 1/;(7)) is the two-
component spinor. The spinor structure takes into account the two-sublattice structure of the
graphene.
We consider firstly the gapless case m = 0. Then we have

2
[—ith Z%ﬁu — Yo0m U%] Y= (FE—-V)1. )
pn=1
To treat this equation mathematically, we make (2) dimensionless dividing it by hvpkp.
We get

2
[—z‘ PRRT %m] v=(B-V)v. 3)
pn=1

Here 6m = omop(hkp)™', E = E(hvpkp)™', V = V(hvopkp)™'. V (77) is the local per-
turbation of the chemical potential. A local mass (gap) perturbation, dm, related to the local
sublattices symmetry violation, can be induced for instance by defects in the graphene film or
in the substrate (see [8]). We consider here the shell delta function model of the perturbation

o (7) = —b8 (F — 7o), V() = —ad (7 — 7o) , (4)

where 7 = rkr and 7y = rokp are respectively the polar coordinate radius and the perturbation
radius. The finite radius ry plays a role of the regulator and is necessary in order to exclude
deep states of the atomic energy scale. The finite perturbation radius r leads to the quasi-
momentum space form-factor proportional to the Bessel function that justifies our neglect of
transitions between the Brillouin band points K and K’, [9] .The perturbation matrix elements

diag (f/l, V2> 5 (F — 7o) |

are related to the a, b parameters as follows:

- =a+b, —Vy=a—0b.
Solving the Dirac equation (3) in the regions 0 < 7 < 7y, 7y < 7 < oo and matching
these solutions at the circumference of the circle of the radius 7 = 7, the characteristic equation
was obtained for eigenvalues and resonances, [7]. Calculating the ratio of the outgoing and
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ingoing waves, the formulae for S-matrix components were found in the angular momentum
representation, [8]:

F® (kfy) 1 3
S (krg) = ——2——2" j =4- 45 .. k=K, Q)
3 (k7o) FY (ki) 272

where F (kzro) a = 1,2, is given by the formula:

.Fj(a) (l{ifo) = |:Ij_1/2 (kfo) H(+1/2 (k?"o) Ij+1/2 (k?zo) H(.f)l/Q (/{Zfo)]

T (CL, b) [(a — b) Ij+1/2 (k”I:O) H(+1/2 (k}To) (CL + b) ]j 1/2 (k’?"o) H )1/2 (k?~()) s
13

=1,2 = +—, =, .... (6
a ) ) j 27 27 ()
Here,
¢ T2 212 if a2 > B
T (a,b) = anva /Va 1 a2 > 2, R
tanh Vb2 — a2 /b2 —a? if V* > a?,

where we choose the principal value of the roots. Since for Hankel functions we have for real

variables HY (x) = HY (x) the scattering matrix (5), (6) is unitary on the continuum spectrum
S E = 0. Using the relation [11],

I 19 (k7o) Njjp1/2 (k7o) = Ljyay2 (ko) Nj—12 (kTo) = —

we can rewrite (6) in the form

7 (kro)’ ®

F\* (kirg) =
a2 . . o .
—(=1) 7 (ko) =T (a,b) | (@ = b) Lj11/2 (k7o) H](+1/2 (k7o) +(a+0b)1 (kro)j—1/2H](—)1/2 (k‘ro)] )
1 3
=12, j==£-,=-,.... 9
« Y Y j 27 27 ( )

So the poles of the scattering matrix (5), i.e. the eigenvalues and resonances, are
determined as solutions of the characteristic equation

1) /7~ .13
F{Y (ko) =0, j =555, (10)
or
T (a,b) | (@ = b) Isayo (ko) HY, 1y (ko) + (a +b) I_yyo(kio) H'Y, (m)]
21 3
= =4 42 11
W(k}fo)’ ..7 ) 27 ( )

Using the relations " (x) = I, (x) + iN, (x), HP (x) = I, (x) — iN, (), we can
write S-matrix (5) as follows:

o Aj(kfo) —iB; (ki) _ Bj(kfo) +idA; (ki) . 1 /3
Sj(kro)—_Aj. (kfo)—l—iBj- (kfo)_B; (kro) —iA; (kro)’ ]_i2’i2""' (12)
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Therefore, it can be presented in the standard form:

1 3

Sj (kf0> = eXp (2Z6J (ka))a .7 = :i:§7:i:§77 (13)
where for the scattering phases we have
_ 1A (kTo) , 1 .3
§; (ki) = tan™' =+-,+-, ... 14
J ( TO) an Bj (k?zo)j J 27 27 ( )
1 .3
The functions A; (k7y), B; (kTo), j = iﬁ’ j:§, ... are determined (see (9)) as follows:
Ay (ko) = =T (a,8) [(a = ) P2y o (ko) + (0 + D) I2_y 5 (k7)) (15)
B; (kTo) =
k) T (a,b) [(a = b) Ijy1y2 (kFo) Njs1y2 (kTo) + (a + b) Lj—1/2 (ko) Nj-1/2 (kffo)],
1 .3
=+—,+—,.... (1
j= g E (16)
1
Lemmal. Scattering phases §; (k7p), j = ia, i;, ..., of the S (k7o)-matrix of the Dirac

equation (3) near the Dirac point k£ = 0, is for low energies (small momentum) i.e. for (k7y) — 0
have asymptotics uniformly on a set of j

0sj (kro) = — (17)

T (a,b) (a £b) (kT
| (_

. 2
(=2 2
Proof. From (14)-(16) we see

N o

2 1
) mrol. kR0 =g

tan 5]' (k}fo) = T (kTO)

T (a,b) [(a —O) 2y (ko) + (a+ b) T2 (i)

J

kT . . - . -
x |1 + OT (CZ, b) [(G — b) Ij+1/2 (k?“o) Nj+1/2 (k?“[)) + (CL —+ b) [j—1/2 (k?"o) Nj_l/g (kro)]:| s
1 3
=+—,+—,.... (1
j= s A (1)

Asymptotic behavior of the scattering phases 0, (k7o) at kg — 0 can be obtained
expanding the cylinder functions for small arguments (see [11])

I, (x) ~ (1/nY) (x/2)", n=0,1,2..., (19)
- (T'(n)/7)(2/x)" forn >0,
N (2) {(2/@ log (yex/2)  for n =0, 20)

where v ~ 0,577 is the Euler -Mascerone constant and I' (n)is the gamma-function. From
(18)—(20), we obtain asymptotic uniform on the set of j

3
5

1)

tan 6. (ki) = T (a,b) (a £ b) <@

[G-91° \ 2

2j 1
) ol k0 =g
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Expanding the function tan™'(tand; (k7o) ), kro — 0, we find

()]

l{ifo—>0, ] =

015 (ko) = WT[E ) _);(;L} - (%) J [1+o(1)]

l\Dll—
| W

Hence we come to (17).1

1 3
Let us now define d;(kpro) = O4j (k7o), Sj (kpro) = S; (kTo), J :I:2 :I:2 . Then
the transport cross section can be written in terms of the scattering phases

Ztr (kp,r) = % <Zl>tr (krro) (22)

where

(ZIL (k?FTo)=<Zl>tr(k:f0): > [sin (81 (ki) — 6 (ko). (23)

1143
Jj=%5,%5,..

The transport relaxation time 7;,. can be calculated using the following relation:

1/Ttr k’F’T‘Q NUFZ k’F,TO (24)
The Boltzmannian conductivity is determined by the formula

2
o (Epr,) = % (Eptyy (krro) /1) . (25)

Theorem 1. We have for the transport cross section of the problem (2)

Ztr (kr,70) = 7°T(a,0)* (a® + 3V*) kprd [L+0(1)], krro < 1. (26)

The conductivity for problem (2) for low energies has asymptotics

o=o0o[l+o(l)], krro<1, (27)
where ,
o0 = = [7T (a,b)° (a® +35°) Nir | . (28)
1
Proof. From Lemma 1, we see that d.; (k7o) — 0, when (kry) — 0, j = 3 g . It means
that expanding, we obtain
sin (3541 (ko) — 8; (ko)) = (8541 (ko) — 85 (k7)) (1+ O (8541 (k7o) — 8 (kTfg))°) ,
1 3
kT | =+— +— ...
To — Oa J 27 27

or
3

sin (6,51 (k7o) — 6; (ko)) = (8,41 (ko) — 8; (ko)) (1 +0(1)), ki — 0, j= :I:%,:I:i,....

So we find that (see (23))
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where

(2.)

1 3

(), 5%

r

<§:;Lr“ﬁ@:: Y (51 (ko) — & (kFo))™.

11,3
Jj=%5,%5,.

Transforming (30), we get

tr
._1 3
J=3: 5

Using asymptotics from Lemma 1, we find

(2.)

Substituting this equation into (29), we have

= 21°T'(a, b)? (a® + 3b%) (@)2 1+4+0(1)], krfp— 0.

tr

(k7o)

(32,), (ko) = a7 (a,0)? (a? +36%) D= [+ 0 (1)), kiig = 0.

tr

Hence using (22) and (23), we obtain (26).
From (24)-(26) we see

Bt/ = [72T (a,b)? (a> + 30) Nir®’] " [L+0(1)], kpro < 1.
And consequently (see (25))

2

o= %[HT (a,b)? (a> 4 30°) Nir®] " [1+0(1)], kpro < 1.

So Theorem 1 is proved.H

3. Discussion

(ko) = (D°,) (ko) [L+o(L)], kio—0, j=z 4.

=2 5%/2 + 531/2 - 51/25—1/2 - Z [(5j5j+1 + 5—]’5—]‘—1) - (592'+1 + 0

°

2
—j—1

)]
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(29)

(30)

C2))

(32)

(33)

The results found above were obtained in the framework of the model assuming the delta
shell form of the potential (2)—(4). For this assumption to be reasonable, the perturbation radius
ro should be much less than the Compton wavelength (kp)f1 1.e. there should be satisfied the
estimate

]{?FT‘O < 1

(34)

We see that this physical condition (33) of correctness for the considered d-shell model
also guarantees the correctness of the obtained asymptotics (26), (27). From the point of view of
graphene physics, assumption (33) means that the radius of the circle contains no more than one
unit cell of the graphene hexagon lattice. So the principal term in our asymptotics describes the
physics well enough. For instance the different pairs (a,b) of intensities satisfying the relation

T (a,b)* (a® + 3V*) = C,

with the same constant produce the same conductivity.

Consider now the mobility which can be defined as the ratio
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p= o/(en), (35)
where the carrier density at low temperature is determined as follows:
N/S L(Er’ (36)
n = =——].
21 \ hogp

Substituting (33), (36) into (35), we find

= % jto = el [7°T (a,b) (a® + 36%) Norg?] ' [1+0(1)], kero<1.  (37)
F

Notice that the obtained asymptotics for the mobility is in a good agreement with the
experimental results published by Bolotin et al. [12].

Consider now the case m # 0. Following the same procedure that we used for the case
m = 0, we finally see that the form of asymptotics for mobility greatly differs from that obtained
for the case m = 0 and from the corresponding experimental results. Thus, it is clear that in
the studied suspended monolayer graphene samples m = 0 i,e., there is no gap in spectrum.

4. Conclusion

In the present paper, using both the framework of the model suggested in [6,7] and
the exact analytic formula for the S-matrix found in [7], we obtained the asymptotics near the
Dirac point for scattering phases, cross-section, conductivity and mobility. We found that these
asymptotics are in good agreement with the experimental results in the case m = 0, while in
the case m # 0, the theoretical asymptotics are very far from those obtained experimentally .
This contradiction means that as a matter of fact, in the samples studied experimentally, m = 0.
So, the experimental study of the sample compared to our theoretical results clearly indicates
whether or not there is a gap in the spectrum.
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Spectral properties of a system are strongly associated with its geometry. The spectral problem for the Y-bent
chain of weakly-coupled ball resonators is investigated. The Y-bent system can be described as a central ball
linking three chains consisting of balls of the same radius. There is a ¢ -coupling condition with parameter «
at every contact point. Specifically, it is assumed that the axis passing through the center of each ball lies
in the same plane and the centers of balls that are the closest to the central ball form an equilateral triangle.
The transfer-matrix approach and the theory of extensions are employed to solve the spectral problem for
this system. It is shown that such system with a certain value of parameter o has at most one negative
eigenvalue in the case of § -coupling in contact points.

Keywords: negative eigenvalue, delta-coupling, operator extensions theory.

1. Introduction

The interrelation between the geometry of a system and its spectral properties is
one of the most frequently asked questions that arises during research. For example, such
a problem for quantum graphs is widely discussed, see, e.g., [1] — [5] etc. The problem
is especially interesting when one deals with a so-called decorated graph (see, e.g., [4]).
The subject of the present paper is close to this; namely, a system of coupled balls is
considered. More precisely, a Y-type branching chain is studied. We assume that the
Neumann Laplacian is defined inside the balls. The coupling is constructed by using of the
theory of self-adjoint extensions of symmetric operators ( [6] — [11]). The most intriguing
question is about the existence of eigenvalues for the system. In the paper, we proved the
existence of negative eigenvalues under certain conditions.

Let us describe briefly in general terms the problem under consideration. The
geometry of the Y-type chain is shown at figure 1. The elementary cell of this system is a
ball of unit radius. So, the system can be described as the “central”ball connected through
the contact points with three semi-infinite direct chains that consist of similar balls.

To simplify considerations, we assume that there are no external fields. The system
of units with A = 2m =1 is used. To show the method of solving such problem, a simple
example of Y-geometry with additional assumptions is discussed:

1. for each branch, there is an axis passing through the centers of the balls forming
this branch and all three axes lie in a single plane;

2. balls are numbered as shown at figure 2;

3. centers of the balls No (1,1); (2,1) and (3,1) are the vertices of an equilateral
triangle.
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FiG. 1. Scheme of Y-type chain. FiGg. 2. Basic Y-type chain.

The described geometry of the system will subsequently be called “basic Y-type chain”.
The weak coupling between resonators in our case should be considered as follows:
all the interactions between elementary cells occur through pinholes (cf, [6] — [13]) at the
contact points of resonators.
The wave function ¢(x) of the stationary state of a spinless non-relativistic particle
satisfies the stationary Schrédinger equation:

H(x)g(a) = M(a).
And it is also considered that the Neumann boundary condition is satisfied at the boundary
of the ball:
ki

on | 4q

We use “restriction-extension”procedure, i.e., first, one constructs a symmetric re-
striction of the initial self-adjoint operator. Then, one considers its self-adjoint extensions,
paying attention to those differing from the initial one. We restrict the operator —A on
the set of all functions from D(—A) that are equal to zero near the contact points x; ;
(index i refers to chain’s number, index j — to ball’s number in a chain and the central ball
has index 0). Thus, the symmetrical operator —A is obtained and its deficiency elements
are Green’s functions G(x,x;,A) (cf, [14]). In our case, the Green’s function written in
spherical coordinates has the following form:

Wklm ’I”QQO Wklm(r,e,@)
G(T 07(;07TJ7 J7§037 ZZ Z L 2 )

k=1 1=0 m——1 Ak = A

=0.

where \;, = 2%, are the eigenvalues, Wy, (1,0, 0) = Nyji (xyr) Y (0, ) are the eigenfunc-
tions of the Neumann problem for the Laplace operator inside the ball, Y (6, ) are the
spherical harmonics, j; (z) are the spherical Bessel’s functions, xy, is the k™ root of the
following equation: jj (x) = 0, Ny, are the normalization coefficients.

As mentioned earlier, operator —A is a symmetrical operator, but it is not a self-
adjoint operator. Keeping in mind that all seli-adjoint extensions of —A, are restrictions of
the adjoint operator, we construct the operator —Aj.

Any function U, U € D (—Ay), has the following form:

U=U,+

+,
|x — Xo
where Uy € D (—-A}), Uy (xo) = 0; a, b are some coellicients. Henceforth, the following

designations will be used: a”, a; ; are the coefficients corresponding to pinholes in the ball
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boundary with number i, j as you can see at the figure 3 (coefficients b

i 7> b;; are denoted
by a similar argument).

F1G. 3. Scheme of direct chain: coefficient’s denotation

Using these notations one can describe a self-adjoint extension by the following
relations between the coefficients:
_l’_ . —
Qg = =@ 1s (1)
bi; = b,

i,j—1"

Using these notations, one can describe a self-adjoint extension by the following
relations between the coefficients:
a;r’ = _a;‘—lv
{ o @)

bi; = b,

i,j—1"

We assume additionally that there are point-like potentials at the coupling points.
This letter discusses these results only. Full proofs will be published subsequently
in a more detailed paper.

2. § -coupling

The so-called ¢ -coupling imposes slightly different requirements for coefficients az?'fj,

bfj. Resonators are supposed to be connected at the contact points by §-coupling with the
parameter «, so the following relations for the coefficients (instead of (2)) are considered:

a5 =~ 3)
bij = bij—1 = Qa1
where coefficients b, b, _, have the following form:
b, = a; xgggj (G (x,%i5,A) = G(X,X45, M) + a; ;G (Xi ji1,Xij, A) (4)
bi_,jfl = ai_,jfl lim (G (X, Xijs )\) -G (X, Xijs )\0)) + a:jflG' (Xi,j—b Xijs )\) . (5)

X—X4,5

b;O = a;O lim (G <X7 Xi1, A) -G (X7 X1, )\0)) + Z a;OG (Xn,h Xi1, )‘)7 ia n= m (6)

X—X;.1 .
’ nF£i

Matching of equations (3) and (4,5) for different points x; ; allows one to obtain the discrete
spectrum equation.
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The relationship between coefficients aij and a . Vj >2,i=1,3 can be obtained
by substituting expressions (4,5) and the first equatlon of the system (3) into the second
equation of this system:

a{r. 0 —1 a{r. 1 af. 1
2,J P .. _ .. ,)— o . ,)—
o) = eeigoaxig ) a+2 (G(x,x4,5,\) G(X7X2,]7)\0))|x:xi,]- a = MJ o ,
"I G(xi,j4+1,%i,5,\) G (%4,j41,%i,5,A) =1 b=l

where matrix M, is a transfer matrix (cf [15]). It is simple to find its eigenvalues ,u] and
the correspondmg eigenvectors 1/ . Let us choose unit first components of the eigenvectors.

Then, it has the form:
. (1 )
I/j (—,U,;t .

The relation between coelfficients 6%1 and alo where ¢ = 1,3 can be also obtained
by substituting of expressions (4,6) into system (3). Cotmdermg now equality (up to
o , L N\T
a multiplicative constant) of one of vectors (assume for certainty vector (am,am) ) to
eigenvector v and using linear dependence, one obtains the following system:

(ug— )c+Aa20—|—Ba30—O
O%o + (Mz - X)a?j,o =0

where ¢ is a constant and the following notations were used:

X=a+2 lim (G(x,x;1,\) —G(x,%Xi1,\0))

X—X;,1

A=C( (X2,1,X1,1, >\) , B = G(X3,17X1,17)\) ,O=G (X3,1,X2,1; )\) .

It is obvious that system (7) has a nontrivial solution relative to ¢, a,, and ag, if
its determinant equals zero:

(X —12G)° — (X — 1z G) (A% + B2+ C?) + 2ABC = 0. (8)

Equation (8) is the main equation to investigate, but due to our additional assumptions,
(namely, A = B = (') it can be rewritten in a simpler form:

(X — 5 G)’ = 342 (X — 5 G) +24% = 0. (9)

[t should also be noted that equations (8,9) would be an equation on the discrete
spectrum only if the corresponding eigenvalue y satisfies the condition:

_ X
‘,U/Q}<1 = ﬁ>1 (10)
X
lnf| <1 = %<—1 (11)

Investigating the solutions of equation (9) and keeping in mind conditions (10,11),
we can obtain the following theorem (we omit the proof in this letter).
Theorem. The basic Y-type chain of weakly coupled ball resonators has at most one
negative eigenvalue if there is condition of § -coupling in contact points with a coupling

. Ny 3
constant where o < —— —_— ).
a( “ 2 Z zh 2T

k=1,l=0
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3. Conclusion

The operator extensions theory model for a base Y-type chain of weakly-coupled
ball resonators was discussed. The main aim was to find negative eigenvalues for such a
system with a certain type of coupling at contact points. For the system with ¢ -coupling it
was proven that it has at most one negative eigenvalue (under certain conditions imposed
on the coupling constant).
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In this paper we investigate a quantum random number generator based on the splitting of a beam of laser emitted
light. Statistics of random numbers that depend on a parameter characterizing the symmetry of the beam splitter
is theoretically analyzed and simulated. Degree of deviation of the obtained distribution from the uniform random
distribution is investigated on a basis of series of statistical tests.

Keywords: quantum random number generation, beam splitter, random number distribution.

1. Introduction

Random numbers are used in many areas of human activity. Historically, two approaches
for their generation have been developed. Pseudorandom number generators are based on
algorithms implemented on a computing device. Physical generators extract randomness out of
a complex physical systems fundamental chaotic behavior, making them suitable for generating
truly random sequences. In particular, quantum random number generators (QRNG) belong
to the second group. There are different ways to implement QRNG using beam separation
[1, 2], entangled photon states [3, 4], processes of photon emission and detection [5, 6, 7],
and quantum noise of lasers [8, 9]. Truly random numbers obtained by using a QRNG find
many applications requiring higher quality random sequences than pseudorandom, including
both classical and quantum cryptography. For example, in quantum cryptography protocols
[10], the initial choice of the basis must be truly random.

Initially, simple QRNG was based on photon passage through a beam splitter, where the
photon randomly follows one of two possible paths after emission [1, 2]. Similar implementa-
tions use several photons and a beam splitter, polarized photons with a polarizing beam splitter,
or photons reflected from a diffraction grating (angular measurements are performed). Another
type of scheme is based on time delay in one of the arms that photons pass [2]. Detecting the
photon’s arrival time, we can thus determine which path it has passed, and denote the short way
as “0”, and the long as “1” to get a sequence of random bits. This approach allows the use of
a single detector, but leads to a loss in bitrate.

Such QRNGs are of great interest in the area of optical computation. Indeed, their
relatively simple structure and the fact that they consist of only the basic optical elements (light
source, detector, waveguide, beamsplitter) make them suitable for implementation as a fully-
functional device or ‘on-chip’ element of a larger setup. However, it is known that imperfectness
of actual optical parts may have a large impact on device functionality. In particular, every
manufacturing technique is characterized by its own technological limits. Therefore, defining
the tolerance of optical element parameters and investigating how they affect random number
statistics remain an important task. In this work, we study angular parameters of the beamsplitter.
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2. Investigation of random distribution statistics obtained directly from a laser

We consider a system consisting only of a laser, which acts as a radiation source, and a
detector. The scheme is shown in fig. 1(a).

a) b)
L D 2 BS DI

D] @B
=

F1G. 1. a) Scheme of random distribution generation obtained directly from the
laser, L - Laser, D - detector, PC - computer; b) Scheme of random distribution
generation obtained by using a beam splitter, BS - beam splitter, D1, D2 -
detectors

To obtain a random sequence, data received from the detector must be processed. A ran-
dom variable that determines the binary sequence depends on laser radiation, which can be
represented as a Poisson process:

Aee=A
TR

P(k)

where A is the parameter of Poisson distribution.

This distribution includes multiphoton states, therefore, additional processing is required
to provide binary generation results. We consider empty samples in a given time interval as
“0”, and samples with any number of photons in it as a “1”. The parameter )\ in the Poisson
distribution should be set to A = In 2 in order to achieve equal probabilities of zeros and ones in
the final sequence. We simulated random sequence vector corresponding to Poisson distribution
in Mathcad, using the previously calculated A optimum value. Simulation results are shown in

fig. 2.

ot
1
[a—y
L

..t}]

Probability
=] ]
[\) a D‘J

Probabili
] = —
& 5 b

0 _! >
0 1 2 3 4 5 0 1
Number of photons Bit value

F1G. 2. Probability of occurrence of a) several photons (0-5) in the sequence
before processing; b) zeros and ones in the sequence after processing
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3. Investigation of distribution statistics obtained by using a beam splitter

We perform the simulation of a probabilistic process by dividing laser radiation with
a beam splitter and alternating the obtained data from the detectors. The scheme is shown in
fig. 1 b). Taking samples from the two outputs of the beam splitter, we obtain two Poisson
distributions, from which, the final (output) binary distribution is generated.

Encoding of random bits from two sequences obtained after separation of the initial laser
radiation with the beam splitter is performed as follows: if a non-zero number of photons comes
to one of the detectors, and the other detector does not read any photons, such a condition is
considered as a binary value 1. The opposite case is considered to be a binary value 0. Situations
when both sensors detect or do not detect photons are ignored.

Generation of random numbers was modeled in Mathcad using a symmetric beam split-
ter. Angle 6 of beam splitter in this case was 45°. Thus, the beam splitter output generates two
Poisson sequences with the same value A\, which are processed. After modeling and processing,
the final binary sequence was obtained. Its probabilities of zero and one bit values are shown
in fig. 3(b).

, Ee—
0) 1
0,55
Y 2
o) | cos ) ;; 0,50-
> > <
A 0451
lo sin 6) 040
40 42 44 46 48 50
b4 Angle of beam splitter 0,

F1G. 3. a) Scheme of a beam splitter b) Probability of occurrence of “0” and “1”
in the resulting sequence, depending on the beam splitter angle

4. Investigation of the beam splitter asymmetry influence on the quality of generated
sequences

In case of an asymmetrical beam splitter (in practice it’s very difficult to achieve perfect
symmetry), asymmetry affects the probability of occurrence of ones and zeros in the final
sequence of bits. We considered the effect of beam splitter angle on the quality of the generated
sequence. The beam splitter scheme is shown in fig. 3(a).

Taking samples from two outputs of the beam splitter, we get two Poisson distributions
with parameter values \; = Acosf, s = Asinf. Using these distributions, output binary
distribution is generated. Processing of two sequences is the same as in the previous case.

Beam splitter asymmetry affects the quality of the generated sequence. Statistical pa-
rameters of the binary distribution obtained with an asymmetric beam splitter are shown in fig.
3(b)). By increasing deviation of the beam splitter angle value from 6§ = 45°, we increase
the difference in zeros and ones generation probability in the final sequence. It is necessary
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to calculate tolerance of beam splitter angular deviation from 45°, at which the final binary
sequence can still pass tests of randomness.

5. Investigation of detector influence on the quality of generated sequences

Detector parameters affect the quality of generated sequences of random numbers. Let’s
consider a situation when the percentage of failure of both detectors is equal and detectors do
not operate at some random times. Technically, it means that some random samples in two
sequences produced by the beam splitter will be forced to zero. In this case, if the beam splitter
asymmetry is initially low, the quality of the resulting sequence is not decreased, because the
changes are random and the failure percentage is equal for both detectors. If the asymmetry is
significant, the difference between the probabilities of zeros and ones remains at the same level,
as with perfect detectors.

We also considered a situation when the percentages of failure of the two detectors are
different. In this case, one of the sequences produced by the beam splitter will contain more
zero samples than the other. Thus, the final sequence quality falls, because changes made by
the detectors cause asymmetry in the processing sequences. Fig. 4 illustrates the probability of
“0” or “1” bits occurrence depending on the ratio of detection probability on the first detector
P, to probability of detection on second detector P.

0,9
0,81
0,7
0,61
0,51
0,4
0,31
0,21
o+ -
0

Probability

F1G. 4. Probability of zero or single bits occurrence in the sequence obtained by
using beam splitters with angles # = 45° and 6 = 50°, probability of detection of
the first detector P, = 10%

However, asymmetric detectors can compensate the difference in the probabilities of an
asymmetric beam splitter, if their parameters are properly selected. For example, if after the
beam division, in one of two resulting sequences the amount of nonzero samples is greater than
in the other, but it is detected by a device with a larger number of zero counts, an optimal
balance between the probability of occurrence of zeros and ones in the final sequence of bits
can be observed.

6. Analysis of obtained results

A series of tests were used for controlling the quality of simulated sequences. These
tests allowed the determination of all the continuous sequences of identical bits, and comparing
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their distribution with the expected distribution of the series for a truly random sequence. In
particular, we used monobit and twobit tests. During the analysis, we received the following
results: both the sequence obtained directly from the laser, and the sequence obtained using
a symmetric beam splitter, passed all the performed tests of randomness. For an asymmetric
beam splitter, the uniformity of the distribution depended on the angle of the beam splitter. The
generated sequences passed tests for randomness, if the deviation of the angle # = 45° was no
more than two degrees.

The detector parameters also affected the generated sequences; with the difference in the
frequency of detector responses degrading their quality.

7. Conclusion

A theoretical analysis and modeling of a random number distribution obtained directly
from the laser and using the beam splitter, was performed. The influence of beam splitter
parameters and parameters of detector to randomly generated sequence were investigated. The
generated sequences passed tests for randomness if the deviation of the beam splitter angle 6 =
from 45° was less than two degrees. It was found that asymmetric detectors can compensate
for the difference in the probabilities of an asymmetric beam splitter.
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In this paper we study the tunneling contact of carbon nanotubes with deep impurities and metal. The tunneling
current in contact nanotube-metal was investigated. The dependence of current-voltage characteristic of such contact
on the band gap of the impurity was analyzed. An area with negative differential conductivity was observed.

Keywords: Carbon nanotube, deep impurity, band gap, negative differential conductivity.

1. Introduction

In this paper the tunneling current flowing in contact of carbon nanotubes (CNTs) with
deep impurities and metal. A deep impurity is one which creates a deep energy level [1]. It
should be noted that research related to the study of such impurities, as well as their influence
on the electronic structure and thus the properties of semiconductors is very popular now [2,3].
Such attention to this problem is primarily caused by the trends of modern opto-, micro-
and microwave electronics, and, specifically, more stringent requirements for the quality of
semiconductor materials having content of impurities which give rise to deep levels in the
band gap. The presence of these impurities impart both positive and negative characteristics.
Therefore, to minimize undesirable effects, it is important to study the nature of deep impurities
to make the most effective use of positive effects on the functional characteristics of these
devices.

At the same time, the attention of researchers is attracted to tunneling, as devices based
on the tunneling effect have become a part of the basic elements of modern electronics and are
thus of great practical application.

2. Statement of the problem and basic equations

The matrix form of the Hamiltonian of the problem is:

0 f ar B m A
J* 0 ay B oy A
o oy t1 0 0 O
By B3 0 t2 0 0
nore 00 23 0
A Ay 0 0 0 ty
where |f| determines the energy spectrum of the CNT; ¢; - the value of the energy level of deep
impurities, «, 3, v, A - hopping integral between the sublattices and impurity levels.
Hamiltonian (1) can be rewritten by using the structure of the block matrices [4]:

(1)
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0 foar Bt A
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n o 0 0 t3 O
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Considering the electronic system in the long-wave approximation, we can write the
effective Hamiltonian of the problem [4]:

Hey = Hyy — HioHyy' Ho. (2)

We solve the eigenvalue problem and find:

_ R+Qi\/(R_Q)2—4(8D*+€*D—\g|2_|D‘2)

1,2 2 ?
2 2 2 2
Q A
P | Jr|51| +|71! Jr| 1 |
t1 to t3 ty 3)
Q=— |042|2 + |52|2 + |72|2 + |A2|2
t1 to ts ty ’
D— Q10 i p155 X Y172 i 122 )
t t ts t4

Parameters R, () reflect the probability of a jump from the first (second) CNT sublattice
to the impurity, while D reflects the probability of a jump from one CNT*s sublattice to another.
We note that the dispersion relation, which describes the properties of CNTs, is [5]:

e(p,s)=|fl= j:v\/l + 4 cos(ap,) cos (g) + 4 cos? <E>, @))

m

where s = 1,2, ..., m, the nanotube is of the type (m,0), v ~ 2.7 eV, a = 3b/2h, b = 0.142 nm
is the distance between the adjacent carbon atoms.
Typical band structure of carbon nanotube with deep impurities is presented in Fig. 1.
In the framework of the Kubo theory, the expression for the current density of the
contact is the following [6]:

J = e |TP? / dEvA(E + eV)up(E)(ns(E) — ny(E + eV)),
—00 (%)
va(E) =Y 8(E—E}: vp(E)=>) §E-EP)

where 0(z) is the Dirac delta function, v4(p)(£) is the tunneling density of states, ns(F) is
the equilibrium number of fermions with energy E. Here and below, we use the approach
of “rough” contact 7' (tunneling matrix element between the two states): (in fact, we impose
restrictions on the geometry of the contact that is, in what follows we consider the case where
the nanotube is perpendicular to the surface of the contact material).
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F1G. 1. The band structure of CNT (7,0) with the deep impurities

The metal dispersion law of free electrons in the effective-mass m is:

Ef =—. (6)

3. Results

Equation (5) was solved numerically. The current-voltage characteristic (CVC) of the
contact is presented in Fig. 2.

A significant influence of the parameters on the behavior of the current-voltage curve
can be seen. It should be noted that when R increases, both the current and the arca with
negative differential conductivity decrease. Also, it should be noted that we have an area with
negative differential conductivity (NDC).

The current-voltage characteristic of the contact in the case of different values of D is
shown in Fig. 3.

The effect of parameter D appears to weaken of the current, which can be attributed to
a stronger bond between the electrons and the impurity levels.

Therefore, we can conclude that the influence of impurities on the tunneling character-
istics of CNT-metal contact was investigated. The effect of hopping integrals, and the width
of the band gap of deep impurities on the dependence of the tunneling current and the voltage
between the contact were also observed. By careful selection of the impurity parameters (D, R,
@), we can control the CVC and the value of the area with NDC. This effect can be used in
many practical applications (for example in tunneling diodes).
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F1G. 2. The current-voltage characteristics of metal-doped CNTs () = 0.03 eV,
D =0.05¢eV - fixed): a) R=0.02eV;b) R=0.04eV;c) R=0.1¢eV

30

vV, b

F1G. 3. The current-voltage characteristics of metal-doped CNTs (R = 0.02 eV,
Q =0.03 eV - fixed): a) D =0.01 eV; b) D =0.04 eV, ¢) D = 0.06 eV
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The paper deals with the problem of quantum particle storage in a nanolayered structures. The system of a few
electrons interacting via a -potential is considered. The particles are placed into a two-dimensional deformed
waveguide. From a mathematical point of view, the bound state of the system means that the corresponding
Hamiltonian will have eigenvalues. To treat a multi-particle problem, the Hartree-Fock approach and the
finite element method are used. Three different types of the perturbation are considered: deformation of the
layer boundary, a small window in a wall between two layers and a bent layer. The systems of 2-10 particles
with various total spins are studied. The dependence of the minimal deformation parameter, which keeps
bound state on the number of particles, is given. Comparison of the storage efficiencies in those cases is
made.

Keywords: discrete spectrum, multi-particle problem, waveguide.

1. Introduction

The problem of the existence of the bound states of quantum particles is very
important in physics. Its usefulness is demonstrated by the particle storage problem. It is
known that a particle can be stored in curved nanolayers. In the terms of math it means the
existence of the discrete spectrum of the corresponding Hamiltonian. The single particle
system in an undeformed nanolayer has an empty discrete spectrum. But deformation of the
layer causes the appearance of an eigenvalue (see, e.g., [1-7]). Increasing the curvature
leads to increasing eigenvalue numbers. In many applications it’s necessary to store more
than one particle and, consequently, to deal with the multi-particle problem [8,9]. As an
example of such an application, the storage of hydrogen in nanolayed structures can be
given. This can be used to produce an effective and safe fuel container. In this work, the
equations for multi-particle problem are simplified by the Hartree-Fock approach and the
eigenvalue problem is solved numerically by the finite element method.

2. Theory background

Consider a number of interacting electrons placed into a nanolayer or a waveguide.
Neglecting the spin-orbit interaction, one gets the following form for the Hamiltonian of
the multi-particle system:

2
[:[:Z<—2h—mV%+Uk)+%Z‘/}kzzﬁk+%zﬁjka (1)
k 5k k Jk

ik i#k
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where m is particle’s mass, Uy, is the external field potential, Vj; is potential of the particles’
interaction. Solving the multi-particle problem is a Herculean task, so one needs to simplify
the equation (1). Application of the Hartree method for two particle problem was described
in [10]. In this case, the wavefunction of the system is sought in the form

¢($17m2""7xn) :¢1(x1)¢2(x2)"'¢n<xn)v (2)

where 1); is the single particle function, z; represents the set of four coordinates: three
spatial ones and a spin one. Substituting (2) into (1) and using the variational principle,
one can obtain Hartree equations (see [11]):

jk
The Hartree method is easy to implement but this approach has one significant disadvan-
tage; the electronic wavefunction must satisiy the antisymmetry principle, i.e. it must be

antisymmetric with respect to the interchange of all (space and spin) coordinates of one
fermion with those of another. That is,

Y(T1, Ty oo Ty ooy Ty ooy L) = —P(T1, Ty oo, Ty ey Ty ooy Ty (4)

This drawback was avoided by Fock. The idea of the Hartree-Fock method is to replace the
wavefunction representation (2) by the Slater determinant:

Yi(z1) Ya(z1) oo ulz1)
L |[9(@a) ol@a) .o dnlwa)] (5)

Blaranoovy) = P10 Vel ol

Again, engaging the variational principle, one can obtain (see [11]) the Hartree-Fock
equations:

ﬁk+2/¢}‘(%)ﬁjk%(%)d% INEAEDY {/@D;(xj)ﬁjklbk(xj)dxj Yj(zy) =
j;ék jgfk
= Eyp(zy)  (k=1,n). (6)
To find the discrete spectrum, of the system one has to remember that all eigenval-

ues Fi,...,E, must be less than the threshold (the bottom of the continuous spectrum,
Eyor = m2h*/(2mL?), where L is the waveguide width at infinity).

3. Numerical model

For the numerical model, we assume zero external field potential Uy and J-potential
of particles interaction:

ij = UO(S(TJ' - 7"k:), (7)

where Uy is a constant which describes the intensity of the interaction, r; and r;, are spatial
coordinates of the particles. We assume every electron has predefined spin s = 1/2 or
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s = —1/2. Applying those assumptions, one rewrites the Hartree-Fock equations (6) in
simpler form:

h2
—5-Vi + > Ul (r) | () ZUO spon [05(rE) [ k() = Btn(ri) - (k=Tn)
jik J#k
or

——V2 + Z Uo(1 — 0s,.5,) |¢J(Tk>|2 V(i) = Eptbp(ry) (k=1,n), (8)
k

where s;, s, are spin Values of the corresponding electrons. All problems are solved in 2D.
Three types of geometries are studied: i) a waveguide with deformed boundary (fig. 1);
ii) two layers coupled through window (fig.2); iii) a bent waveguide (fig.3). Dirichlet
conditions are valid at the waveguide boundaries and Neumann conditions are assumed
at the ends of the waveguide. For the first configuration, the deformation is described
by an analytical function. Its parameter is H/L (deformation width b is constant). The
parameter of the second configuration is a/L. And for the last one is L/R (the length of
the curved arc is constant). In all cases, larger geometry parameter values correspond to
larger deformations of the waveguide. To find the numerical solution of (8), the FEM is

e I |
L7 I '
T 1 : 1 : 1 a H :
- ; L2 v |
I ] I
L A J I I
F1G. 1. Deformed waveguide FiG. 2. Window-coupled waveguides

FiG. 3. Bent waveguide

used. The package FreeFEM++ is engaged. The algorithm of the solution is the same as
in [10]. First, assume all functions v, to be zero as the first approximation. Then solve the
first equation for ¢;. After that, insert it into the second equation and solve it with respect
to 9. The procedure is repeated until the difference between two last approximations
becomes small enough.

4. Results

A number of computations for systems with different number of particles and various
total spin values were made. While the interaction intensity was constant, the critical
value of the geometry parameter was sought. The critical value is the minimal value of
the parameter which maintains the bound state of the system. The results are shown at
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the figures below. As expected, more particles and bigger total spins lead to increasing
deformation which is needed to store the particles. This means that it is more difficult to
store these particles. But, one sees an interesting effect which is valid for all geometries. It
was shown that to store an even number of particles with zero total spin, the deformation
may be the same or even less than that for a system of one less particle. Comparison of
the dependencies slopes in figures 4-6 shows the efficiency of the window-coupled type
deformation. In contrast, the bent waveguide is the least efficient.
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Current-voltage characteristics of tunnel contact between semiconducting (and conducting) carbon nanotubes (CNT)
of various diameters and system of periodically located quantum dots (and also in contact to metal) was obtained
using density of states (DOS) investigation. DOS has been calculated by means of the method of attached
cylindrical waves. At certain parameters for quantum dots, the current-voltage characteristics observed testify to
the presence of negative differential conductivity.

Keywords: carbon nanotubes, density of the states, current-voltage characteristics.

1. Introduction

In the last few years, the interest of many researchers has been focused on the properties
of carbon nanotubes [1]. It is known from classical works that the “Arm-chair” type of nanotube,
in Huckel’s approximation, are conductors at any temperature [2]. However, using the linear
augmented cylindrical wave (LACW) method allows a gap in the band structure of this type of
nanotube. This makes it possible to use them in different applications. The simplest method to
experimentally verify the change in the state density is to study the tunneling current [3,4], for
example, of the contact with quantum dots. In these papers, the density of states were calculated
by the method of Green’s functions [5], however, not every system has a density of states for
electrons can be determined analytically. For such a system, the more versatile method is based
on ab initio calculations .

Theoretically, investigation was done by tight-binding calculations only, but it is known
from the band structure theory of solids that the linear combination of atomic orbitals (LCAO)
basis is adequate to achieve good results for the valence band, but not for the conduction band.
The reason for this is that this basis does not include the delocalized conducting plane-wave
type functions. As to the 7 electron band structure models, they are adequate for calculating
the energy curves located in a Fermi level region only. Therefore, we have calculated the
complete band structures of metallic armchair (n,n) CNTs with 4 < n < 100 and zigzag
semiconducting (0,n) CNTs with 10 < n < 49 indivisible by 3 in terms of a LACW method.
The LACW method is just a reformulation of the linear augmented plane wave (LAPW) theory
for cylindrical multiatomic systems. Its basis functions have both localized and delocalized
components. Finally, the main argument for using cylindrical waves is to account for the
cylindrical geometry of the nanotubes in an explicit form that offers obvious advantages [6].
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2. Basic equations
2.1. Cylindrical muffin-tin potential

Similar to the LAPW technique used in the band structure theory of solids, we apply the
muffin-tin (MT) and local density functional approximations for electronic potentials of tubules.
However, the potential of a nanotube differs drastically from that of bulk material. Indeed,
infinite motion of an electron is possible in any direction in a crystal, but it is obviously limited
in the case of nanotubes by their size and cylindrical shape. Therefore, in terms of the LACW
method, the atoms of nanotube are considered to be enclosed between two impenetrable cylinder-
shaped potential barriers {2, and €2, because there are two vacuum regions €2, on the outside
and on the inside of the tubule. The radii a and b of these barriers are chosen so that the region
confined by barriers accommodates a significant portion of the electron density of the tubule.
Based on our previous calculations of the CNTs, we take a = Ryr+2.3 a.u.,, b = Ryr+2.3 au.,
where, Ry is radius of the tubule. Finally, the electronic potential is spherically symmetrical
in the regions of MT-spheres of atoms « and constant in the interspherical region. Inside these
spheres, we calculate the electron potential by means of the local density approximation with
Slater exchange. As usually, the radii of the MT spheres were chosen so that the atomic spheres
touch, but do not overlap. Outside the MT spheres up to the impenetrable potential barriers €2,
and €2, the potential is approximated by a constant value taken to be the energy zero point [6,7].

2.2. Solution of the Schrdinger equation

The basis functions called LACWs are solutions of the Schrodinger equation for the
interspherical and MT regions of tubule sewn together so that the resulting LACWs are con-
tinuous and differentiable anywhere in the system. In the interspherical region, the LACWs
are the solutions of the Schrdinger equation for free electron movement in the infinitely long
potential well between two impenetrable cylindrical potential barriers. Here, the solutions are
the superpositions of the cylindrical Bessel functions of the first and second kinds. In any MT
sphere, the solutions are expanded in terms of the spherical harmonic functions and the eigen-
functions of the radial Schrdinger equation. To obtain the basis wave functions, the solutions of
Schrdinger equation in these two regions are matched on the surfaces of the MT spheres so that
both the basis functions and their normal derivatives are continuous across these surfaces. The
eigenfunctions of electrons in the tubule are the linear superpositions of these basis LACWs.
The coefficients of the expansions of any eigenfunction in terms of these basis functions and
the electron dispersion curves are defined by the variational method.

In this work, we apply the symmetry-adapted version of the LACW method developed
previously. In this version, one takes into account that every single-walled CNT can be generated
by first mapping only two nearest-neighbor C' atoms onto a surface of a cylinder and then using
the rotational and helical symmetry operators to determine the remainder of the tubule. With
account of these symmetries, the cells contain only two carbon atoms, and the ab initio LACW
theory becomes applicable to any tubule independent of the number of atoms in a translational
unit cell. In the LACW studies, we use only this structural information as input parameters.

The dispersive relation for quantum wells is similar to the band structure of superlat-
tice [8]:

Egp = €9 — Acos(p),

where ¢ is electron energy in quantum well, A is tunnel integral, defining by overlap of electron
wave functions of nearest wells.
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F1G. 1. Density of states for CNT arm-chair type: a) Huckel’s approximation;
b) LACW method

The density of states for arm-chair CNTs, calculated under the m-electron approxima-
tion [2], was shown in Fig. 1a. The LACW method allows in the calculation consideration of
more deep-seated o-orbital electrons at very high temperatures (~ 25-27 eV) to get a gap in
the energy spectrum (see Fig. 1b). This fact allowed the calculation of the electrical properties
of conductive nanotubes in contact with the quantum dots.

23 T T T T T T T T T

0.3

-0.5 | 1 I 1 1 1 ‘Ii 1' I, 1

V,V

F1G. 2. Current-voltage characterictics for CNT type “zig-zag” of various diam-
eter ((10, 0) — (50, 0)) in contact with quantum dots system
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3. Tunnel characteristics

In order to study tunneling effects, we will set Hamiltonian of our model in a form:

H = Z eata, + Z eXb b, + Z Tpg(ar by + bl ay), (1)

p q pq
where a;, a, - production (annihilation) operators of electrons with a momentum p in carbon
nanotubes; E;‘ - electron energy spectrum of nanotubes (1); 7}, - matrix element of the operator
of tunneling between conditions p and ¢; b;, b, - creation (annihilation) operators of electrons
with an momentum ¢ in matter, resulted in contact with carbon nanotubes; 55 - electron energy
spectrum of quantum dots. Note, that in (1) p and ¢ are multi-indices. Also, if we consider the

: = o : : - 10A . . :
external electric field £/ which we will investigate using the gauge: E = T it is possible
C
to take it into account by means of replacement the corresponding momentum components:
p—p—eAfc
Defining a tunnel current as [5]:

J=ieY (afb,—bfay), )
Pq
and carrying out calibration transformation [5]:

-1
a, = S a,S,

S = exp (ith Z a;ap> ,
p
where V' applied, for definiteness, to CNT voltage, - electron charge, it is possible to reduce
formally a problem about calculation characteristic current-voltage to calculation of the response
of the operator: J; = ie Z (afbee™"" — bFa,e ") on external action [5]:
pq
H, = Z Thq (a;bqeiew + b;aqe*iew) .
prq
Within the framework of Kubo theory, the answer is set by the formula:

J = 4re |T]2 / deva (e +€eV)vp (e) (ng(e) — ng(e +eV)),
0o (3)
vale) =Y d(c—¢), vpe)=> 6(c—2P),

where d(x) - Dirac delta-function, v4(p) () - tunnel density of states; ns(e) - equilibrium
number of fermions with energy . We used the approach of “rough” contact: 7,, = 7" (a
nanotube is perpendicular to the quantum dot surface). After integrals calculation entering in
(3) it is easy to obtain current-voltage characteristic of the contact presented in Fig. 2-3.

The existence of a descending section of the current-voltage characteristic of the tun-
neling conductance between the nanotubes and the quantum dots system can be clearly seen in
Fig. 2. This indicates the presence of negative differential conduction. The descending section is
observed at the same parameters of quantum dots: g = 22 eV - energy of electrons a quantum
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F1G. 3. Current-voltage characteristics for CNT type “arm-chair” of various di-
ameter ((4,4) — (9,9)) in contact with quantum dots system

hole, and A = 3 eV - the tunnel integral defined by overlapping of wave electronic functions
of the next holes. The size of the resistance obtained in such a system was R ~ —24 kOhm.

Similarly, the current-voltage characteristics for semiconducting CNT of various diam-
eters ((10,0)—(50,0)) in contact with systems of quantum dots are represented in Fig. 2. For
semiconducting CNT in contact with a quantum dots system, the descending section in the
current-voltage, characteristic of tunnel conductivity, was also observed. The resistance ob-
tained for such a system was R ~ —18 kOhm (should be —18 kOhm) for the same parameters
of the quantum dots system.

It should be noted that the descending section in CVC for system CNT-QD is absent in
the case of pi-approximation for CNT DOS.

The obtained dependencies can have the important practical applications for studying
noncontact and the design of tunneling diodes based on carbon nanotubes.

4. The conclusion

In summary we will formulate the basic conclusions from the made work.

(1) Current-voltage characteristics of contacts CNT - a superlattice of quantum dots are
obtained.

(2) The descending section with negative differential conduction is observed for certain
characteristics of quantum dots. This effect can be used to create various frequency
amplifiers.
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We consider Green’s function for layered system. We express it in terms of the well-known scalar s and p ones.
For a single NIM layer in vacuum and with a single dispersive Lorentz form for equal electric and magnetic
permeabilities (w) and p(w), we obtain an explicit form for Green’s function. Also we find Green’s function for
multilayered system and obtain recurrence relations for its coefficients.

Keywords: metamaterial, point perturbation, refraction, NIM, Maxwell’s equations.

1. Introduction

Metamaterials are artificial materials engineered to have properties that may not be
found in nature. In particular, they may have negative refractive index. Such materials are
called negative index materials (NIMs). In general, a NIM system is defined by the property
that for certain frequencies w the electric permeability ¢(w) or the magnetic permeability p(w)
becomes negative. The NIM situation is the case where both at the same frequency w become
negative and are equal —1. Recently, NIMs have come under increased scrutiny (see [1], [2]).

The existence of NIMs has been debated in previous theoretical literature (see [3-8]). In
particular, the sign of the index of refraction, which involves taking a square root n = +, /e,
has been the subject of discussion. Naively it equals +1, in both vacuum and a NIM system
but this result is challenged for the NIM situation. The use of the phenomenological Maxwell’s
equations should solve possible ambiguities.

2. Model

As in [9], where the following model is fully described, the starting point is the set
of phenomenological Maxwell’s equations for the case where the permanent polarization and
magnetization are absent (g9 = g = 1),

oD (z,t) =0, x H(x,t), OB (x,t)=—0, x E(x,t),
Oy - D (z,t) =0, 0,-B(x,t) =0,

with the constitutive equations

(1

D (z,t) = E(x,t) + P (z,t), P (z,1) :/tdsxe(a:,t—s) - E(z,1),

to

t
H(e.t) = Blod) = M{nt), M(at)= [ dsxn(ot=s)Hot),
to
where x. (x,t) and x,, (z,t) are the electric and magnetic susceptibility tensors. We assume that
the system is dispersive, nonabsorptive and use causality and passivity conditions. Causality
requires that the susceptibilities x. (x,t) = xum (z,t) = 0 for t < tg (to = 0). Passivity means
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1
that the electromagnetic energy e, (t) = 3 / dx {E (x,t)* + H (v,t)°} cannot increase as a

function of time. We use the Fourier transform,

Fo) = [Cdteslit 50, 50 = 5 [ dzepl-int] o),

where [ is a path running from —oo to +o00 at some distance 6 > 0 parallel to the real axis,
z=w+1i0, 0 = 0 (Jz > 0). We consider the isotropic system, x(x, z) = x(z, z)U where U is
the unit matrix 3 x 3, and we are dealing with a single dispersive Lorentz contribution &(w) =
02 0?2
pw) =1— ————=. Then & = {/wg + 5 is the NIM frequency as (+w) = pu(+tw) = —1.
Maxwell’s equations (1) can be expressed in terms of Fourier transforms,

Le(z)-E(x,z) :ge(xvz)> Lm('z)f{(xvz) :gm(xv'z)a
where

Lf(z) = 2%e(x,2) + (€ -p) - @, 2) " - (€ p),
L™(2) = 2°p(x, 2) + (€ -p) - e(x,2) " - (€ p),
9°(z,2) =izE(x,0) +i(€ -p) - {pu(z,2)"" - H(z,0)},
9" (z,2) =izH(x,0) —i(€ -p) - {e(z,2)"" - E(z,0)}.
Here L°(z) and L™(z) are the electric and magnetic Helmholtz operators, € is the
Levi-Civita symbol, and p = —i0, so (€ -p) - f =10, x f. Let now
R(z) = L(2)™", R™(z)=L"(z)"
Then X
E(z,z) = R°(2) - ¢°(z,2), H(z,2) = R"(2) - g"(z,2).
Next we introduce Green’s functions
G (2, y,2) = (x[R*"|y) ,
Le™(z) - G“™(z,y, 2) = 6(x — y)U.

Then E(z,t) is given by the inverse Fourier transform of

Bz, 2) = / WyG(z,9,2) - 9(y, 7).

where ¢(y, z) is some integrable initial field configuration or an external current density.

We only consider the electric Green’s function and drop the superscript e. We also
assume that the system is layered, and layers are parallel to the X, X5-plane and there is the
translation invariance in the X; and X, directions (the three Cartesian axes are denoted by X,
X5 and X3 with corresponding unit vectors e, e; and e3). Then the permeabilities only depend
on rs,

e(z,2) =e(x3,2) = €j(2),  plx,2) = plxs, z) = p(2).
We denote x = T3, Y = Y3 and let k = (kl, kZQ, ]{33), R = (l{il, kz, 0) = R€x = k'J'Leg,
2

C2($, K, Z) = Z2‘€<I7 z),u(:v, Z) — k.
We obtain
1
Glay.2) = o= [ drexplin: (a* — y")) Gl 2)

GK(:'U7 y? Z) - GS(‘/’U’ y? Z? Ii) + Gp(x7 y? Z7 K)?
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where
Gs(z,y,2,k) = Gs(x,y, 2, K) €3 X ex€3 X €,

Gp(z,y, 2, k) = (e,{ +

%&063) (eﬁ — %;)281»63) Gy(z,y, 2, K),

s-polarization part G5 and p-polarization part GG, of Green’s function are scalar and satisfy
2
(et 2 Gl = 8o - )

3. Results
3.1. Single NIM layer

In [9] the simplest layered system, i.e., two half spaces filled with NIM and vacuum
was considered and the expressions for Green’s function were found. In our investigation we
considered the single NIM layer in a vacuum,

[ e(z), z€(a,b) B (2), =€ (a,b)
E(x’z)—{ 1, x¢(ab) ’ “(x’z)—{uL v ¢ (a,b)

with point perturbation located in a vacuum (y < a). For G, G, with frequencies z = £ we
find explicit expressions for case w > « (radiative regime) and expressions in asymptotic form
for case w < k (evanescent regime) the same way [9]. We denote

p(w) = \/

In the reflection case (x,y < a < b), the receiver located in = and the point perturbation
located in y are on the one side of the layer (see Fig. 1), and for & > &,

p(@)

2iw?

W (1 =/ (w2 —w}))” — K2

Gplz,y,+0) = £ explEip(w)|z — yl],
1
+0) = +—— exp|+ip(@)|z —
Gs(x,y, ) 2Z.p(w)e><p[ ip(w)|z —yll,

where the term responsible for reflection is absent, i.e., there is no reflection at the frequencies
+w for which e(+w) = pu(+w) = —1.

vacuum NIM vacuum

Egjy gxa b

FIG. 1. Reflection case (z > y)
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For w < k,

z—Fw

Gp(xa ya Z) ~

p((':)> exp [—p(dj)\x - yH + Q? p(dj)g (1 B 4p((;))2)
202

402k2 (2 —w) (2 4+ W)

exp[—p(@)(a —z +a—y)],

Gz, y,2) =*

g P @ = ol + 5 S A

exp[—p(@)(a— o +a—y),
where the reflection term is still present, but we encounter dampening behavior, typical for the
evanescent situation.

In the refraction case (y < a < x < b), the receiver is in the NIM layer (see Fig. 2),
and for w > k,

Gy, %) = 222 exp [ip(@)(a — 7+ 0 — )],

2iw?
~ 1 o
Golw,y, 20) = 25775 e [Fip(@)(a —w +a —y)],
for w < K,
Gp(l', Z/; Z) Z—:\:“t@
02 p(@)* (1+4p(@)?) ) 2p(&)? A
1022 (z—0) (2 + @) exp [—p(@)(z —y)] — 7 &P [—p(@)(a —x+a—1y)],
G3<.’L', Y, Z) 27\:’&@

@ p(&) (14 40()?)
4k? (z — W) (2 + )

exp [—p(w)(y — )] — 2p(w) exp [—p(@)(a —z +a —y)].

vacuum NIM vacuum

_@y a’%cb

F1G. 2. Refraction case

In the transmission case (y < a < b < x), the receiver and point field source are located
on different sides the NIM (see Fig. 3), for w > &,

Gy, .%0) = £ exp [ip(@) (a — y — 200 — ).

1
sy, W) = £—
Gs(x,y, £0) )

exp [Fip(w) (r —y — 2(b—a))],
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for w < K,
z w 2p(w 3 ~
Gy(r..2) % 2 e [ p(@) (2~ y — 20— ).

Gilw,y,2) 7 2p(@) exp [—p(@) (z — y — 2(b — a))]..

vacuum NIM vacuum

ﬁy a b ;>x

F1G. 3. Transmission case

In retrieving E(x,t), the pole contributions in Green’s function give rise to terms that
oscillate in time according to exp[+iwt], so no dampening occurs in a time dependent fashion,
a property observed earlier in [2] for the single layer case.

3.2. Multilayered system

Also, we find Green’s function for the multilayered system. The point perturbation is
located in layer number 0. There are n layers in the positive direction of the x-axis and m
layers in the negative, m + n + 1 layers in total (see Fig. 4).

Layer
#-3 #-2 #-1 #0 #1 #2 #3

X-2| X Xo ﬁvy X1 Xz x,> X3 >

F1G. 4. Multilayered system

Let e(z,2) = ep(z) and u(x,z) = p(z) if © € (xg, 441), where k = —m, ..., n,
T g = —00, Tpy1 = +00. We consider below only the p-polarized part Green’s function,
omitting subscript p,

G(z,y,z) =
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erme_iC—mz7 x € (—OO, $—(m71));
B,(mfl)e—iC—(m—nr + C,(m,l)e—iC—(m—nm + D,(m,l)e_ig‘(m‘”m, 2 € (T o) T(m2);
A_(m_g)e*iC—(m—mw + B_(m_z)efl(_(m_z)z + C_(m_Q)efi(_(m_Q)x_i_

+D_ (g€ C-n-2)% T € (T (m_2), T—(m-3));

A_lefic_lx + B_lefig_lx + C«_lefz(_wc + D_lefiC—lﬂc7 (Z 1, ZL’())
= q Age ™% + Bye 10T 4 Coe 0% + Doe 0 + F_e~ 07, € (20, Y);
Ape™ 0T 4 Bye~02 4 Che™0% 4 Dye~%0% 4 7, eit0?, € (y, 21);

€ (

Aje™0% 4 BiemiT 4 O™ 1% 4 Dyem i, Ty, T3);
An_Qe_iCn—Qx + Bn_2€_i<n—21’ _|_ Cn_2€_l<n—2x + Dn_2€_ign—2x7 T 6 (In_27 xTL—:l)J
Ap e By e O e, T € (Tp-1, Tn);

| Ajemion x € (z,, +00).

Here coefficients A, are for waves that come from left outside of current layer, coeffi-
cients B, are for waves reflected from the nearest left interface, coefficients C, are for waves
reflected from the nearest right interface and coefficients D, are for waves that come from right
outside of current layer. Coefficients £, are for waves that come direct from point perturbation
located in y. We denote

Gk, 2) = 2ei(2) i) — w2,
Co + i £ &G
2i22€o7 & giCj

Ky =

and introduce the Fresnel reflection coefficients

T = GG &G or 1= A
iy = LT T NF
i + ;G A
As is easy to see r;; = —r; ;. After some calculations, we obtain £ = KoeTV that
means Eet%0% = Koez@lx_y' and Green’s function is the same for = € (xy, 7). Denoting

ap = 26_'L<k5’7k7 b = )‘Zkfle_zgk_lxkv Cp = QBZCkwk’ dy = )\];kile—le—Wk’

_ o, ikT _ vt ( x — Y~ WKk =\, i z
er = 2e Ck RHLf= ) elCk+1 B g = 2e Gk Lpy = /\k:,k:—l—le Ck+1Tk+1

ke k41
we obtain for k =1,...,(n— 1),

dy, hi

Ay = aA,, B = —%A,, Cp=—apndn, Dio1 = aiAy,

Ck gk

fork=—-(m-—1),...,0,
dk hk
Ay = apAn + B, Br = (’Yk:A +0x), Cp= p (ags1An +0k+1),  Dr—1 = A, + O,
k

h . )

but Cy = —OalAn and A_(,,_1) = 0, where ay, Bk, Y, O satisfy the following recurrence
go

relations
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ad

= QpQpt1 — <_bc) Vi1 and o, = Qyy,
k

G = ﬁ 1 adeh
T e befag),)’
hk ah
Ve = b_ —Oék+1 + Ve+1 and 7,1 = o ;
k g n—1

d , d .
Br = anBry1 — (a_> dkt1 and By = K (elCoy — (a_) e’<0y> ,
be k bc 0

6k 51@-1—1 + 5k+1 and 50 Ko_elCoy
bk bo

where

C bkck
A,,. In our investigation we obtain

) d d .
Here we use the notation (Z—) — Gk " Hence coefficients Ae, B., C,, and D, depend on
k

6—0n—U
A_(m—1) '

Solving these recurrence relations and finding the explicit expressions for Green’s func-
tion is the actual problem.

A, = —
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N3parensn: dhenepanbHoe rocygapcTBeHHOE OIOIKETHOE 00pa30BaTENbHOE
yUpexXJIeHHE BbICHIETO MpodeccruonanbHoro oopasoanus «CaHKT-
[TerepOyprckuiit HAIMOHAIBHBINA UCCIIEIOBATEILCKUN YHUBEPCUTET
MH()OPMAIIMOHHBIX TEXHOJIOT U, MEXaHUKHU

Y ONITUKW»

OTtneuarano B Tunorpaduu «Pankon [Ipunt»
Anpec: 197101, r. Cankr-IlerepOypr, yiu. bonbmas [Tymkapckas, 54

HHonnucka Ha ;kypuaa HOXM

Ha 2013 rox nognucka ocymectisgercs yepe3 OAO AreHTcTBo «Pocnedarsy
IHoanucHol naaekc 57385 B katanore «M3gannsa OpraHoB HAy4YHO-TEXHUYECKOU
uHbOpMaITUN»



