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Abstract. In the work by the power series method the one-dimensional Schrédinger equation is solved with
a triangular potential function which is applied in various modern heterostructures, in particular for GaAs
and the others. By varying available parameters it is possible to obtain the desired precision of the numerical
solution of the Schrédinger equation with any type of potential function for modern heterostructures. For the
original Schrédinger equation are obtained wave functions in the form Airy functions and the analytical formula
for the energy levels through the zeros of the Airy function. The values energy levels from this analytical formula
agree with its results obtained by direct power series method with precision up to 10~ percents, that is, up to 5
decimal signs. However, it is more rational and easier to use the Schrédinger equation solution, because the
numerical calculations zeros of Airy function present separate complex and complicated numerical problem.
But in order to achieve high numerical accuracy, it is necessary to set the Digits flag to several dozen significant
digits and increasing the number of power series, that leads to an increasing in the time spent on the computer.
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1. Introduction

In this work, the one-dimensional Schrédinger equation with a triangular potential function has
been solved using the power series method [1-4], which is used in the study of semiconductor nano-
dimensional structures in the field of modern advanced microelectronics for the creation of new
devices and devices in various fields of technology [5-16]. However, heterostructures are complex
quantum systems with many quantum features. For example, the heterostructure between the layers
GaAs and Al,Ga,_,As electrons are in the triangular potential well [13, 17, 18].
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A very promising direction is their use in the field of the new generation of microelectronics for
the creation of devices and devices that will become elements of large integrated circuits capable
of storing huge amounts of information and processing them at high speed and will form the basis
of a new generation of electronic and optoelectronic machines of small sizes [6, 12, 15]. Motion of
electrons in these structures is essentially described by the laws of quantum mechanics, and various
quantum models have been developed to describe them [5-10, 12, 13, 15].

2. Solving of the basic equations

In our work, we solved the Schrédinger equation with the triangular potential function as

ax, a=le|-|E , x>0,
V(x) = lel-|E| )
00, x<O0.

In the atomic system of units(m = e = & = 1), the Schrodinger equation has the form

1 d?
3 g2t V(x) [(x) = Epp(x), 2
where
$(0) =0, P(c0) — 0. (3)

Is boundary condition. Here e is the elementary charge, E is the electric field strength. The
integration of equation (1)-(2) is performed on the segment [Ryeq; Ryighe] with the help of a developed
computer program [1] in the Maple system. Our maple program have three parameters Rief; Ryignt, and
n-number of member in power series. By variation of these parameters one can achieved desirable
exactness.

The optimal cut-off values of segment select in our calculations by variation method and it are
equal R = —0.28-1072% 1 Riight = 13.5 and with the number of members in the power series equal to
n = 200. As it know, the power series method first calculates two linearly independent solutions and ,
which depend on the total energy as a parameter. Their linear combination gives the general solution
of the Schrédinger equation (2). Consideration of the boundary conditions (3) leads to a homogeneous
algebraic system, the nontrivial solutions of which are given by the allowable energy levels and the
corresponding wave functions. The following lower energy levels were calculated. The optimal
cut-off values were the target of selection and in our calculations are equal and with the number of
members in the power series equal . As know, in the power series method first calculates two linearly
independent solutions ¥, (x, E) and ¥,(x, E) , which depend on the total energy as a parameter. Their
linear combination gives the general solution of the Schrédinger equation (2). Taking into account
the boundary conditions (3) leads to a homogeneous algebraic system, the nontrivial solutions of
which are given by the allowable energy levels and the corresponding wave functions. If « = 1 the
following lower energy levels were calculated:

Ej = 1.855575; 3.24446; 4.381671; 5.386613; 6.305263.

and the corresponding wave functions, which because of their bulkiness are represented in the
following form:
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P1(x) = 0.61139759 - 10~5x — 0.142163116 - 10732 — 0.0000169241805x3 + ---
—0.593525574 - 10~ 1x%5 + 0.590773946 - 10~ 16x26 + 0.171191325 - 10731 x?7

P,(x) = 0.136823205 - 10~%x — 0.31814343910 - 10-32x2 — 0.378742190 - 1076x3 + ---
—0.132823670 - 10~ 16x25 + 0.132207889 - 10717x26 + 0.383104973 - 10~33x%7

P3(x) = 0.353019093 - 10~°x — 0.820845473 - 10~3x2 — 0.977196991 - 10~°x3 + ---
—0.198239895 - 10™17x?2 + 0.999308236 - 107 18x23 — 0.131621212 - 10719x%4—
—0.342699846 - 10~ 19x25 + ...

It is shown also, that initial problem admit the analytical solution. Indeed, rewrite equation (2) in
the form

;C’X—Za(x— §>1,b(x) =0

=

Then by 8% = 2qa initial equation (2) bring to [19-21]:

and do following substation:

2z — 29(2) = 0. 4)

Solution of this equation (4) will be known function Airy and solution initial problem (2) - (3) will
be following wave function:

P(x) = const - Ai[z(x)] = const - Ai [ﬁ (x - g)] . (5)

From (5) and (3) obtain equality 8 - E = —a - zy, where z, are zeros of Airy function Ai(z;) = 0. And
thus we have analytical expression for energy levels in atomic units:

a2
Ey = = (2k41) - |/ 5 k=012 6)

The values energy levels from formula (6) agree with its results obtained by direct power series
method with precision up to 10~4%. However, it is more rational and faster to calculate the energy
levels with the help of direct solution of the Schrodinger’s equation by some known method [2].

3. Results

A computer program of symbolic-numerical solution of the one-dimensional Schrédinger equation
is developed, and calculations of energy levels and wave functions of a perspective gallium arsenide
semiconductor with a triangular potential function are carried out, which is experimentally detected
for electrons at the boundary between layers of this semiconductor.
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4, Discussion

It is shown that the Schrodinger equation with a triangular potential function admits analytical
solutions, both for wave functions and for the energy spectrum. In particular, an analytical formula for
energy levels is obtained. which uses the zeros of the Airy function. In the calculations, it was found
that the energy levels obtained by direct numerical calculation of the Schrédinger equation practically
coincide with their values calculated by the analytical formula (five decimal places coincide). It should
be pointed out that the developed method for solving the Schrodinger equation is quite applicable
for calculations with other types of potential functions in other heterostructures. It can be hoped
that the results of the calculations and the developed program will be applied in the field of modern
research on semiconductors.

5. Conclusions

Thus, this program finds the solution of the Schréodinger equation with high precision by variations
of its three parameters: (R, Ryighe> ) and the Digits commands from the Maple system provide
high precision in solving the Schrédinger equation with other potential functions that are used in
heterostructures. Thus, It has been shown that the developed method of solving the Schrédinger
equation allows for high numerical accuracy and our program can be made available to interested
parties.
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PelwleHne ogHOMepHOro ypaBHeHus LLipepguHrepa
AN FeTepoCTPYKTYP C TPEYrosibHOM NOTEHNaIbHOM
¢dyHKLUMEeNn MeToaOM CTENEHHbIX pSAOB

N. H. Bensieal, H. A. YekaHos!, P. B. KopoTeHko!, H. H. YekaHoBa?

! BenropoAcKunii rocyaapCcTBeHHbIN HaLMOHaNbHbIN NCCNeaoBaTeNbCKNIA yHUMBepCUTeT, yn. Mobeasl, a. 85,
Benropog, Poccuiickas ®epepauus

2 XapbKOBCKMIi HAaLMOHaNbHbI yHNBepcUTeT UMeHu B. H. KapasuHa, yn. MnpoHocuukas, a. 1, Xapbkos, 61001,
YKpaunHa

AHHoTauus. B paboTe MeTOOM CTEIIEHHBIX PA/IOB pelllaeTcsi OfIHOMePHOe ypaBHeHue IlIpéanHrepa ¢ Tpe-
YTOJIbHOY IOTEHLINAIbHOH (QYHKITMEH, KOTOopas IPYMeHseTCs B Pa3TNYHBIX COBPEMEHHBIX l'eTepOCTPYKTYpax,
B 4acTHOCTH i1 GaAs U pyrux. Bapbupys JOCTyIHBIE TapaMeTPhl, MOXKHO ITOJyIUTh JKeJaeMylo TOYHOCTh
YHCIEHHOTO peleHus ypasHeHus LIIpéaunrepa ¢ J06bIM TUIIOM IIOTEHIINAIbHON QYHKIUY AJIsI COBPEMEHHBIX
reTepoCTPyKTyp. [ ncxogHoro ypaBHeHUd lIIpéauHrepa norydeHsl BOJHOBBIE QYHKIIUY B BUjle QYHKIIUN
Diipu u aHanuTHdIecKasa GopMyIia g ypOBHel SHepruu ¢ oMollbio Hyleli GyHKIuu Diipu. 3HaueHus sHepre-
TUYEeCKUX YPOBHEN U3 3TOI aHATUTHIECKOH (DOPMYIIBI COIIACYIOTCS C Pe3y/IbTaTaMU, IIOJIyYeHHBIMU METOLOM
IPSMBIX CTENIEHHBIX PAZOB, C TOYHOCTHIO K0 10™* IIPOLIEHTOB, TO €CTh /40 5 AECATUYHBIX 3HAKOB. OZHAKO PaLjro-
HaJIbHee U IIPOIIie MCII0Ib30BaTh pellleHNe ypaBHeHus IlIpéannrepa. Ho /15 JOCTIKEHUSA BBICOKOH TOYHOCTH
BBIYUCJIEHUH HEOOXOLUMO YCTaHOBUTH (koK Digits Ha HECKOIBKO AECSTKOB 3HAYAIINX [UGDP U YBEIUIUTH
KOJIM4eCTBO YJIeHOB CTeIleHHOTO P/, YTO IPUBOJAUT YBeJINUYeHUIO BpeMeHU cueTa Ha KOMIIBIOTepe.

Kniouesble cnoBa: ypaBHeHue IlIpénuHrepa, TpeyroapHas MOTeHUUAIbHAs (QYHKLIUs, TeTepOCTPYKTYPHI,
9HepreTUYeCKHe YPOBHU, BOTHOBBIE GYHKIIMY, YpaBHEHUE DHPH, HYIN QYHKINY DHPHU, CTEeIIeHHBIE PSAZBL,
MaTeMaTH49eCKoe MOZleIMPOBaHue, KOMIIbIOTEPHAsI cucTeMa Maple



