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Electron transport through nanosystems driven by pseudo-Gaussian well scattering
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Electron transmission through nanosystems encounter different scattering processes. We focus on the scattering by impurities, which were imple-
mented by considering a model based on the pseudo-Gaussian well. We discuss typical signatures of this phenomenon.
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1. Introduction

Particle scattering outside the target has been one of the most important applications of quantum mechanics.
Probably, it is the most efficient way to study the structure of matter at short distances. A high-momentum scattering
is required, by uncertainty principle, in order to achieve better resolutions. However, a low energy study reveals the
excitation spectrum of a system, the resonances. Particle scattering is of great interest in disruptive technologies,
as it critically depends on the dissipationless transport of electrons. It is of great interests about electron mobility
calculation as well as the specific equations for the different scattering mechanisms [1]. This allows the evaluation
of properties at the macro level, as well as the evaluation of measure at the nanoscale voltage drop caused by the
scattering was previously reported [2].

In this work we, investigate the electrons coming in and getting scattered by a short-ranged potential, namely, the
pseudo-Gaussian potential [3—5] considered to be located around the origin. Nanosystems having size approaching the
fundamental scale of microscopic length have fundamentally demonstrated new physical phenomena. New advances
have been made in many basic and modified fields of nanophysics, including diluted cold gases, carbon nanotubes,
graphene, magnetic nanostructures, composite nanoparticles, transport through coupled quantum dots, spin-dependent
electron transport phenomena, optical arrays with doped nanoparticles, and electronic, molecular, and quantum infor-
mation processing. The pseudo-Gaussian potential proves to be a reliable model for defects in nanostructures or a bulk
material itself. It can easily model the vibrational levels of such a nanostructure based on the fact it has a finite levels
of energies, as shown in different papers as [6,7], despite of harmonic oscillator with an infinite one. Moreover, change
of number of levels is possible by manipulation of some parameters, and also it permits dissociation with the energy
in the continuum. Heterostructures can be used for advanced electronic devices (for example, modulated field effect
transistors, heterojunction bipolar transistors, and resonant tunneling devices), optical components (e.g., waveguides,
mirrors) and optoelectronic devices and structures (for example, laser diodes, photodetectors). These are also crucial
in many optoelectronic devices (e.g., lasers). Perhaps their most important technological aspect may be that they can
be used for all these electronic, optical and optoelectronic purposes and, therefore, can allow the integration of all of
them. The scattering method of investigation can be found in any area of physics even in astrophysics [8].

2. Pseudo-Gaussian oscillator model

The computation of the scattering data for a given potential requires the construction of the regular solution of the
radial equation. We, shortly, introduce some aspects of the pseudo-Gaussian oscillator (PGO) model. The central real
valued potential:
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is fixed by the coefficients C:
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and its properties are completely determined by the dimensionless parameters A € R, u € R and the positive integer

s = 1,2, ..., named the order of PGO. The potentials defined by the Eqs. (1) and (2) have the property to approach to

the HO potential when r — 0 together with Gaussian asymptotic behavior, i.e. lim, oo Vy N(r) = 0. The plot from
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Fig. 1, shows the shape of PGO poyential. A last observation on the potential is that the Taylor expansion does not

have terms proportional with 4, 76, ..., 2%, for a fixed s,
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FI1G. 1. The pseudo-Gaussian oscillator potential graph (s = 3) compared with harmonic oscillator
potential one

The evolution in this potential is given by Schrédinger equation:
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where 1 (r,t) = 71 R(r, t) eliminates the first derivative. It was shown [4] that the time independent equation of (4)
generates a stationary states in the pseudo-Gaussian well,

R(r) = explp(r) Z anr®™tT, )
the polynomial p(r) has the form:
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where o, are parameters. The analytic expression of ground state looks like:
Yo(r) = ag exp[0.6387% — 0.039r* 4 0.003475 — 0.0029+5]. (7

A plot of wave eigenfunctions for n € {0, 1,2, 3} is shown in Fig. 2.
To evaluate the transport of electron through a nanostructure where impurities are supposed to be modeled with
PG potential, we notice that it is independent on the polar and azimuth coordinate (0, ¢). The probability of current

J(r,t):
C aur 8
J(r,t) = ﬁ (w az/; N gf) :
is defined:
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such that describes the change in the probability of finding a particle in the region bordered by a and b at the time t. In
order to overcome the problems caused due to the centrifugal barrier we organize ourselves completing a procedure
regarding the scattering amplitude. The scattering amplitude f(k, k') solution of the time independent equation (4),
corresponding to the particle incident on the scattering centre in the solid angle (6, ¢), has the form, [9]:

fk, k)= \ﬁ

where a Born approximation is not required, due to the wave function which has the known expression (5).

dr’ e V() (1) (10)
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F1G. 2. The first four eigenfunctions for pseudo-Gaussian oscillator, N = 7, A\ = —=5.6, y = 0.2 and [ = 0

The current (8) has the form:

J 7"2 |f(k k/)|2 e—ikra eikr N (11)
scat — . s — O c.C.
Y 2mi(2m)3 T T
Finally, we get that the cross section has the expression,
do 2
— = |f(k, K 12

knowing that the probability flux associated with the incident wavefunction is j;,. = %k [13].

3. Results of calculations and discussion

Based on the previous section were performed calculations of electron scattered on the PGO structure, which
simulates conduction resistivity in nanostructure. The explicit formulae calculation ia given in Appendix (A). The
main difficulties that had to be overcome were due to centrifugal barrier and the fact that even if equation (4) is
solvable the potential is an infinite series, thus just an formal solution of (4) can be given. In order to obtain specific
computation firstly the potential have to be finite, i.e. to specify the depth of the well. We performed our computation
with the potential (13), by setting s = 4 , similar computation can be made for any s, as was shown [4]. This is
straightforward due to the Gaussian integrals, (17), that are generated by the infinite series of potential and which can
be solved for each term taken as a sum of integrals. This observation facilitates a direct calculation of the scattering
amplitude, the cross-section and so on. The calculation considers the following constant values: Planck constant
h = 4.13566766 eV s, electron mass m = 0.511 MeV, and provides a treatment for an electron collisions with PGO
scattering potential. Fig. 3, schematically represents the associated plane wave, the free particle wave function can
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F1G. 3. Plan wave scatter on pseudo-Gaussian oscillator, N = 4, A\ = —4, 4 = 0.2
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be represented by a superposition of momentum eigenfunctions, with coefficients given by the Fourier transform of
the plane wave, representing the wave packet. The interaction in the potential region is given by a series of Gaussian
integrals. The work is facilitated by the fact that the PGO potential has the Taylor expansion simplified by the fact that
the terms proportional with r#, 7, ..., 2%  are missing for a given s, as (3) shows. Making use of Gaussian integral
properties, appendix relations (16) and (17), the scattering amplitude, (10), was obtained as it is given in the appendix
expression (14). With the use of latter mentioned expression, it was given the expression to the cross section (15).

In the Fig. 4, one can see different cross sections calculated for certain particular cases of potentials. In all cases,
it can be observed a resonant state given by the oscillatory structure. As one can compare with the resonance disposal
in works like ( [10-12]), it not belongs to the outer-well resonances. For a shallow deep potential endowed with high
barriers, Fig. 4(b), extra resonances can be observed with a low probability, Fig. 4(a). As the potential gets deeper and
barriers decrease, Fig. 4(d), the extra resonances reduces, Fig. 4(c). Finally, for a well without barrier, Fig. 4(f), the
cross section, Fig. 4(e), does not exhibit resonant states. In this way, a model with a barriers can be used to explain the
electronic conductance through nanostructure. The resistive transition is caused due to the resonant capture of passing
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electron along the impurity described by the PGO. Our calculation shows that Rydberg states cannot be formed, being
in the case of Fig. 4(e).

In conclusion the PGO model applied to electronic transport in nanostructure confirm that a part of resistivity is
given by scattering on impurity centers, described by PGO potential, caused by capture of electron in a resonant state.
The resonant state is confirmed on a narrow potential center, 4 = 0.1, and barriers whose size is comparable to the
wavelength of the electron and disappears with increasing of the potential size.
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Appendix
A. The scattered amplitude and cross section expressions
In our calculations we consider the potential (1) having the depth given by the chosen value of s = 4,
V(r) =
A+ Ap+1)r* 4+ (1/2Ap+1) pri+ (13)
(1/6 A+ 1/2) p2rS + (1/24 A pu+ 1/6) %] e

which gives the scattered amplitude,
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conversion to wave vectors \/2 k2 (1 — cos (8)) cross section (|(f (¢))])? gives

do 1 K2 (1veos)) \ 2
— =3.21 x 10% — (el/Qu)
4o ulid

o2 ‘ 87120 k2® — 168.0 kS + 2112.0 k1p? + 4.0 k5 (cos())*
—16.0k%(cos(#))® + 24.0 k®(cos())? — 16.0 k® cos(6) + 3465.0 A i°
+168.0 k5(cos(6)) 11 — 504.0 k% (cos(6))? 11 + 2112.0 k*(cos(0))*u?
+ 504.0 k° cos(0) p — 4224.0 k* cos(0) p? + 8712.0 k2 cos(0) p® + k8A
—2772.0 Nkt + 594.0 N k41 — 44.0 XN ECpu? + N S (cos(9)) 1
— 4.0 Nk (cos(0)) 1+ 44.0 X kB (cos(0))?u? 4 6.0 A k®(cos(8))? 1
— 132.0 A k8(cos(0))*u* — 4.0 N kB cos(0)u + 594.0 X k* (cos(0))?u®
+ 132.0 A k8 cos(0)u? — 1188.0 A k* cos(0) ui® + 2772.0 A k? cos(0) u*
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substitution ()\ = —4,p4=05C=15x10"% k= 2).

B. Gaussian integrals
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The influence of the centrifugal barrier:
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is an amortized oscillation as increasing the integration domain.

F1G. 5. The dependence on centrifugal barrier. As n, the domain, extends upwards the sinusoids

become dense
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