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Interaction of Double Acceptors in Magnetic

Semiconductor Nanostructured Systems

11. OBJECTIVES OF THE PROJECT
» Effect of shape of Quantum Well, Quantum Wire and Quantum Dot on
the Coulomb interaction of Magnetic Nanostructured systems.
» Effect of confining potential on the Coulomb interaction in the above
said Magnetic Semiconductor Nanostructured Systems.
» Influence of external perturbation like magnetic field on the Coulomb
interaction in these Semimagnetic / Magnetic Semimagnetic /

Magnetic Nanostructured systems.

12. WHETHER OBJECTIVES WERE ACHIEVED: YES
(GIVE DETAILS)
v" The influence of the shape of confining potential like square well and
parabolic well on the acceptor binding and Coulomb interaction
between the two holes has been studied for various impurity locations.
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> When the correlation between holes are considered, the
Coulomb interaction decreases.

» Coulomb interaction increases when an external magnetic field
is applied in Quantum Well Wire (QWW) with parabolic
confinement which is in contrary to the QWW with square well
confinement.

v" Donor/acceptor binding in CdTe/Cd;-xMnxTe Quantum Wire has been
computed with square well along x — direction and parabolic
confinement along y — direction has been investigated.

» Shape of confining potential along each direction plays an
important role on the binding and the carriers can move with
higher mobility when the directional dependent effective mass
is employed in the calculation.

v' Effect of geometry on the Coulomb interaction between the two holes
in a Semimagnetic Quantum Dot (QD) has been studied by considering
the spatially varying dielectric screening.

» The QD with spherical geometry gives more localization of the
carriers as compared to the dot with cubical geometry.

» The spatially varying dielectric screening enhances the
Coulomb interaction.

v Donor/Acceptor impurity states and the Bound Magnetic Polaron
associated with them have been investigated in a Semimagnetic
Double Quantum Well (DQW) and in a Triangular Quantum Well

(TQW) have been studied.
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» The donor/acceptor impurity is highly localised at the centre of
the DQW and the applied magnetic field causes the
counterintuitive behaviour for on centre well impurity and for
other impurity locations.

» The Spin Polaronic Shift (SPS) depends only on the density of
the magnetic ions separately concentrated in the well and in the
barrier of DQW and TQW even though the effective
concentration is same.

» The SPS is very much larger for the light hole than for heavy
hole.

v' Effect of magnetic field on the Coulomb interaction between the two
electrons confined in a Low Dimensional Magnetic Nanostrucuted
systems like QW, QWW and QD has been addressed.

» Coulomb interaction is tremendously affected by the applied
magnetic field only when the impurity is confined inside the

QD rather than in QW and QWW.

13. ACHIEVEMENTS FROM THE PROJECT
» All the aspects of objectives were fulfilled
» Man Power trained : 1
» No. of Publications out of Project : International Journals : 9
International/National

Conferences: 4
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14. SUMMARY OF THE FINDINGS: (IN 500 WORDS)

Irrespective of the nature of the confining potential the binding energy of
the acceptor impurity with two holes and the Coulomb interaction between
them is less both in Quantum Well Wire (QWW) and Quantum Dot (QD)
when the correlation between them is considered in the wavefunction as
compared to the case without considering the correlation. Moreover, the
importance of accounting the correlation in the wavefunction has been
emphasized by observing the increase of Coulomb repulsion with the increase
of applied magnetic field in the case of parabolic confinement and the effect of
impurity location on the Coulomb interaction between the two correlated holes
is not significant as the strength of the interaction is consistently maintained
for smaller wire size, when the impurity moves from the center to the edge of
the wire. Moreover, a QD with spherical geometry which has bound states
only for dot size greater than 30A gives higher localization for the carriers
since the Coulomb repulsion between them is less as compared to the Cubical
Dot which could has bound states even for the dot size of 20A. The spatially
varying dielectric screening allows the carriers to have strong interaction (an
enhancement of ~ 20%) both in the absence and in the presence of applied
magnetic field inside the QD. The influence of the shape of the confining
potential along each direction of the confinement in QWW plays a crucial role
to determine the strength of the binding of the carriers inside such QWW and
the carriers can move with higher mobility when the directional dependent
effective mass is employed in the calculation.

The effect of magnetic field on the acceptor ionization energy is very weak

due to the high effective masses of the holes which leads to the smaller
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15.

Landau splitting as compared to the donor impurity. The carriers are highly
localized only when it is situated at the centre of the Double Quantum Well
(DQW) and also the applied magnetic field causes the counterintuitive
behaviour for On Centre Well (OCW) impurity and for other impurity
locations. the ground state donor binding energy and the SPS associated with
it depends only on the density of the magnetic ions separately concentrated in

the well Cd,, Mn_ Te and in the barrier Cd, Mn, Te of Semimagnetic

out
Trianuglar Quantum Well (STQW) even though the effective concentration is
same (Xout — Xin= X = 0.1, 0.2).

The results show that the effect of the increase of Mn** ion composition
with different combinations on SPS is predominant for OCW impurity when
compared to all other impurity locations for y = 0 and the same is predominant
for OCB impurity with y = 0.15. The Spin Polaronic Shift (SPS) depends only
on the density of the magnetic ions separately concentrated in the well and in
the barrier of DQW and TQW even though the effective concentration is same
and the SPS is very much larger for the light hole than for heavy hole.

The binding of the two electrons and their Coulomb interaction is
tremendously affected by the applied magnetic field only when the impurity is

confined inside the QD rather than in the QW and QWW.

CONTRIBUTION TO THE SOCIETY :

The field of Spintronics is how to manipulate the spin degree of freedom
which is a purely quantum phenomenon in addition to the property called
charge of the carrier to enhance the multifunctionality of the devices.

Semimagnetic Semiconductors are ideal materials for spintronic applications

vi



because of their tunable properties with the external perturbation like magnetic
field. The Coulomb interaction between the carriers confined inside
Semimagnetic Nanostructured systems with different band alignment is
significant in the light of Coulomb blockade of transport. Hence, our
investigation may give an understanding of the electronic and transport
properties in such systems which can be exploited in various optoelectronic
and spintronic devices such as spin based MOS structures and ultrahigh
density non — volatile memory and reconfigurable logic devices based on

novel spintronic concepts.

16. WHETHER ANY PH.D. ENROLLED / : YES, One Research Scholar
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17. NO.OF PUBLICATIONS OUT OF : International Journals - 9
THE PROJECT International / National
(PLEASE ATTACH) Conferences — 4
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UNIVERSITY GRANTS COMMISSION

V BAHADURSHAH ZAFAR MARG
NEW DELHI-110 002

<

F. No. 42-816/2013 (SR)

The Under Secretary (IF'D-111)
University Grants Commission

New Delhi-110002 2')_ V\NR
Sub:-  UGC support for the Major Research Project in Physical Sciences, Bio-Sciences, Maths . Medical,
Agricultural Sciences and Engineering & Chemistry to University/College Teachers Project entitled,

“Study on the coulomb interaction of double acceptors in amgnetic semiconductor nanostructured
systems”

Sir,

I am to referto your letter forwarding the application of Dr. K. Jayakumar of your institution !
financial assistance under the above scheme and to convey the Commission’s approval & sanction an on account grant
Rs. 7,87,800/- (Rupees: seven lakh eighty seven thousand eight hundred only) to the Registrar. Gandhigram Ru
Institute, Gandhigram-624302, TN in r/o Major Research Project of Dr. K. Jayakumar, Dcpartment of Physics !
the period of 3 years w.e.l. 1.4.2013 as detailed below:-

S.No ITEMS AMOUNT GRAN Cate
APPROVED RELEASED AS | ory
Ist INSTAL.MENT

“A. | Non - Recurring — ' 4,20,000/- GEN
1. | Books & Journals nil

2 Equipment (work station & software) 4,20,000/-

B. Recurring

1 Honorarium to Retd. Teacher @ Rs. 12, 000/- p.m. il

2 Project Fellow @14,000/- p.m. for initial 2 years and § 5.28,000/-

Rs. 16.000/- p.m. from the third year onwards.

3. Chemical/ Glassware / Consumable 30,000/-
4. Hiring Services nil 3,67.800/-
S. Contingency 30.000/-
6. Travel/Field Work 30.000/- )
i Special Need nil
8. Overhcad Charges @ Rs. 10% approved recurring § 58.800/-
Grant (Except Travel & Field Work)
Total (A + B) : 10,96,800/- 7,87,800/-
The acceptance Certificate in prescribed format (Annexure-1 available on the UGC web-site)  may be sent

the undersigned within one month from the issue of the award ictter failing which the project may be treated -
cancelled.

If the terms & conditions arc acceptable, as per guideline which arc available on UGC web-s’
www.uge.ac.in the Demand Draft/ Cheque being sent may be retained. Otherwise the same may be returned in origi
to the UGC by Registered Post in variably with in 15 days from the receipt of the Demand Draft Cheque in favour
Secretary, UGC, New Delhi. ‘ ‘

Principal Investigators should ensure that the statement of expenditure & utilization Certificate to the effect t!

the grant has been utilized for the purpose for -which it has been sanctioned shall be furnished to the University Grar
Commission in time.

The first instalment of the grant shall comprise of 100% of the Non —Recurrin
including Over Head Charges, and 50% of the total Recurring grant.
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The sanctioned amount is debitable to the Major Head 4. (i) .a (31) Rs. 3.67.800/- & 4. (i) .a (35) Rs. 4,20,000/-
and is valid for payment during financial year 2012-13.

The amount of the Grant shall be drawn by the Under Secretary (drawing and Disbursing Office), University
Grants Commission on the Grants-in-aid Bill and shall be disbursed to and credited to the Registrar,
Gandhigram Rural Institute, Gandhigram-624302, TN through Cheque/Demand Draft/ Mail Transfer.

The Grants is subject to the adjustment of the basis of Utilization Certificate in the prescribed performa
submitted by the University Colleges/institution.

The University/College shall maintain proper accounts of the expenditure out of the grants which shall be
utilized only on approved items of expenditure.

The Utilization Certificate of the effect that the grant has been utilized for the purpose for which it has been
sanciioncd shatl be furniched to the University Grants Commission as early as possible after the close of the
current financial year.

The asscts acquired wholly or substantially out of University Grant Commission’s grant shall not be disposed
or encumbered of utilized for the purposcs other that those for which the grant was given, without proper
sanctioned of the University Grants Commission and should, at any time the College/University ceased in
function such assets shall revert to the University Grant Commission.

A Register of assets acquired wholly or substantially out of the grant shall be - maintained by the
Universitv/College in the preseribed form.

'he grantee institution shall ensure the utilization of grant-in-aid for which it is being sanction/paid. In case
non-utilization/part utilization. the simple interest @ 10% per annum as amended from time to time on
unutilized amount from the date of drawl to the date of refund as per provisions contained in General Financial
Rules of Govt. of India will be charged.

The interest carned by the University/College/ Institute on this grants in aid shall be treated as additional grant
and may be shown in the Utilization Certificate/Statement of expenditure to be furnished by grantee institution.
The University/College/Institute shall follow strictly all the instructions issued by the Government of India
from time to time with regard to reservation of posts for Scheduled Castes/Scheduled Tribes/OBC/PH etc.

The University/Colleee shall fully implement to Official Language Policy of Union Govt. and comply with the
Official Language Act. 1963 and Official Languages (Use for Official purposes of the Union) Rules, 1978 etc.
The sanction issues in exercise of the delegation of powers vide Commission Office Order No. 25/92 dated May
01.1992.

An amount of Rs. == out the grant of RS, —--mmmommmoms sanctioned  vide letter
No. I. 42-816/2013 (SR) dated has been utilized by Tniversity/College/Institution for he purpose  for
which it was sanctioned. Utilization Certificate for Rs. ----=----===- has already been entered at S. No. ==---=-
now we may enter Utilization Certificate for Rs. --=======-----=- S. No ------ and in the U. C. Registrar at page
MBS e ‘ y | T 2
It is also certified from the B.C.R. that the finds are av ailable under the scheme. Entered in BCR at S.No -==---
The above erant is sanctioned against the budget provision of Rs. ...oeeeeee. during the current financial
year leaving a balance Of RS, mmmmmmmmmmmmmmmmmmmmmommmmmomemmoms e under the head of Account 4. (i) .a (31) Rs.

3.67.800/- & 4. (i) 4 (35) Rs. 4,20,000/-

The funds to the extent are available under the Scheme.

The University/Institution/College is strictly following the UGC regulations on curbing the menace of ragging
in Higher Educational Institutions. 2009.

(Dr. (Mrs.) Urmila Devi)

Joint Secretary
Copy forwarded for information and necessary action for:-

The Registrar, Gandhigram Rural Institute, Gandhigram-624302, TN,
Acknowledgement for the reccipt of DD/ Cheque / Mail Transfer for Rs. 7.87,800/- may be sent to the Under
Secretary. Finance Division 11, UGC,

Dr. K. Jayakumar, Principal Investigator, Department of Physics

Gandhigram Rural Institute, Gandhigram, 624302, TN

office of the Director General of Audit, Central Revenues, A.G. C.R. Building, 1. P.
Estate, New Delhi.

The Registrar,

(Prameg Sharma)
Section Officer
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University Grants Commission
(Ministry of Human Resource Development, Govt. of India)
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| Bahadurshah Zafar Marg, New Delhi-110002 sH-Rem Ryw
No. F. 42-816/2013 (SR) & 5 March, 2016
The Principal, =Y nan 016

Gandhigram Rural Institute
Gandhigram, Dindigul District
Chinnalapatti, Tamil Nadu-624302.

Subject:- Extension of Major Research Project awarded Dr. K. Jayakumar,
Department of Physics by UGC during 2013.

Sir,/ Madam,

| am directed to say that the tenure of the Major Research Project
awarded to you has been extended by the UGC upto 31.03.2017 without any
financial assistance for the extended period.

Yours faithfully,

/

(G. S. Aulakh)
Under Secretary
C to:-
r. K. Jayakumar,
Department of Physics,
Gandhigram Rural Institute

Gandhigram, Dindigul District
Chinnalapatti, Tamil Nadu-624302. M
(Arun Kumar Sinha)

Section Officer



F .N0.42-816/2013 (SR)

The Under Secretary (FD-IlI)
University Grants Commission
Bahadur Shah Zafar Marg

New Delhi — 110002

Sub:
the year
Study.....: .-

2016-17

Yy

UNIVERSITY GRANTS COMMISSION

BAHADUR SHAH ZAFAR MARG
NEW DELHI 110002

GEN

under

plan in

of project from 01.04.2013 to 31.03.2017.

Sir,

| am directed to convey the sanction of the University Gra
Rs. 2,15,225/- (Rupees Two Lakh Fifteen Thousand Two

installment for the year 2016-17 towards Major Research Proj

respect

of

Major

pems

l FD Diary No.4982

Dated :

21.06.2016

7

S

Project

August 2016

Release of Grant-in aid to Gandhigram Rural Institute, Gandhigram - 624 302, Tamil Nadu for
Research

..........systems” awarded to Dr. K. Jayakumar Department of Physics, tenure

entitled

nts Commission for payment of grant of
Hundred Twenty Five Only) as 2™
ect to The Registrar, Gandhigram Rural

Institute, Gandhigram - 624 302, Tamil Nadu for the plan expenditure to be incurred during 2016-17.

| am also directed to say that the tenure of the above project has been extended by the

UGC upto 31.03.2017 without any additional financial assistance for the extended period.

A 26 AUG 2016

Name of the Amount Head of Account Grant Grant | Total Grant
Item Allocated now Being already
Sanctjoned Released
Books & Journal |  ........... 3.A(56):85 | e
Equipment 4,20,000/- 4,20,000/- 4,20,000/-
Honorarium | e | e SIS PI—————
_ [Projectfellow | 5,05,806/-3-A(56).31 | 193295/~ 2,64,000/——4;55;225/-
HRA & il toooaonaln iy dieehn sl S E SRl 0 SN E B0
Chemicals 30,000/- 18,000/- 15,000/-
Contingency 30,000/- 12,000/- 15,000/- 27,000/-
Hiring Services
Travel/field work 30,000/- 12,000/- 15,000/- 27,000/-
Overhead 58,800/-| | e 58,800/- 58,800/-
Charges
Additional Grant | ...ooeeeo Ll e | e | e
Total 10,74,606/- 2,15,225/- 7,87,800/- | 10,03,025/-

1. The sanctioned amount is debit able to Major Research Project head Sector 3.A(56).31 and is valid

for payment during the financial year 2016-17 only.
2 The amount of the Grant shall be drawn by the Under Secretary (Drawing and Disbursing Officer)
UGC on the Grants-in-aid bill and shall be disbursed to and credited to The Registrar, Gandhigram

Xi



Rural Institute, Gandhigram - 624 302, Tamil Nadu through Electronic mode as per the following
details:-

(a) | Bank Name & Address of Branch Canara Bank, Gandhirgram Branch, Code-
8500, Gandhigram Rural Institute Campus,
Gandhigram — 624 302.

(b) | Account No 85100101010000

(¢) | Type of Account : SB /Current /Cash Credit YES

(d) | IFSC Code CNRB0008500

(e) | MICR Code 625015050

(f) | Whether Bank Branch is RTGS or NEFT YES

enabled : RTGS / NEFT /Both
(2) | Name & Address of Account Holder The Registrar, Gandhigram Rural Institute,
Gandhigram - 624 302, Tamil Nadu.

3. The Grant is Subject to the adjustment on the basis of Utilization Certificate in the prescribed proforma

submitted by the University / Institution.

4. The University / Institution shall maintain proper accounts of the expenditure out of the Grants, which
shall be utilized, only on the approved items of expenditure.

5. The University / Institution may follow the General Financial Rules, 2005 and take urgent necessary
action to amend their manuals of financial procedures to bring them in conformity with GFRs, 2005
and those don’t have their own approved manuals on financial procedures may adopt the provisions
of GFRs, 2005 and instructions / guidelines there under from time to time.

6. The Utilization Certificate to the effect that the érant has been utilized for the purpose for which it has
been sanctioned shall be furnished to UGC as early as possible after the close of current financial
year.

7. The assets acquired wholly for substantially out of University Grants Commission’s Grant shall not be
disposed or encumbered or utilized for the purposes other than those for which the grants
waayanands given without proper sanction of the UGC and should at any time the University ceased
to function, such assets shall revert to the University Grants Commission.

8. A Register of Assets acquired wholly or substantially out of the grant shall be maintained by the
University in the prescribed proforma.

9. The grantee institution shall ensure the utilization of grants-in-aid for which it is being sanctioned /
paid. In case of non-utilization / part utilization thereof, simple interest @ 10% per annum, as
amended from time to time on the unutilized amount from the date of drawal to the date of refund as
per provisions contained in General Financial Rules of Govt. of India, will be charged.

10. The University / Institutions shall follow strictly the Government of India / UGC guidelines regarding
implementation of the reservation policy [both vertical (for SC, ST & OBC) and horizontal (for persons
with disability etc.)] in teaching and non-teaching posts.

11. The University / Institution shall fully implement the Official Language Policy of Union Government

and comply with the Official Language Act, 1963 and Official Languages (Use for Official Purposes of

e N RS T, RN e
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12. The sanction is issued in exercise of the delegation of powers vide UGC Order No. 69/2014 [F.No.10-
11/12 (Admn. IA & B)] dated 26/3/2014.

13. The University / Institution shall strictly follow the UGC Regulations on curbing the menace of
Ragging in Higher Education Institutions, 2009.

14. The University / Institution shall take immediate action for its accreditation by National Assessment &
Accreditation Council (NAAC).

15. The accounts of the University / Institution will be open for audit by the Comptroller & Auditor General
of India in accordance with the provisions of General Financial Rules, 2005.

16. The annual accounts i.e. balance sheet, income and expenditure statement and statement of receipts
and payments are to be prepared strictly in accordance with the Uniform Format of Accounting
prescribed by Government.

17. The grantee institution shall remit the amount the grants-in-aid and/or interest through e-mode
(RTGS/NEFT) directly to UGC account as per following bank details:-

Account Holder Secretary, UGC, New Delhi-110 002

Name of Bank & Address Canara Bank, UGC Office, New Delhi-110 002

A/C No. 8627101002122

Type of A/IC Savings

Esc Code CNRB0008627
MICR Code 110015170
18. An amount of Rs. 7,23,467/- out the grant of Rs. 7,87,800/-..... Sanctioned vide letter No. F. No.

42-816/2013 (SR) dated 22-03-2013 has been utilized by University/College/Institution’ for the
purpose for which it was sanctioned. Utilization Certificate for Rs ...... ... 1 | | EO— has been entered at
S.No......... now we may enter_Utilization Certificate for Rs...7,23,467/- ........S. No.Hﬂ?. and in

the U.C. Register at page No.0S..
19 'Funds to the extent of Rs are available under the scheme or BE / RBE of the year 2016-17.
20. These issues with the concurrence of IFD vide Diary No 8232 (IFD) dated 19/02/2016.
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Chapter 1 Introduction

Chapter
1

INTRODUCTION

The relentless growth of microelectronics made Gordon E. Moore in 1965 to frame a law,
called as Moore’s law, which states that microprocessors will double in power every 18
months as electronic devices shrink and more logic is packed into every chip. But this law
will run out of momentum one day as the size of the individual bits approaches the
dimension of atoms — this has been called the end of the silicon road map. This induced
the basic research community to focus their attention towards the subject called as
“Spintronics”, Spin + Electronics, which is a multidisciplinary field including magnetism,
semiconductor, optics, mesoscopic physics, superconductivity and new connection to
other fields. The central theme of this subject is how to manipulate the spin degree of
freedom which is a purely quantum phenomenon in addition to the property called charge
of the carrier to enhance the multifunctionality of the devices owing to its easy
manipulation by externally applied magnetic field and long coherence or relaxation time.
The key aspects of the spintronic devices rests on the three factors like efficient spin
injection, slow spin relaxation and reliable spin detection and these requires materials
with ferromagnetic ordering at operational temperatures compatible with existing
semiconducting materials and the properties of the interface separating different materials

used for forming the reliable spintronic devices.
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Dilute Magnetic Semiconductors (DMS) also called as Semimagnetic
Semicondcutors (SMSC), mainly Al Mn B in which a fraction of the group II

sublattice is replaced at random by Mn, suit this need. DMS are widely believed that they

are ideal materials for spintronic applications because of their tunability of the band and
lattice parameters by varying the composition of Mn** ion in A' Mn B alloys, and the

tuning of magnetic properties like paramagnetic, spin — glass and antiferromagnetic by
varying externally applied magnetic field and subjected to thermal energy and thirdly the
formation of Bound Magnetic Polaron (BMP) by the exchange interaction between the
localized magnetic moments of Mn** ion and the conduction / valence band electrons.
Moreover, these DMS structures have been proven to have high spin efficiency as
measured by magnetic tunnelling and electroluminescence. The first narrow or zero gap
materials that were studied experimentally was HgMnTe which revealed unusual
transport and optical properties and the first of wide gap materials studied was CdMnTe
and the studies of these wide gap crystals have been initiated by Komarov et.al and Gaj
et.al. The reason for choosing Mn rather than other transition metal elements for the
substitution of group II element is because of its high miscibility with the A"B"" host
without much affecting substantially the crystallographic quality of the resulting material.
In the case of CdixMnxTe, the zinc — blende structure of the parent CdTe survives for ‘x’
as high as 0.77. This can be attributed to the fact that the 3d orbitals of Mn are exactly
half filled which act as a completely filled shell as in the case of 4d'* shell in Cd atom and
all five spins are parallel and it would require considerable energy to add an electron with
opposite spin to the Mn atom. Moreover Mn** provides the spin polarized carriers only
and does not give electrons or holes because it is electrically neutral and it possesses a

relatively larger magnetic moment (s=5/2) due to the characteristic of a half filled d shell.
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The lattice parameters of all DMS ternary alloys obey Vegard’s law very closely and it is

given for any composition of ‘x” by a=(1-x)a,,*xa,, ., where, a,,, and a are

Mn-V Mn-VI

lattice parameters of the binary constituents. The energy gap of all A Mn B alloys are

temperature and composition dependent and they are all the direct gap semiconductors

like their A"TBY! parent materials.

1.1. Exchange interaction in wide gap DMS

In view of spintronic applications, the crucial parameter that characterizes ferromagnetic
materials is the degree of spin polarization of band carriers. The sp — d exchange
interaction influences physical phenomena which involve electrons in the conduction and
valence bands (e.g. magneto transport, interband magneto — optics), exciton levels (e.g.,
Faraday rotation) and impurity levels (e.g., Bound Magnetic Polaron, Giant
magnetoresistance, metal — semiconductor transition). In nonmagnetic semiconductor, the
Landau level structure of an electron which contains all the information required to
describe the semiconductor can be denoted by the appropriate Hamiltonian Ho. When
DMS alloy is formed, its band structure will be modified by this sp-d exchange
interaction which can be described by adding the Kondo — like exchange term Hexc to the

original Hamiltonian Ho. Therefore the total Hamiltonian Hr can be written as

H,=H,+H_ =H,=H;+2 J™4(r-R,)S,.6, where, S; and & are the spin operators for the
R;

Mn*" ion and for the band electrons or holes respectively. J®¢ is the electron — ion
exchange coupling constant and r and R; denote the coordinates of the band electron and
of the Mn** ion respectively. The summation sign denotes over the lattice sites occupied
by the Mn** ions. Since the electronic wavefunction is spatially extended, the probability

for the electrons to include large number of Mn?" ions within its Bohr orbit at any time is

3
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more so that one can make use of molecular field approximation by replacing S; by the
thermal average <S;>, which is qualitatively related to the magnetization of the system
when the magnetic field is applied along z direction. Because of the electronic
wavefunction spans a large number of lattice sites, the exchange interaction can be
expressed in terms of virtual crystal approximation by replacing J®¢ (r-R;) by xJ%4 (1-R),
where, R denotes the coordinate of every site of fcc cation sublattice, with the summation

now carried out over all R. With these assumptions Hexc can be expressed as

H,.=o, <SZ> xY J?(r-R).In the dilute limit, i.e. when the concentration of Mn*" is small
R

(x < 0.01), the Mn** spins can be regarded as isolated, i.e non interacting Mn?" ions. The
thermal average of < S, > is related to the magnetization of the material is therefore

described by the Brillouin function and can be written as
M=-xN; gy, Hg <Sz>= XNy gy Mp S By [gMn“’BS B/ kBT]

where, < S;> is the average spin per Mn site, No is the number of cations per unit volume,
B is the applied magnetic field, S= 5/2 for Mn?* ion, kg is the Boltzmann constant and T
is the temperature. Bs is the standard Brillouin function and is given by

- -
25t h2S lX-2_ISCOth2iS' For DMS of arbitrary ‘x’, the magnetization M

cot
28 28

B, (x)=

cannot be expressed by the standard Brillouin function because of the antiferromagnetic
interaction between the nearest neighbour Mn?* ions rather it is expressed using modified
Brillouin function incorporating semi phenomenological fitting parameters like So and To

for which the numerical values can be taken from the work reported by Gaj et.al.

M= X N; 8y By Sy B, [gunltsS B/ kT, ], where, Xerr represents the existence of

effective concentration of Mn** ions after considering antiferromagnetic interactions
between them, So therefore carries the information on the spatial distribution of the ions

and Ty expresses an influence of more distant neighbours. In wide band gap materials like
4
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Cdi-xMnyTe, because of its large effective mass m’, the magnetic splitting due to Hexc is
much greater than the Landau splitting predicted by ordinary sp band theory. Hexc can be
diagonalized in the bases appropriate for the respective bands (i.e. ['s conduction or I's

valence). For these two cases, Hexc leads to the matices,

3B 0 0 O

3A 0 0 B 0 0

<\|’r6 H,. \|’r6>=H 0 3A > <\|’rx H,. \|’rx>= 0 0 -B 0
0O 0 O -3B

where, A=éN0ax<Sz>, B=%NOBX<SZ>and oNo = 220meV, BNy = -880meV.

The positive and negative value of a and B respectively are based on the two processes
which contribute to the exchange interaction between the band electrons or holes and the
3d° electrons of the Mn*" ions:

(i) The 1/r type potential exchange interaction between the band (s or p) and the d
electrons align the spin of the electron parallel to the spin of the Mn?" ion which is
referred to as a ferromagnetic interaction and makes a positive contribution to the
exchange constant.

(ii) The contribution due to the hybridization of the 3d° levels with the p band electrons at
the T" point, where the s — d hybridization is forbidden by symmetry, leads to the
antiferromagnetic interaction which makes a very strong negative contribution to the
exchange constant which is much greater in magnitude than the potential contribution
described above.

The low dimensionality is achieved by confinement, where the electrons are
restricted from moving freely in all three directions. Squeezing one side of a 3-D plane
until it is no thicker than one electron wavelength traps electron in a 2-D plane in which
the density of states (DOS) gets quantized. Electrons are not really confined to any kind

5
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of physical barriers rather it is confined artificially by sandwiching a smaller band gap
semiconducing material between the two larger band gap materials and the electrons are
trapped inside the smaller bandgap materials if the barrier layer is sufficiently thick.
Many interesting and intriguing physical phenomena occurs when a narrow strip sliced
from one of the plane to form 1-D Quantum Well Wire (QWW) and further dicing up a
1-D wire to form 0-D Quantum Dot (QD) . Reducing the number of dimensions in this
manner one can make the electrons to behave in a more atom like manner. As the
dimension of the system scales down from 3D — 2D — 1D — 0D, corresponding DOS
also gets modified.

One of the most important development in DMS is the successful preparation of
Low dimensional DMS superlattices and multiple quantum well structures by Molecualr
Beam Epitaxy (MBE) because of the existence of strong exchange interaction in these
quasi — low dimensional quantum structures as occurs in bulk DMS. The first high quality
superlattices were prepared using Cdi.Mn,Te/ Cdi.yMnyTe.

Since the carriers are localized near magnetic impurities, it can strongly affect the
magnetic properties of DMS with the possibility of spin — dependent tuning of the
confining potential by magnetic field and the application of a perpendicular magnetic
field also influences the strong correlations between the electrons / holes. The donor and
acceptor type impurities play central role in determining the physical properties of these
semiconductors. The acceptor impurities in barrier material which can be controlled by
magnetic field, influence to a large extent the optical properties near the fundamental
absorption edge in p —type structures in bulk and Quantum Well (QW) materials.

In the present report, an attempt has been made towards the theoretical
investigation on how the reduction of dimensionality influences the electronic states of

two holes / electrons confined in a CdTe / CdixMnyxTe and their Coulomb interaction and

6
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also the spin polaronic shift due to the acceptor/donor BMP under the external

perturbation like magnetic field.

1.2.  Outline of the Report

The present report contains 6 chapters. The importance of accounting the
correlation between the two holes in the spatially extended wavefunction when they are
confined in a Semimagnetic Quantum Well Wire is discussed in detail in section I of
Chapter 2. Section II presents the influence of the nature of the different confining
potential along different directions of the confinement in QWW on the binding energy of
the acceptor and donor impurities. The comparison has been made between the acceptor
binding energy with accounting constant effective mass and directional dependent
effective mass.

The study on the mutual Coulomb interactions of the electrons / holes in the dot is
very much essential for the controlled electron/hole tunnelling to amplify the current.
Such a study on the Coulomb interaction of the two correlated holes in a Semimagnetic
Quantum Dot under the effect of the geometry of the dot and spatially varying dielectric
screening is discussed in Chapter 3.

The modified density of states of DQW from 2D to 0D due to the formation of
Landau levels under the influence of high magnetic field has induced the present author to
consider the Coulomb interaction between the impurities and also to study its tunnelling
properties in these systems. The triangular potential well could be the better
approximation for modelling quantum mechanical effects in Metal Oxide Semiconductor
(MOS) structures, for explaining the optical properties of the organic molecules and also
in studying pyramid — shaped quantum confined systems easily obtained by etching of

semiconductor surfaces. Therefore it shows some pronounced effects on the

7
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acceptor/donor impurity energy levels and the BMP when they are confined in such shape
of the QW. Hence, Chapter 4 is dedicated to such investigation of acceptor and donor
impurities confined in a Semimagnetic Double Quantum Well (SDQW) and TQW
(STQW).

Chapter 5 discusses the Helium like impurity in some low dimensional systems
like QW, QWW and QD under the effect of externally applied magnetic field.

Chapter 6 summarises the research findings that have been discussed in all the

chapters from 2 to 5.
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Chapter
2

COULOMB INTERACTION OF DOUBLE ACCEPTORS IN

SEMIMAGNETIC QUANTUM WELL WIRE

Ever since the progress in semiconductor nanotechnology, such as Molecular Beam
Epitaxy (MBE), Chemical lithography and etching were developed, it has been made
possible to fabricate a wide variety of Low - Dimensional Semiconductor Nanostructures
like Quantum Well Wires (QWW), Nanowires and Carbon Nanotubes with well
controlled shape and composition to achieve the high carrier mobility [1]. Use of Diluted
Magnetic Semiconductors (DMS) in such QWW has opened the doors for the researchers
to break through entirely a new set of challenges which had been intimidating in the field
of spintronics, since the physical nature of impurity energy levels associated with QWW
made of DMS materials can be greatly controlled by the application of external magnetic
field which manifest themselves into fascinating phenomena like Bound Magnetic
Polaron [2], Giant Zeeman Splitting [3] at the band edges, Magneto optical
[4-5] and Magneto transport [6-7].The shape of the confining potential and the impurity
position along these structures mainly determine the spatial confinement of the
wavefucntion in these QWW and thereby number of studies concerning QWW with
rectangular [8], Parabolic [9], V-groove [10] and triangular [11] cross sections have been
carried out. Moreover, these 1D systems provide the fantabulous space for the study of

Coulomb interaction effects in many body problems because the reduced degree of
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freedom for the carriers make qualitative changes in the role of interactions which leads
to spin — charge separation [12], charge fractionalization [13] and Wigner crystallization
[14]. Many researchers have put their considerable effort to investigate the electron —
electron and hole — hole interaction under various confining potentials both in
nonmagnetic [15-19]] and in Semimangetic [20] Semiconducting systems. However, in
spite of theoretical activities on the hydrogenic acceptor impurity in DMS Nanostructures
[21-24], the studies of impurity states concerning two holes are very few [25-28].
Therefore it necessitates to investigate the Coulomb interaction between the two holes

confined in a Semimagnetic QWW (SQWW) made of CdTe/Cd_Mn Te which is

discussed in section 2.1 of this Chapter. The effect of the nature of confining potential on

the impurity states (acceptor and donor) in SQWW is treated separately in section 2.2.

2.1. Effective Correlation of Two Holes in a Semimagnetic Quantum

Wire: Influence of Shape of the Confining Potential on Coulomb

Interaction

In this section, the hole — hole interaction (En) has been considered in a
CdTe/Cd, Mn Te Semimagnetic Quantum Well Wire (SQWW). The influence of the

shape of the confining potential like square well and parabolic well type on the binding
energy of an acceptor impurity with two holes and their Coulomb interaction between
them has been studied for various impurity locations. Magnetic field has been used as a
probe to understand the carrier- carrier correlation in such Quasi 1- Dimensional QWW
since it alters the strength of the confining potential tremendously. In order to show the
significance of the correlation between the two holes, the calculations have been done

with and without including the correlation effect in the ground state wavefunction of the

10
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hyderogenic acceptor impurity and the results have been compared. The expectation value
of the Hamiltonian, H, is minimized variationaly in the effective mass approximation

through which Enn has been obtained.

2.1.1. Theoretical Formalism
The Hamiltonian of the two holes bound to an acceptor impurity inside the SQWW made
of CdTe/Cd,_Mn Tein the effective mass approximation in the presence of applied

magnetic field along the direction of growth axis (z-axis) is written as

2
2 2.1
H,, ==(V}-V2) =22 (b ) WV, 03) + Vi) +7 L, L) + L)+ B @D
1702

where, z = 2, since it is treated as a helium like impurity and y = ho. / 2R* (o — cyclotron

frequency) is the parameter of the strength of the magnetic field and y = 1 corresponds to

~1131Tesla; r =./p;+z , r =./p +z. is the mean distance of the parent acceptor
1 p 2 pz p p

atom and the carriers attached to it.
The profile of both the square and parabolic confining potential Vg for the carriers is

given as,

7 SGEE <L/2
Vg = ML (pipl) X[yl x2]slya|<  barabolic
Vo X[ |yi]-|x2]s]ly2|> L/2 (2.2)
0 X1 ]y x| ]ya] < L72
VB = — Square
5 { 0 Xyl [xalslya|> L/2 q

Here, L is the size of the QWW and V(=30% AE,", where, AE.> is the band gap

difference with magnetic field and is given by [26]

Cy
B_Ap0|nexp” -l .
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Chapter 2 Coulomb interaction in Semimagnetic QWW

and because of which, the strength of the confinement potential is rapidly reduced and

results in the modifications of electrical and optical properties. 1= exp[ayo] , Where, o is
a parameter (0=0.5) and Y as the critical magnetic field. AE,® and AE,’ are the band gap

difference with and without magnetic field respectively. The band gap of the material is

given by E; (CdixMnyTe) = 1606 + 1587x (meV). The critical magnetic field Yo depends

upon the composition of magnetic impurity. This critical field (in Tesla) for various
compositions can be obtained using the formula By = Az exp [nx], where, A2 =-0.57 and
n=16.706.

The approximate ground state energy for confined acceptor impurity with two holes has
been calculated using the variational method. The envelop function f (z) is considered for

both square and parabolic confining potentials as,

¢ (x1.¥1,%2.¥2) = Cos[agx;]Cos[oy; ] Cos[agx, ] Cos[agy, ]
— Square (2.4)

= B x1Ty1) oBs (x2ty2)
§, (x1.Y1.%2.¥2) = B, e e

1 1
-Eap (xf +yf ) -Eap (xé +yé )
(I)W(XDYI X2 ’YZ) =€ ¢

— Parabolic (2.5)
Bp (x4 +YI)e'Bp (x2ty2)

¢, (x1.y1.X2.¥,) =B, e

where, o,=(m_E /#*)", B,=(m,(V,-E,)/#*)"; a =ho, B =(m,(V,-E, )r*)".

Es and E, are the lowest subband energy for square and parabolic potentials respectively.
Es, Ep and the constants Bs, B, are obtained by choosing the proper boundary conditions.
The trial wavefunction of the ground state of the two holes bound to an acceptor impurity

1s chosen as

12



Chapter 2 Coulomb interaction in Semimagnetic QWW

‘rl T

(XlaYUXDYz)e-k > |X1|a|Y1|a|X2|a|Y2|SL/2

W

— With Correlation

b, Guvixaye T Lyl 212

Y (X,5Y15X5,¥,) =Npp (2.6)

M1 T,)

¢W(X1aY1’X2’Y2)e > |X1|’|YI|’|X2|’|Y2|SL/2

— Without Correlation

M oy 12

d)b (Xl >Y1:X25Y) ) c

where, Nny is the normalization constant and A is the variational parameter.
The expectation value of H is minimized with respect to A and the hole — hole interaction

energy is obtained as follows:

h -5

H = (W0y1%50y,) [Hi w0y, %50y5) )5 E, = <\v(x1,y1,xz,y2) V(X1,Y,:X5,Y,) > (2.7)

The binding energy of the acceptor impurity with two holes in the presence of magnetic

field is found by solving the Schrodinger equation variationally and is given by

Ep=2Eg, +7 '<H>mm (2.8)

2.1.2. Results and Discussion

2.1.2.1. Hole - Hole interaction in a Square Well Confinement

The results for the variation of two - hole binding energy of the acceptor impurity and the
Coulomb interaction between them which are confined in a semimagnetic QWW with
square band offset in various applied magnetic fields (y = 0, y = 0.04, y = 0.06) by
neglecting the correlation between the two holes (Case I) in the chosen wavefuntion as
given in Eqn (2.6) are presented in fig.2.1a and 2.1b. The solid lines represent the results

for the On Centre (OC; Zi=0) acceptor impurity and the dotted lines show for On Edge
13



Chapter 2 Coulomb interaction in Semimagnetic QWW

(OE; Zi=L/2) acceptor impurity. One observes a fall in binding energy and interaction
energy when a magnetic field is applied. The possible explanation for this fall of binding
energy and the interaction with the applied magnetic field may be due to the reduction of
the  potential  barrier  (142meV, 66meV  and 29meV  for y=0,
v = 0.04, y = 0.06 respectively which confines the interacting carriers (holes) and thereby
the impurity energy levels become shallower which causes the tunnelling of the carriers

through the barrier Cd_Mn Te.

Without Correlation Square Confinement 100 \Without Correlation Square Confinement

50 %
45p — )y =0 _ sof | —@r=0
2 10f —— (i) y =0.04 E Zg ) Gid) — (i) y =0.04
g5 — (i)Y =0.06 | T ¢ — (iii) y =0.06
) 2, o0
2ol g 40
£ g 30 Z=0%
525 g
274
£ 2] My g
£ Mgy, £ sheeeennnn. (@)
R 15 iy 8 Pfeecaaiiiiieeeeed..,.,
i " o [ ceee,, e IP)' -----------
Witaaggy,, = sp el (et
10p gy [ I
— 4 o YT eeeee 0]
s(2.1a) R s (2.1b) Z,=1/2
3 r r r r
50 100 150 200 250 300 350 2 00150200 20 300 350

Wire Size (A) Wire Size (&)

Figure 2.1: Variation of (a) binding energy and (b) interaction energy of the two holes
bound to an acceptor impurity in a SQWW with square well type confining potential for
different impurity locations and magnetic field by neglecting the correlation between the

carriers.

This reduction in the binding and the interaction energy as a function of applied magnetic
field is clearly seen only in the narrower wire size as one can see from the figure that both
the energies converges irrespective of the applied magnetic field, when the wire size is
increased from narrow to bulk limit. Moreover, the effect of magnetic field on the binding
energy and the interaction energy is less pronounced when the impurity is placed at the

interface between the non — magnetic and semimagnetic layers i.e. for OE impurity,
14



Chapter 2 Coulomb interaction in Semimagnetic QWW

which has less binding inside the wire as compared to OC impurity. Though the impact of
magnetic field on the strength of the interaction between the two holes is small for OE
impurity case, it is not entirely negligible as one can see from the numerical value of
interaction energy which scales down as the magnetic field increases. It is surprising to
note that the strength of the Coulomb interaction between the two holes is comparatively
negligible for OE impurity. This prodigious fall of interaction energy for OE impurity
may be well understood from the fact that there is a fluctuation in the correlation of Mn*"
ions along the interface which produces the local changes in the total height of the
potential barrier formed between the non — magnetic and magnetic layers of SQWW.
Owing to this fluctuation, the carriers bound to the wire are driven closer to the interface
region. In addition to this, the non-accounting of the correlation between the two holes
which is chosen in wavefunction may also contribute to the substantial reduction in the
strength of Coulomb interaction between the two holes.

Fig. 2.2a and 2.2b depict the variation of binding energy of the acceptor impurity with
two holes and the interaction energy against the wire size in various magnetic field, when
the correlation between the two holes is accounted (case II) in the wavefunction. The
continuous lines represent the variation for OC impurity and the dotted lines for OE
impurity. It is noted from fig. 2.2a that the trend of the binding energy against wire size
for various magnetic field is as same as the trend of the binding energy in case I, but with
lower in magnitude. The contribution of the correlation between the two holes to the
binding energy is about 20 — 30% and to the Coulomb interaction is about 70 — 80%. The
reason for this reduced binding and the Coulomb interaction can be explained through the
kinetic energy and the potential energy variation of the carriers for both with and without

including the correlation which has been compared in fig. 2.3. Despite an increase in the

15



Chapter 2 Coulomb interaction in Semimagnetic QWW

kinetic energy of the carriers is observed for the case I, a large difference in the potential

energy variation between the two cases is also noticed.

40 12.0
Wit_h Correlation Square Confinement s With Correlation Square Confinement
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Figure 2.2: Variation of (a) binding energy and (b) interaction energy of the two holes
bound to an acceptor impurity in a SQWW with square well type confining potential for

different impurity locations and magnetic field by accounting the correlation between the

carriers.
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Figure 2.3: Comparison between the Case I and Case II by plotting kinetic energy and the

potential energy variation against wire size for y = 0.
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The calculated potential energy is more negative for the case I compared to the case 11
which means that the carriers are strongly attached to the parent acceptor atom only when
the correlation effect is ignored. Therefore the binding energy of the carriers will become
very less when the correlation effect is taken into account between the two holes. It is also
noted from fig. 2.2a that the fall of binding energy with respect to magnetic field is not as
rapid as the fall of binding energy observed in the case I as one can compare the
numerical values of the binding energy in both the cases from fig. 2.1a and 2.2a.

It is interesting to note the increase of Coulomb interaction between the two holes as the
wire size is shrunk towards the narrower region and it attains the maximum around the
wire size of 80A and beyond which it starts to fall again which is contrary to the case I
where no such turnover is noticed against the wire size. It clearly indicates that the wire
of size 50A makes the carriers to interact more with each other when the correlation is not
considered between them. But, for Case II, a wire of size 80A is needed for carriers to
repel each other to a greater extent. Indeed, the applied magnetic field shows its
prominent effect by suppressing the amplitude of the peak observed for the interaction
energy at around 80A. The effect of magnetic field on the binding of the carriers inside
the QWW for OE impurity is not much appealing as expected. But, by comparing the
results of Coulomb interaction for both the impurities from fig. 2.2b, it is noted that the
effect of impurity location is not very significant on the Coulomb interaction between the
two holes as the strength of the interaction is consistently maintained for smaller wire
size, when the impurity moves from the center to the edge of the wire which reflects the
importance of correlation dependence of the Coulomb interaction between the two holes.
2.1.2.2. Hole - Hole interaction in a Parabolic Well Confinement

The obtained results for both the binding energy and the interaction energy of the two
holes as a function of wire size are plotted in fig. 2.4a and 2.4b for the QWW with

17
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parabolic confinement. It is observed from the results that both the binding energy and the
interaction energy are much larger in the parabolic confinement than in the square well
confinement and it is again clear from the fig. 2.4a and 2.4b that both the energies
decrease as the wire size increases as expected. When the applied magnetic field is
increased (y = 0.06) near to the critical magnetic field (y = 0.075), a turnover is seen in the

binding energy against the wire size.
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Figure 2.4: Carriers in Parabolic type confining potential. Variation of (a) binding energy

and (b) interaction energy of the two holes bound to an acceptor impurity in a SQWW for

various magnetic field by neglecting the correlation between the carriers.

The reason for this turnover may be attributed to the fact that the confining potential
realized by the carriers is substantially reduced because of the applied magnetic field as
discussed in section 3.1. Therefore, the wire of size S0A does not favor for the larger

confinement of the carriers inside the QWW for y = 0.06 as in the case of zero (y = 0) and

lower magnetic field (y = 0.04), since there is a finite probability for the carriers to tunnel
through the barrier when they are bound to the wire with reported size. The mutual
repulsion between the two holes is raised at the wire of size 60A and it is noticed that this

is the optimized wire size for the carriers to repel each other to greater extent irrespective
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of the applied magnetic field. This may be due to the omission of correlation in the
wavefunction. But the inclusion of correlation in the two hole wavefucntion shows a
peculiar trend of the binding as well as the interaction energy as a function of both wire

size and applied magnetic field as shown in fig. 2.5a and 2.5b.
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Figure 2.5: Carriers in Parabolic type confining potential. Variation of (a) binding energy
and (b) interaction energy of the two holes bound to an acceptor impurity in a SQWW for

various magnetic field by including the correlation between the carriers.

With increasing magnetic field the Coulomb repulsion increases, since the two holes are
closer together. This behavior once again elucidates the importance of accounting the
correlation in the wavefunction. But, by neglecting this correlation effect one would
erroneously assume that with the applied magnetic field the Coulomb interaction between
the holes is decreased instead of concluding that it is an increasing function of applied
magnetic field. Moreover, one would clearly notice from fig. 2.5b that the interaction
energy is a decreasing function of wire size and when the wire size is increased beyond
80A, Enn is nearly a constant.

However, interestingly the wire size at which the onset of saturation of Enn occurs is

shifted to higher values of wire size when the applied magnetic field is increased from
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Y =0 to y=0.06. The results presented in fig. 2.5a astonishes as the confinement of the
carriers in the low dimensional region is very much less under such parabolic
confinement when the correlation effect is included as compared to the bulk limit. The
plots for the variation of kinetic energy, potential energy and the barrier potential against

the wire size for both the cases are presented in fig. 2.6a and 2.6b.
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Figure 2.6: Comparison between the Case I and Case II by plotting kinetic energy and the
potential energy variation against wire size for y = 0 when carriers are confined in a

parabolic potential. (a) Without including the Correlation and (b) With including the

correlation.

Even though the interaction energy between the two holes reaches a constant value as
seen from fig. 2.5b and the bulk limit may provide more space for the two holes to depart
from each other, the Coulomb interaction of both the carriers with their parent acceptor
atom is very strong as compared to the low dimensional region as shown in fig. 2.6b. This
may be due to the Gaussian nature of the wavefunction in parabolic confinement. The
reliability of these results could not be verified as there are no experimental results in
such SQWW emphasized with hole — hole interaction. But, the results have been verified
to some extent by reducing the two particle Hamiltonian to a single particle Hamiltonian

by treating the carriers as non-interacting.
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2.1.3. Concluding Remarks

An investigation of two — holes confined in a SQWW has been made under the effect of
applied magnetic field and also the impurity location. Irrespective of the nature of the
confining potential, the correlation effect contributes to a greater extent on the Coulomb
interaction between the two holes confined in a SQWW. While, in the case of parabolic
confinement, the percentage of contribution by correlation is about ~40% to the binding
energy and is about #90% to the Coulomb interaction energy for smaller wire size, in the
case of square confinement, it is about 20 — 30% and 70-80% respectively. It is not

possible to check the reliability of our results as the experimental results are not available.

21



Chapter 2 Impurity states in Semimagnetic QWW

2.2. Impurity States in CdTe/ Cd1-03Mno.3Te Quantum Well Wire: Effect

of Nature of the confining potential along in - plane directions

This section aims to discuss the donor/acceptor impurity binding energy in CdTe /
CdixMnTe QWW with square well confinement along x — direction and parabolic
confinement along y — direction under the influence of externally applied magnetic field
which has been computed using variational principle in the effective mass approximation.
The Spin Polaronic Shift has been computed for the donor impurity. The impact of
directional dependent effective mass calculated from the Luttinger parameters on the
binding energy of the heavy hole bound to an acceptor impurity has also been
investigated and compared with the results obtained for the constant effective mass used
in the envelope function. From the observed results it is understood that the influence of
the shape of the confining potential along each direction of the confinement in QWW
plays a crucial role to determine the strength of the binding of the carriers inside such
QWW and it is to be noted that the carriers can move with higher mobility when the

directional dependent effective mass is employed in the calculation.

2.2.1. Theoretical Formalism

The Hamiltonian of a hydrogenic donor/acceptor impurity in the presence of magnetic

field in CdTe/CdixMnxTe Quantum Well Wire in the effective mass approximation is

given as
2 2 2 2 2 2 2 2
H= h—*d—z +V(X)-;-'—>,<d—2 +V(y) -h—*d—z-e—+ eli L, + GZEZLZ (2.9)
2m dx 2m dy 2m dz© ¢! 2mc 8m ¢

Defining effective Bohr radius ag*= h’gy/m*e’ as unit of length, effective Rydberg

R* = &’/2gap* as unit of energy and the strength of the magnetic field parameter
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v = ho/2R* (. — cyclotron frequency and y = 1 corresponds to 30.5604Tesla for donor
impurity, 1131Tesla and 865Tesla for the acceptor impurity with constant and the
directional effective mass approaches respectively). m* is the effective mass of
electron/heavy hole in CdTe/CdixMnxTe and; ¢ is the static dielectric constant of CdTe.
V(x) and V(y) are the finite confining potentials in the x- and y-direction, respectively.

V(x) is a square well potential of height Vo and V(y) is a parabolic well potential of

%mwzyz, which are given by,
(0 J|x|<L/2
V(x)=1
V, J|x|>L/2
(2.10)
%ma)zy2 Jy|<L/2
V(y)=4
v, ,ly|>L/2

L is the width of the rectangular cross section of the wire and Vo = 70%AE"® for the
conduction band and Vo = 30%AE,® for valence band; AE,® is the band gap difference
with magnetic field and is given by Eqn (2.3) in which, the critical magnetic field By in
Tesla for different composition is given for the donor impurity as Bo = A e™ with
A =0.734 and n = 19.082 [29] which gives the best fit to the extrapolated experimentally
available critical fields.

The trial wavefunction for ground state donor/acceptor impurity in such QWW with

different confinements along two directions is given by
¥ = Ny w(x) y(y) Expl-Ar] @.11)

where,
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12
Cos[o,x] JX|<L/2 Exp[-50,y" [x|<L/2

y(x)= 3 W(y)= (2.12)
B, Exp[-B,x] ,|x|>L/2 B, Exp[-B,y] .|y|>L/2

X

Nis is the normalization constant.og Z(Zmﬂ;vES /hz)l/ 2 , Bs=(2m, (V, -Eg)/ 2 )1 /2 ,
ap=;hw , Bp=(2m; (Vo -Ep )/A*)2 )\ is the variational parameter, ‘Bs’ and ‘B, are

obtained from the continuity condition.
The binding energy of the donor / acceptor impurity in the presence of magnetic field is
found by solving the Schrodinger equation variationally and is given by

EQWW B +Ey+y-(H (2.13)

min>
2.2.1.1. Spin Polaronic effect

The modified Brillouin function [30] to invoke the exchange interaction between the
carrier and magnetic impurity in the presence of an external magnetic field B, yielding the

magnetic polaronic shift which is given by

Esp =Y4BSNo{(1] xiBsrp|1) +{2| xoBs 0| ¥2)} 19

2

2541 0284 1 Vi SBJ¥ , enpSP

Bs(yj) =g coth=5g~yj-5gc0tho5: ¥i= g KT

(2.15)

where, B - exchange coupling parameter, S is the spin of Mn?** (=5/2), and xNj is the Mn
ion concentration with No = 2.94 x 10?> cm™ and PNy = 220meV for CdMnTe. Also
gvn 72 and B is the strength of the external magnetic field, k is the Boltzmann constant

and B(y) is the modified Brillouin function.
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2.2.2. Results and Discussion

2.2.2.1. Donor Bound States in QWW

Observations have been made on the binding energy and the Spin Polaronic Shift of the
hydrogenic donor impurity confined in a QWW with square confinement along
x-direction and parabolic confinement along y-direction for the various magnetic field
(y=0,y=3, and y = 6) applied along the free direction ‘z’. It can be seen from fig. 2.7
that the donor binding energy decreases with increase in magnetic field. This is due to the
fact that the application of magnetic field reduces the confining potential barrier height

according to Eqn (2.3) thus making the donor less confined in the wire.
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Figure 2.7: Donor Binding Energy vs Wire Size for x=0.3 for various magnetic field.
This can be justified from the probability distribution function plotted in fig. 2.8 for y=0
and y=6. It can be seen from the figure that the Probability density of the electron

confined inside the wire is higher in magnitude in the absence of magnetic field than in

the presence of magnetic field.
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y=0 and L=100A y=6 and L=100A

e =
e ST T

L
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Figure 2.8: Probability distribution || of the electron in a QWW under y=0 and y=6 for
g y

wire size L=100A.

It is also observed that the binding energy decreases as the wire size increases which is an
expected one in any low dimensional system. The reliability of our results can be verified

as:

pSquare Well , for V(x,0)
ngwapproches to] D li 1
pParabolic We , for V(0,y)

B

Square / Parabolic Well
B

where, E is the donor binding energy of a Quantum Well with Square

/ Parabolic potential confinement [8, 31].

The variation of magnetic polaronic shift of the donor impurity fory=0,y=3 and y =6
is given for x=0.3 in fig. 2.9. It is noticed that there is a drastic increase in the Spin
Polaronic Shift with increase in magnetic field as there is an increase in the exchange

interaction between the magnetic ions and donor impurity.
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Figure 2.9: Spin Polaronic Shift due to the donor BMP vs Wire Size for x = 0.3 for

various magnetic field.

2.2.2.2. Acceptor Bound States in QWW

This section discussed the investigation that has been made on the binding energy of the

hydrogenic acceptor impurity confined in a QWW with square confinement along x

direction and the parabolic confinement along y direction for various applied magnetic

field (y=0,y=0.03, andy=0.06) along the free direction ‘z’ for the Mn*" ion

composition of x = 0.3. Two different effective masses are employed. (i) The values of

the effective masses of the heavy hole used in Eqn (2.9) are taken as a constant along all

the directions within each material comprising the QWW which are appropriated to the

bulk materials as defined through the bulk band structure (Called as approach I).

(i) Directional dependent effective masses (approach II) are used for the calculation

derived from the Luttinger parameters using multiband k.p model for the heavy hole

which are related to these band edge effective masses through the relations,

mLH,(Z) =(y,- 2v, )'1 along 'Z' direction

* _ 1
Mpyy oy =Y, + v,)

b

b
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The numerical values of effective masses calculated through these two approaches for

CdTe and Cdi.03Mno 3Te materials are listed as follows:

*
my, =0.60 ) . . .
* Constant effective mass approach; w, b represents the well and barrier region respectively.
m, =0.67
b
: . 1912
myy 7 =0.51 o my xy =0.19121 '
« along z direction ; in plane effective mass
m, =0.586 m =0.2677
b,z b,xy
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Figure 2.10: Variation of acceptor binding energy as a function of wire size for various
magnetic field in approach I and II. Variation shows (a) for quite a large range of the

narrow wires i.e. less than 60A and (b) for the wire size limited towards the bulk limit.

The variation of binding energy as a function of the size of the CdTe QWW which is
surrounded by Cdi.03Mno3Te barrier material for (i) constant effective mass approach and
(i1) directional dependent effective mass approach is presented in fig. 2.10. In order to
show the significant effect of the two approaches on the carrier confinement observed for
the wire size less than 30A as shown in fig. 2.10a, 2.10b for the narrow size of the QWW
less than 70A and the wire size approaching towards the bulk limit. The concept of
substantial reduction in the binding energy of the carriers and the occurrence of turnover

and the notable shift in it as a function of wire size with the applied magnetic field do
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agree well with the feature of any DMS Low dimensional system [20, 25, 26]. It is clear
from the figure that the numerical values of the binding energy calculated in approach I is
much larger than the results obtained in approach II. This is because of treating the

effective masses as isotropic in the former which are three times larger than that of the
masses taken along the confined directions myy, xy in the latter case. Since, the effective

masses are very small along the confined directions in approach II, the carriers can move
inside the QWW with higher mobility which leads to the lower binding of the carriers to
the parent acceptor atom.

It is apparent from the fig. 2.11b that the discrepancy between the two approaches is
larger for the wire size of 30A and beyond which this difference becomes less and it
reaches a saturation when the wire size approached to the bulk limit when the system is
subjected to lower magnetic field strength (y = 0.04) and for zero y . This is attributed to a
constant effective masses which are derived from the bulk band structure that has been

used along all the directions even for narrow size of the wires.

40 40
A Difference in Binding Energy for two approaches
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Figure 2.11: Difference in the acceptor binding energy between approach I and II as a
function of wire size for various magnetic field. (a) Discrepancy shown for the whole

range of the wire size and (b) shows for quite a large range of the narrow wires (< 100A).
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But for the applied magnetic field of higher strength, y = 0.06, it is observed that the
difference in the two approaches is larger only when the dimension of the QWW reaches
the bulk limit than for the narrow dimension of the wire. Moreover, it is noted from the
fig. 2.11a that the discrepancy between the two approaches decreases with the increase of
applied magnetic field.

All the above results can be justified from the probability distribution function plotted in
fig. 2.12 for y=0 and y=0.06. It can be seen from the figure that the Probability density of
the confined heavy hole inside the wire is higher in magnitude in the absence of magnetic
field and for the constant effective mass approach than in the presence of magnetic field

and for the anisotropic effective mass approach.

y=0 and L=50A v=0.06 and L=50A
(approach I)

Figure 2.12: Probability distribution “Pz‘ for heavy hole bound to an acceptor impurity

inside the QWW of size L=50A under y=0 and y=0.06 for approach I and I1.
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2.2.3. Conclusion

The study of the magnetic effect on the donor / acceptor impurity confined in such a
QWW with various confinements along two directions is important since it is possible to
investigate the various properties like magnetic excitations and other magneto optical
transitions and also to simulate and fabricate QWW of different cross sectional geometry

and confining potential according to the requirement for various device applications.
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Chapter
3

COULOMB INTERACTION OF DOUBLE ACCEPTORS IN

SEMIMAGNETIC QUANTUM DOT

3.1. Introduction

Magnetic and Semi-magnetic nanostructure systems like CdixMnxTe / CdTe Quantum
Dot (QD) is drawing considerable attention due to Spintronic applications, possibility of
realizing the optoelectronic devices and exhibiting the switch over of the system from
type — I to type — II [1]. It is well known that Coulomb interaction between acceptor states
leads to increase the significance of many body effects. The Mn concentration in
nonmagnetic Semiconductor gives rise to ferromagnetism and metallic transport.
Coulomb interaction within the QD gives rise to the phenomenon of Coulomb blockade
of transport and its influence strongly depends on the size of the QD [2]. Moreover, the
infrared spectra of acceptor-acceptor interaction in Si and Ge show a small splitting
which cannot be explained unless one considers the acceptors interaction [3]. Recently,
theoretical investigation has been carried out on the Coulomb interaction of the two holes
in a Semimagnetic Quantum Dot (SMQD) [4, 5, 6, 7] and also on the energy levels of two
holes in a non-magnetic QD with parabolic confining potential [8, 9]. But still there are
uncertainties in the nature and type of potential that exists in QD. Brey et al. [10] and Yip
[11] have demonstrated the evidences for the assumption of parabolic potential

confinement in QD which is the motivation for the present work. In this work, we
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investigate the effect of confining potential like harmonic oscillator type on the Coulomb
interaction between the acceptors and their binding energy in the presence of magnetic
field in CdixMnxTe/CdTe Spherical/Cubical Quantum Dot (SQD/CQD) and the results
have been compared with the results obtained for the case of abrupt band offset. The
spatially varying dielectric screening also has been used to see the effect of screening on
the Coulomb interaction of the two holes in such QD for Mn composition of x=0.3 using
variational principle in the effective mass approximation. In order to show the
significance of the correlation between the two holes, the calculations have been done
with and wihout including the correlation effect in the ground state wavefunction of the

acceptor impurity and the results have been compared.

3.2. Theoretical Formalism

Defining effective Bohr radius a;;= h’eo/m*e? as unit of length, effective Rydberg

R* = ¢’/2gpa,as unit of energy and the strength of the magnetic field parameter

v = hw/2R* (w: — cyclotron frequency), the Hamiltonian for the double acceptor impurity

confined in a CdTe/Cd;xMnxTe SQD /CQD is written as

202 g2 22 2
oy 2 2 L Yasin’6)  y(3sin’0y) 2

Hy, =-Vi-V3 _r_1_§+VB(r1)+VB(r2)+YLZ1 +yLg, + 1 | 1 | ‘r_l_g‘ 3.1
The parabolic and square confining potential for Cdi.«MnxTe SQD is given by,

1 * 2 2 2
Vg = Mmoo ) Il lraf < R — Parabolic

Vo [r ]2 |> R 3.2)
Vp= 0 Inl-Ir2| < R — Square

B Vo |r1|,|r2|>R
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where R is the radius of the Quantum Dot and Vo=30%AE®, where, AE,® is the band gap
difference with magnetic field and is given by Eqn (2.3).
The trial wavefunction for the ground state of double acceptor impurity in SQD / CQD

with square and parabolic confinement is given by,

Sin oy Sin asr
o2 L2 £ (f,n) =3 L2 22
£y () =g 2" g 2" wlnn) ! n
— SQD, Parabolic {; — SQD, Square (3.3)
e-Bprl e-BprZ B e-Bsrl e-Ber
fb (I'l By ) = Bp r] r2 fb (rl BY) ) s rl r2
1 2, 2,2 1 2.,..2..2
fW (Xl »¥1,21,X2,5Y2 522) :e-gap(xl +y1 +Zl )e-gap(x2 +y2 +22 )
— CQD, Parabolic
fb (Xl 5¥1521,X2,Y2522 ) = Bp e-ﬁp Gty -*—Zl)e-B p(X2 RENEY
3.4)

f (X1,Y1,21,X2,y2,22) =Cosagx  Cosa y Cosa z Cosa x, Cosa y, Cosa z,
— CQD, Square

fo (X1,Y1,21,X,Y2,27) = B, e'ﬁs (X1+Y1+Z1)e'ﬁs(xz+}’2 tz,)

where,

o, =C2mE /3n°)?, B =C2m,(V, —E,)/31*)"*; a,= ;ha) B, =Cm,(V, —E )/3n*)".

Es and E, are the lowest subband energy for square and parabolic potentials respectively.
Es, Ep and the constants Bs, B, are obtained by choosing the proper boundary conditions.
The trial wavefunction of the ground state of the two holes bound to an acceptor impurity

1s chosen as

£, e')“‘rl 'rz £, e-k (1+17)
Y(1,5) =Ny, — With Correlation ;; — Without Correlation 3.5
iy A
£, e-l‘rl -1, f, e (1 +1)

where, Nny is the normalization constant and A is the variational parameter.
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The expectation value of Hpn is minimized with respect to A and the hole - hole
interaction energy (Enn) is obtained by

H, :<\V(r1 1) [Hy| w(n.n) > —>SQD; H,;, :<\V(X1’YI’ZI’X2’§’2722) iy | W(X.Y1521X25Y2522) > —CQD
(3.6)

2
— — \V(rh rz) >_)SQD 5 Ehh :<\V(X17y1 7ZI7X27y2722)

1 -1

W(X1,Y1,21,X72,Y2-Z2) > —CQD

E,, =<\v(r1,rz)

T
Among the several dielectric screening function worked out for semiconductors, the form
given by Hermansen [12, 13, 14] has been considered for the calculation as follows:

e'(r) = g] wH(1-g; ) exp(-r/c) (3.7)
where, €o is the dielectric constant as a function of Mn composition and ‘c’ is a screening
parameter chosen to provide a good fit of the Fourier transform of Eqn (3.7).

The binding energy of the two holes in the presence of magnetic field is found by solving

the Schrodinger equation variationally and finally obtained using the Eqn (2.8.).

3.3. Results and Discussion

Fig. 3.1 presents the binding energy and the Coulomb Interaction energy of double
acceptors as a function of dot size for three different barrier height (142meV, 66meV,
29meV) corresponding to the magnetic field strength of (y = 0, 0.04, 0.06) respectively
for both SQD and CQD by including the correlation (Case II) between the two holes in
the wavefunction as given in Eqn (3.5). It can be seen from the figure that irrespective of
the geometry of the QD there is a rapid reduction in the Coulomb interaction energy as
well as the binding energy when the magnetic field (y) is increased, since the applied
magnetic field greatly alters the barrier height of the QD according to eqn.(2. 3). In both
the cases (SQD & CQD), the binding and the interaction of the two holes increases to a

maximum around 20A without applying magnetic field (y = 0) as shown in the figure.
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This is due to the effective confinement frequency scales with the inverse square of the
dot size (Q o 1/L?) and the typical interaction energy drops inversely with increasing dot
size (Vcoulomb 0 1/L), which may be due to the fact that decreasing the dot size, the
wavefunction is more squeezed in CdTe dot, leading to the stronger binding. However
beyond a certain value of dot size, the wavefunction is spread into the barrier Cdi-
MnxTe, leading to the reduced confinement of the holes in the well region. When the
strength of the magnetic field is increased towards the critical value (vanishing of Vy), the

energy maximum shifts towards the dot size of < 60A.
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Figure 3.1: Variation of binding energy and the interaction energy as a function of dot
size for SQD and CQD with square confining potential when the correlation between the

holes are considered in various applied magnetic field.

This behavior of the energy as a function of dot size (for a given magnetic field) can be

attributed by the following facts. (i) For extremely narrow dot size (~20A) the repulsive
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force between the two holes gain in strength and causes tunneling. (ii) When the dot size
is larger (20A< (R,L)< 60A), an attractive force due to the confining potential and the
magnetic field induced localization win over tunneling and tend to confine the holes
together inside CdTe dot. From the above arguments, one expects the onset of quasi
0-dimensional effects to occur when the effective Bohr radius of the hole-hole pair is
comparable to the size of the QD. The ionization energy of the double holes is larger in
SQD than in CQD as shown in fig. 3.1a and fig. 3.1c which is justified by the distribution
function of holes inside the dot as shown in fig.3.2.
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Figure 3.2: Probability distribution “Pz‘ of the holes inside the QD of size 50A for

(a) y=20, (b) y =0.06 for cubical (Blue) and Spherical (Red) Quantum Dot.

Hence, the Coulomb interaction between the holes is strongly enhanced only in dot with
cubical geometry rather than in spherical geometry. This is due to the fact that the

confinement in spherical geometry decreases the kinetic energy of the double holes thus
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leading to the enhanced binding energy. Fig. 3.3 shows the results obtained using the
spatially varying dielectric screening function (¢7(r)) as given in Eqn (3.7) and have been
compared with the results obtained for static dielectric constant (€o) inside the spherical
QD under both the square and parabolic confinement by neglecting the correlation

(Case I) between the two holes in the chosen wavefunction as given in Eqn (3.5).
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Figure 3.3: Variation of binding energy and Enn as a function of dot size for SQD with
both square and parabolic confining potential when the correlation between the holes are
ignored for various y. The results of static screening and the spatially dielectric screening

have been reported and compared.

The results have been presented for y=0 and y=0.06. The Carriers show more
interaction (an enhancement of = 20%) between them as shown in fig. 3.3c and 3.3d with
the spatially varying dielectric screening ¢ (r) rather than in static screening eo in the

absence (y = 0) as well as in the presence of magnetic field (y = 0.06) irrespective of the
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nature of the confining potential inside the QD for both types of the confining potential.
This interaction energy follows the same trend with the dot size in both the static
screening and in the spatially varying dielectric screening for y = 0 and y = 0.06. In both
the screening, the application of external magnetic field causes the Coulomb interaction
to reduce especially in the narrower dot size because of the reduced barrier height. The
effect of applied magnetic field on the Enn is negligible when the dot radius is increased
towards the bulk. Moreover, in the presence of the magnetic field a turnover occurs for
the smaller radius of QD. This turnover feature is due to the interplay between three
forces, the first being an attractive force due to the confining potential in a dot that tends
to confine the holes together, the second being the repulsive force due to the Coulomb
interaction between the hole themselves and the third being the magnetic field which
reduces the confinement and aids the repulsive forces. At a smaller QD radius, the
repulsive force gains in strength and causes tunnelling which in turn reduce the
interaction energy when the magnetic field is applied. The binding energy follows the
same trend with the dot radius in both types of screening as given in fig. 3.3a and
fig. 3.3b. The spatially varying dielectric screening causes the acceptors to be more bound
inside the QD. The externally applied magnetic field does not show any turnover effect
on the binding energy except causing the acceptors to be less bound inside the dot with
the applied magnetic field. Both the binding energy and the interaction energy is more for
the double acceptors when it is confined with parabolic type potential rather than square
type potential inside the QD. It is interesting to note from fig. 3.3a and 3.3b that there are
no bound states for the double acceptors below 60A for the applied magnetic field of
v = 0.06 in QD with Square well confinement but the bound states are available for the

QD with parabolic confinement. But, when the correlation effect is considered in the
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chosen wavefunction of the double acceptor, the bound states for the SQD with square
confinement start to appear even from the dot size of 40A as shown in fig. 3.1a and 3.1b.

The results obtained for the CQD with Square confinement by neglecting the correlation
between the two holes are presented in fig. 3.4a and 3.4b. It is noted from fig. 3.4a that
the trend of the binding energy and the interaction energy against the dot size for various
magnetic field is as same as the trend of the binding and the interaction energy in case I,
but with higher in magnitude. This may be due to the less attachment of the carriers with
their parent acceptor atom when the correlated holes are considered. Moreover,
irrespective of the applied magnetic field, the fall of binding energy in the case Il is not as

rapid as the fall in the binding energy in the case I.

Without Correlation Square Confinement 140f With Correlation Square Confinement
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Figure 3.4: Variation of binding energy and En as a function of dot size for CQD with

square confining potential when the correlation between the holes are ignored under

various applied magnetic field.

The obtained results for both the binding energy and the interaction energy of the two
holes as a function of dot size are plotted in fig. 3.5a for the CQD with parabolic
confinement. It is observed from the results that both the binding energy and the

interaction energy are much larger in the parabolic confinement than in the square well
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confinement and it is again clear from fig. 3.5 that both the energies decrease with the

increase of dot size and the applied magnetic field as expected.
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Figure 3.5: Variation of binding energy and En as a function of dot size for CQD with
paraolic confining potential under various applied magnetic field for both the inclusion

and exclusion of the correlation between the two holes.

To conclude, the Coulomb interaction of the two holes bound to an acceptor impurity in
SQD and CQD is very effective and can be controlled by the external magnetic field. This
Coulomb interaction in Semimagnetic QD is significant in the light of Coulomb blockade
of transport. Moreover, this two particle interaction can be very helpful to understand the
two particle energy spectra and the formation of Wigner crystal in low dimensional

systems llike Quantum Dot, Quantum Wire and Quantum Well.
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Chapter
4

IMPURITY STATES IN A SEMIMAGNETIC

QUANTUM WELL

A. Impurity states in a Semimagnetic Double Quantum Well

With the advantage of having Molecular Beam Epitaxy (MBE), one can easily fabricate
the Double Quantum Well (DQW) Nanostructured systems with various barrier widths or
heights. The modification of the barrier height in these DQWs made up of DMS materials
can be achieved either by adjusting the composition of the alloy used in the barrier
material or by the application of the external magnetic field [1]. The presence of a
quantised motion in the growth direction of the DQW structures has a huge impact on
their physical properties, which strongly differ from properties of narrow single quantum
wells representing a physical realisation of a quasi-2-Dimensional system. The distinctive
behaviour of DQWs becomes apparent especially when the density of states are modified
from 3D to 2D due to the formation of Landau levels in these structures under the
influence of high magnetic field which has a very profound effects on physical
phenomenon in 2D systems. Therefore the DQWs made out of DMS materials provides a
new path to explore the rich variety of phenomena through which one can investigate the
role of impurities confined in such systems to understand its electrical transport and

magneto optical properties.
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4.1. Donor States in a Semimagnetic Cd,, Mn,  Te /(Cd, Mn, Te

[«

Double Quantum Well

Our knowledge about the influence of magnetic impurity on semiconductors has been
extended to study the extensive transport properties in DMS heterostructures over the past
few decades [1-8]. Considerable attention has been focused by many researchers on the
theoretical investigation of the ground state energy of hydrogenic donor impurity in GaAs
/AlkGaixAs Single and DQW systems by accounting various effects [9-15]. Copious
literatures are available on the study of electronic and excitonic states in a DQW with
non-magnetic materials under the application of strong magnetic field [16-20]. The
magneto-optical study has been carried out by Lee et. al [21] both theoretically and
experimentally to demonstrate the interwell coupling in DQWs using DMS materials.
Detailed spectroscopic measurements and their successful theoretical interpretation [6] is
favourable for DMS to offer an appealing opportunity to elucidate how the BMP affect
transport phenomena. Therefore it becomes necessary to account this polaronic
corrections to the impurity binding energy and this has been investigated in various DMS
heterostructures by many researchers [22-26]. But this kind of study has not been touched
yet in DQW made from DMS barrier layers especially with Cdi.x\MnxTe. Hence the
present work is mainly intended for the study of electronic states of the donor impurity as

well as the influence of BMP on the impurity states in Cd,, Mn_ Te/Cd, Mn, Te

QW under the external applied magnetic field for the composition of magnetic impurity
like Mn ion of xin = 0.005 and Xou = 0.3, where Xin and Xou are the composition of Mn?*
ion in the well and the barrier regions respectively, and also for various impurity
locations. The results are computed in the effective mass approximation using variational

technique.
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4.1.1. Theoretical Formalism

4.1.1.1. Donor Binding Energy for Various Impurity Locations
The Hamiltonian of a hydrogenic donor impurity inside the DQW made up of

Cd, . Mn_ Te/Cd, tMnX Te DMS materials in the effective mass approximation in

out
the presence of magnetic field applied along the growth direction (z-axis) is written as
H:H0+Hexc (41)

2 .2

2
H,=-V’ -?+VB(Z)+yLZ+% (4.2)

The contribution from the exchange interaction between the electron and the Mn?" ion to
the Hamiltonian can be written as given in section 1.1.

Using the mean field theory with modified Brillouin function [24], the exchange
interaction between the carrier and the magnetic impurity in the presence of an external

magnetic field B can be written as

BN

Eexc = T{ (¥ ‘xinSO(xin)Bs(yl) “P>+<‘P ‘xout S (X gut)Bs (¥) “P>} (4.3)

where, By(y) is the modified Brillouin function and is given by Eqn (2.15). For the DMS
of arbitrary x, it is inevitable to choose the phenomenological fitting parameters [27] of
saturation value So (xin = 0.005) = 2.11, So (Xour = 0.3) = 0.52 and the effective temperature
Tetr=T + To with To (xin = 0.005) = 0.29 and To (Xout = 0.3) = 14.9.
The various impurity positions (z;) accounted for the study is as follows.

(i) On Centre Barrier impurity (OCB) (zi = 0)

(i1) On Edge Barrier impurity (OEB) (zi =Ly / 2)

(1i1)On Centre Well impurity (OCW) (zi=Ly/ 2 + Lw / 2)

(iv)On Edge Well impurity (OEW) (zi = Ly /2 + Ly = L¢)
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According to the scheme of fig. 4.1, the profile of the confining potential Vg (z) for the

carriers in symmetric DQW structures is given as

0 o< < (B »
Vg(2)= (4.4)
L L
vy 2] < SPand (PALy) < 7 <
Cdl'xout Mnxout Te
Cd Mn, Te Lo Cd Mn,k Te
%oyt Xout < > %oyt Xout
1 t Vo
|
Lw : Lw :
I |
<G > 1 :
1
1
Cdl"‘inlv[n"inTe : Cd,, Mn,_ Te ;
|
-L, - L% 0 L% L, Z-Growth Axis

>
Figure 4.1: Schematic view of the potential profile for a DQW

Ly is the width of the each well and Ly is the central barrier width and Vo=70% AE,®.

The approximate ground state for confined donor impurity has been calculated using the

variational method. The envelop function f (z) is considered as

, Lp Ly Lp
-B Sin[a (z+T)]+CCos[a (Z+T)] —Le<z<—T
Ly Ly
, Ly Ly Ly
BSIH[OL (Z—T)]+CCOS[OL (Z—T)] T<Z<Le
A exp[-p (z-Le¢)] 22 Le

(4.5)

Here, o=2m E/#*)”and P=(2m;(V,-E)/#*)”. The unknown constants A, B and C are

found out using the proper boundary conditions at the interfaces zi = Ly / 2 and z; = L.

The trial wavefunction of the ground state is chosen as,
y(r) =N fiz) ™
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where, N is the normalization constant and A is the variational parameter.
The lowest energy level Eo without donor impurity can be computed by solving the

transcendental equation [13]

2cos((xLW)+(u—%l)sin((wa)—(u+&)sin(och)exp(—[3Lb):0 with p=myB/ma  (4.7)

my,” and my~ are the electron effective masses in the well and barrier region respectively.
The expectation value of H is minimized with respect to A and the binding energy of the
donor impurity in the presence of magnetic field is found by solving the Schroédinger
equation variationally, and is given by,

Eg=E +7v '<H>min (4.8)

The CdTe parameters used in our calculation are &€ = 10.2; mw = 0.090. Energies for

* . ) .
electron are scaled by effective Rydberg Ro= my €* /2h*¢* and the effective Bohr radius

* *
a,, = h?e/ my'e’.

4.1.2. Results and Discussion

The estimation of < r* > i.e. the effective distance of the carrier from the parent donor
atom plays a vital role in determining the carrier localization in the nanostructured
systems. Therefore, one can examine the impact of the central barrier width and the
external magnetic field on the behaviour of hydrogenic donor impurity confined inside
the DQW through the observation of < r* >. To start with, the variation of the binding
energy of a donor impurity confined in a CdixinMnxinTe / Cdi-xoutMnxouTe DQW and the
< r? > as a function of central barrier width for the Mn composition of xi» = 0.005 and
Xout = 0.3 without the application of magnetic field has been calculated and is presented in

section 4.1.2.1. The effect has been analysed for the two well widths (i) Lw = 50A (quasi
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2D region) and (ii) Lw = 300A (almost bulk region) for various impurity positions. The
first observation we have made is, irrespective of the well widths, applied magnetic field
and the impurity positions, when the barrier width is limited to zero (i.e.) Ly — 0A, we
reproduce the Eg of the single quantum well which is available in the literature [28] as a
limiting case. On the other hand, when the width of the central barrier between the two
wells is as large as the bulk value, the symmetric wells are completely decoupled and it
makes the donor impurity to behave in a single isolated quantum well. Therefore, it is
apparent from this observation that the interwell coupling is possible only for the narrow
barrier width which should be in the limit 0A < L, < 100A which can be seen from
fig. 4.2a showing a saturation value of Eg for L, > 100A. The behaviour of the donor
impurity with the central barrier width can be understood for various impurity locations in
the presence and in the absence of the magnetic field as follows:

4.1.2.1. DQW under zero applied magnetic field (y = 0)

This section discusses the variation of binding energy of the donor impurity when the
system is not subjected to the perturbation due to the external magnetic field.

On Centre Barrier Impurity (OCB)

A clear inspection of fig. 4.2a indicates that the binding energy decreases as Ly, increases,
when the impurity resides at the centre of the central barrier. This is because of the
increased < r* > for larger Ly which makes the donor atom and the carrier to be weekly
coupled due to the reduction in Coulomb interaction (fig. 4.2b). The inset in the fig. 4.2b

gives variation of < r*> for OEB, OCW and OEW impurities in different scale.
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Figure 4.2: Variation of (a) binding energy and (b) <r*> against barrier width for lower
well dimension Ly = 50A without the application of magnetic field (y =0) for the Mn

concentration of x = 0.3. Graphs have been plotted against various impurity locations (z).

On Edge Barrier Impurity (OEB)

In the case of OEB impurity, the effect of the central barrier width is almost negligible
upto particular barrier width which can be clearly seen from the figure that the binding
energy of OEB impurity coincides with the binding energy of OCB impurity. But when
the barrier width crosses the particular value of Ly~ 100A, the onset of bulk limit, Ep
behaves differently which is discussed subsequently. Initially binding energy decreases as
Ly increases and thereafter it starts increasing again and reaches a saturation. This can be
understood that when the barrier width increases in between the two wells, the < r> >

increases and results in the reduction of Coulomb interaction between the carrier impurity
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and the parent donor atom. But after reaching the critical barrier width of Ly ~ 100A, the
carrier confinement is limited in the DQW and makes the donor atom and carrier to be
closed to each other and thereby increasing their Coulomb interaction which results in
larger binding energy in that region.

On Centre Well (OCW) and On Edge Well (OEW) Impurity

Unlike the other two impurity locations discussed earlier, the binding energy for OCW
and OEW impurities follow the same trend and these two impurity locations are found to
favour for the tunnelling of the carriers through the central barrier layer, which can also
be interpreted that the interwell coupling becomes stronger for these two impurity
locations as in the case of non-magnetic DQW [13]. It is worth noticing that the gradual
and smooth increase of binding energy occurs upto L, = 100A but beyond that it becomes
saturated. This can be understood in terms of interwell coupling i.e. when the barrier
width is reduced below the critical value, there is a finite probability for the carriers to
tunnel through the central barrier layer. But, when the barrier width is increased beyond
the critical value, it starts to squeeze the impurity wavefuntion more and the carrier is
localized only within the isolated well space of 50A and eventually reduces the degree of
freedom of the carrier to move through the entire DQW. Because of this, the distance
between the donor atom and the carrier is rapidly decreased which leads to the strong
Coulomb interaction between them and it is almost constant for all the barrier widths
beyond Ly> 100A.

The computed results of the binding energy and < r? > against barrier width for
Lw = 300A are displayed in fig. 4.3a and 4.3b. It is very clear from the figure that the
binding energy for all the impurity positions exhibit a similar behaviour with smaller well

width like Ly = 50A with the following exception.
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Figure 4.3: Variation of (a) binding energy and (b) <r>> against barrier width for larger
well dimension Ly = 300A without the application of magnetic field (y =0) for the Mn ion

concentration of x = 0.3. Graphs have been plotted against various impurity locations (z).

The shift in the binding occurs towards smaller barrier width of Ly ~ 50A when compared
with Ly ~ 100A as discussed in the earlier case at which the saturation in the binding
energy is observed. This can be substantiated with the fact that once the well width is
increased towards the bulk value, the DQW starts to behave like two isolated quantum
wells irrespective of the barrier width which is increased beyond 50A.

4.1.2.2. DQW under applied Magnetic field (y =3, 5 and 6)

As reported in Ref. [21], one can investigate the interwell coupling in a DQW and its
relation to barrier parameters through the magneto absorption study under the effect of
magnetic field. Therefore, in order to understand the transitions of carriers involving both

symmetric and antisymmetric states in diluted magnetic DQW systems, it is inevitable to
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make a comparative study on the carrier behaviour at various impurity locations under the
applied magnetic field. Hence this section is mainly addressed for such discussion. It is
well known that the applied magnetic field tremendously reduces (Eqn (2.3)) the potential
barrier height (333meV, 67.7meV, 19.4meV and 8.4meV corresponding to y =0, 3, 5 and
6 respectively) in which the carrier has been confined. When analysing the effect of
applied magnetic field, one observes that an increase of the strength of magnetic field
beyond y = 5 (~150Tesla) results in the complete delocalization of the carriers confined
inside the DQW structures which has been studied for all the impurity locations. For the
strength of magnetic field y > 5, the unbound states are formed above the potential barrier
height instead of bound states inside the well. Therefore, this fact eliminates the need to
discuss the results for y > 6.

On Centre Barrier Impurity (OCB)

Fig. 4.4 presents the variation of binding energy and < r* > for the OCB impurity as a
function of central barrier width for Ly = 50A It is seen from fig. 4.4a that, when the
barrier width is limited to zero, L, — 0A, the binding energy decreases as the strength of
the magnetic field increases. This can be understood from the fact that when the central
barrier vanishes, the two QWs effectively becomes the SQW of width Lsqw = 2Lpow and
exhibits the same characteristic behavior ascribed to the SQW under the external
magnetic field. An interesting influence of magnetic field upon the confinement of the
carrier relies on the rapid increase of binding energy when vy increases for Ly > 0A, even
though the barrier height is reduced due to the applied magnetic field as one can justify
from the probability distribution for the impurity located at the centre of the barrier as

shown in fig. 4.5 (Ia, Ib and IIa, 1Ib).
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Figure 4.4: Variation of (a) binding energy and (b) <r*> against barrier width for lower
well dimension Ly = 50A with the application of magnetic field (y =3, 5 and 6) for the

Mn ion concentration of x = 0.3. Graphs have been plotted for OCB impurity.
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Figure 4.5: Probability density ‘\pz‘ of the donor placed at OCB for various dimensions

of the barrier and well under y = 0 and y = 5 for Mn ion concentration of x=0.3.

The mechanism by which the magnetic field gives rise to the strong localization of the

carrier when it resides at OCB is the strong exchange interaction between the spin of
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confined carriers and the spins of localized Mn?" ions. As a result, there is an existence of
ferromagnetic clouds around the singly occupied electronic states which enhances the
binding energy and shrinks the localization radius of localized electrons. When the well
width is increased beyond the effective Bohr radius towards the bulk, the binding energy
associated with all y converges to the same value when the barrier width approaches the

bulk limit as one can see from fig. 4.6a.
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Figure 4.6: Variation of (a) binding energy and (b) <r>> against barrier width for larger
well dimension Ly = 300A with the application of magnetic field (y =3, 5 and 6) for the

Mn ion concentration of x = 0.3. Graphs have been plotted for OCB impurity.

On Centre Well Impurity (OCW)
When the Impurity is at OCW, the reduction in the barrier height causes the < r* > larger

and results in very weak Coulomb interaction between the carrier and the parent donor
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atom thereby reducing the binding energy with respect to the applied magnetic field as

shown in fig. 4.7a & 4.7b.
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Figure 4.7: Variation of (a) binding energy and (b) <r*> against barrier width for lower
well dimension Ly = 50A with the application of magnetic field (y =3, 5 and 6) for the

Mn ion concentration of x = 0.3. Graphs have been plotted for OCW impurity.

Moreover the binding energy increases as the barrier width increases. This is due to the
fact that for the thinner barrier, a greater fraction of the wavefunction starts to penetrate

into the central barrier which can be seen from fig.4.8 (Ia, Ib and Ila, IIb) giving

‘\pz‘against Ly. When the barrier becomes thick, then the DQW structure effectively

becomes two decoupled SQWs and the properties associated with the applied magnetic
field becomes the same as that of the SQW thereby one can see the increased binding

energy in that region.
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Figure 4.8: Probability density ‘\yz‘ of the donor placed at OCW for various dimensions

of the barrier and well under y = 0 and y = 5 for Mn ion concentration of x=0.3.

When the well width is increased towards the bulk value, there is no much appreciable
effect of magnetic field on the binding energy has been noticed (fig. 4.9a) which can be
understood from the variation of < r* > as shown in fig. 4.9b. Though the effect due to
spin polaronic shift is perceptible for smaller well width of Ly, = 50A as given in the inset
of fig.4.7a, the overall effect on the binding does not alter the trend without considering
the spin polaronic shift. But the effect due to spin polaronic shift as given in the inset of
fig. 4.9a shows the reverse effect on the trend of the donor binding without considering
the polaronic correction as there is no much effect on the exchange energy when the

magnetic field is applied as can be seen from the inset of fig. 4.9a.
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Figure 4.9: Variation of (a) binding energy and (b) <r>> against barrier width for larger
well dimension Ly = 300A with the application of magnetic field (y =3, 5 and 6) for the

Mn ion concentration of x = 0.3. Graphs have been plotted for OCW impurity.

On Edge Barrier (OEB) and On Edge Well (OEW) Impurity

When the donor impurity is placed at the interface between the two magnetic
semiconducting layers for a given smaller width like Ly =50A, it experiences a striking
effect with respect to magnetic field which contradicts to other two impurity locations
like OCB, OCW. There is a drastic increase of the binding energy with respect to
magnetic field for OEW impurity as shown in fig. 4.10a when the barrier width is limited
to zero in contrast to the situation for non — magnetic wells [29]. This result can be
justified from the interpretation given by S.Lee et.al [21] and Mukesh Jain [30] as

follows:
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Figure 4.10: Variation of binding energy against barrier width for lower well dimension
Lw = 50A with and without the application of magnetic field (y = 0, 3, 5 and 6) for the Mn

ion concentration of x = 0.3. Graphs have been plotted for (a) OEW and (b) OEB

impurity.

There is a possibility of finding less number of antiferromagnetically paired Mn?* ions
along the interface of the heterostructure, which can effectively contribute to a larger
<S> (i.e.) the thermal average of the spin of the contributing ions. Therefore, the
magnetization of the material becomes larger since these ions can easily be aligned in the
external magnetic field. Hence it can show its influence to the full extent with the carrier
through a strong exchange interaction when it resides at the well interface. The results of
fig. 4.10a can be justified from the probability distribution for the carrier plotted in

fig. 4.11(Ia, Ib and IIa, IIb).
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Figure 4.11: Probability density ‘\pz‘ of the donor placed at OEW for various dimensions

of the barrier and well under y = 0 and y = 5 for Mn ion concentration of x=0.3.

But the applied magnetic field shows the reverse effect on the carrier confinement when
the impurity is placed at OEB even though this is the interface between the two magnetic
semiconducting layers as this exhibits the behaviour of the donor binding in a SQW
including BMP effect (fig. 4.10b). The influence of magnetic field is predominant for the
larger well width since it drastically alters the binding energy as shown in fig. 4.12a and
4.12b. The substantiated argument is given to this point through the understanding of the
behaviour of the carriers in two isolated quantum wells in this bulk limit which does not

favour the tunnelling phenomena to occur.
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Figure 4.12: Variation of binding energy against barrier width for larger well dimension
Lw = 300A with and without the application of magnetic field (y =0, 3, 5 and 6) for the

Mn ion concentration of x = 0.3. Graphs have been plotted for (a) OEB and (b) OEW

impurity.

4.1.3. Conclusion

This work presents a comprehensive description of the theoretical investigation on the

magnetic field induced interwell coupling in a in a Cd,, Mn_ Te/Cd, Mn,

m

Te
out

DQW materials in which the carrier has been confined. To sum up, the above results
presented clearly demonstrate that without the application of magnetic field, the binding
energy increases as the impurity position goes from OCB and reaches a maximum value
when it is at OCW and starts to decrease when it resides at well interface. But once the
magnetic field is applied, it favours the interwell coupling by allowing the penetration of
the impurity wavefunction via central barrier thereby it reduces the binding energy for

OCW impurity and shift the binding energy to higher value for all other impurity

locations. These conclusions are further confirmed from the fig. 4.13 which represents
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how the binding energy varies with the various impurity locations for various barrier

dimensions.
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Figure 4.13: Variation of Binding energy as a function of impurity position is plotted for
DQW with a well width of 50A. The solid and dashed lines are corresponding to y =0

and y=>5 respectively. The square and triangle symbols represents L, = 100A and

Ly = 300A respectively.

The calculations devoted to the polaronic effects may be helpful to understand how the
transport properties of the confined carriers are indirectly altered by the applied external
magnetic field. It is very clear from the available literatures that no much effort has been
dedicated for such a study exhibited by the DQWs with DMS. Hence this work may give
an understanding of the transport properties accounting the BMP effect associated with
the electrons confined in a diluted magnetic DQW systems which can be exploited in

various optoelectronic and spintronic devices.
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4.2. Bound Magnetic Polaron in a Semimagnetic Double Quantum Well

Many theoretical investigations [23, 24, 31, 32] on the energy levels of Bound Magnetic
Polaron do already exist. However, no such investigations have been made to study the
effect of BMP on the energy levels especially in a DQW with respect to the impurity
position as a function of various combinations of the composition of Mn*"ion in the well
(xin) and the barrier (Xout) of DMS materials in such a way that the difference between the
two composition (Xou — Xin = X) 1S same. The present study attempts for such an

investigation in Cd,  Mn_ Te/Cd, Mn, Te DQW with and without the application

of magnetic field for the resultant composition of x = 0.1 as a function of central barrier
width and the impurity positions.
The various combinations (C;i) of xin and Xou in such a way that the difference between

Xout aNd Xin 18 0.1 (Xout - Xin = X = 0.1) accounted for the study are as follows:

Clzxin: 0.005, Xout™ 0.1

szxin:0.01,xout:0.1 (4.9)
C3:Xin: O'I’Xout: 0.2

C4 Xo = 0.2, Xout ™ 0.3

4.2.1. Results and Discussion
The Fig. 4.14a, 4.14b, 4.14c and 4.14d corresponding to OCB, OEB, OCW and OEW
impurity locations shows the variation of Spin Polaronic Shift (SPS) against the central

barrier width ina Cd,, Mn_ Te/Cd,, Mn_Z Te DQW for various combinations of Xin
in in out out

and Xou in such a way that the difference between Xout and Xin 1S 0.1 (Xout - Xin = x =0.1). It
is noted from the figure that the trend of the variation of SPS with the barrier width is as

same as the trend of the variation of binding energy of the donor impurity with the

64



Chapter 4 BMP in Semimagnetic DQW

barrier width of the DQW wunder zero magnetic field (y = 0) as discussed in

section 4.1.2.1.

Spin Polaronic Shift (meV)
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Figure 4.14: Variation of SPS against the barrier width for different combinations C; of
concentration of Mn?" for composition of x = 0.1 (Xout -Xin=Ci) in a DQW with well width
of Ly = 50A for (a) OCB, (b) OEB, (¢) OCW and (d) OEW impurities without the

application of magnetic field (y = 0).

An attempt has been made on how the exchange interaction between the Mn*" ions and
the confined carrier in a DQW is affected by the composition of the magnetic impurity
ion (xin and Xou) Which are varied simultaneously as given in Eqn (4.9) both in the well
and in the barrier material. For all the impurity locations, the SPS increases with the
increase of the composition of Mn** ion except for the combination (C4) of xin = 0.2 and
Xout = 0.3. This is because, when the concentration of Mn?* ion in both well and barrier

increases, the exchange interaction between the magnetic moment of the Mn** ions and
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the spin of the localized carrier also increases which results in larger shift in the polaronic
energy. This may be justified as follows: When the concentration of Mn?" ions is low ,
x < 0.005, the interaction between the magnetic moments of the Mn*" ions is very low
[21]. Hence, all the Mn*" ions can contribute to the total magnetic moment with the
average spin per magnetic ions <S;>.But when x increases beyond 0.005, spins of nearest
neighbour cancels out due to the antiferromagnetic interaction between the Mn** ions

which reduces the number of ions contributing to the total magnetic moment. Eventually

only an effective concentration x of Mn?" ions which is always less than x contributes to

the total magnetic moment. From the results reported in [21], one can understand that the

X increases upto x = 0.2 and then starts to decrease when x increases beyond 0.3. It is
because of this fact one gets lower SPS for the combination of Mn?" ions which involves
Xout = 0.3. When the barrier width is limited to zero (L, — 0), the rate of increase of the
shift with respect to the increase of the concentration of Mn?" ions as in Eqn (4.9) is high,
only when the impurity is at OCB and OEB when compared to the other two impurity
locations. This is due to the fact that the DQW effectively becomes the Single Quantum
Well (SQW) as Ly, — 0 and it exhibits the characteristic behaviour ascribed to the SQW.
However, when the barrier width starts to increase in between the two wells, the rate of
increase of SPS is high, only for the OCW impurity compared to all the other impurity
locations as shown in Fig 4.14c.

The results of SPS against barrier width is presented in Fig. 4.15 for Ly = 300A. It is seen
from the figure that the effect on SPS due to the variation of the concentration of Mn?*
ion for any combinations (C; : Xout — Xin) is predominant only for the lower well width of

Lw=50A rather than for the well width approaching the bulk value like Ly=300A.
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Figure 4.15: Variation of SPS against the barrier width for different combinations C; of
concentration of Mn?" for composition of x = 0.1 (Xout -Xin=Ci) in a DQW with a well
width of Ly = 300A for (a) OCB, (b) OCW impurities without the application of

magnetic field.

The variation of the SPS against the barrier width for all the combinations of composition
of Mn?" ions and for all the impurity locations under the external applied magnetic field is
given in Fig. 4.16. It is well known that the applied magnetic field tremendously reduces
the confining potential (111. 09meV, 7.865meV for y = 0 and y = 0.15 respectively) in
which the carrier has been confined. When the external magnetic field is applied, the

exchange interaction between the Mn”>* ions and the carrier is enhanced thereby
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increasing the shift largely as one can see from the numerical values of SPS for both y =0

and y = 0.15 from the respective figures.
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Figure 4.16: Variation of SPS against the barrier width for different combinations C; of
Mn** composition of x = 0.1 in a DQW with Ly, = 50A for (a) OCB, (b) OEB, (¢) OCW

and (d) OEW impurities with the application of magnetic field (y = 0.15).

The trend of the variation of SPS with the barrier width under the applied magnetic field
is same for all the impurity locations except for OCB impurity with respect to different
combinations of Mn** ions as shown in Fig. 4.16. In the case of OCB impurity as given in
Fig. 4.16a, when the combinations of C; and Cz are considered, the SPS increases as the
barrier width increases and one observes the reverse trend for the combinations of C3 and
C4. This is because when the barrier width increases, the coupling between the two QWs

is reduced which causes the carrier to interact with the Mn®" ions presented in the well
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material alone. Therefore, only for the combination for which x;, < 0.01 alone shows its
influence to the maximum extent with the carrier, thereby increasing the shift. But when
the width of the central barrier becomes thin, the maximum of SPS is observed only for
the combinations of C3 and C4 which is due to the strong alignment of the spins of Mn**
ions with the applied magnetic field. It is also worth to note from the Fig.4.16d that the
SPS is maximum for OEW impurity as compared to all other impurity locations for the
combination of C; and Cs. This is because there is a possibility of finding lesser number
of antiferromagnetically paired Mn** ions along the interface of DQW, which can
effectively contribute to a larger <Sz>. Therefore, the magnetization of the material

becomes larger since these ions can easily be aligned in the external magnetic field.

4.2.2. Conclusion

The calculation of the SPS due to the formation of BMP with and without the application
of external magnetic field in DQW for various impurity locations and for the different
combinations of the concentration of Mn** ions in the well and the barrier DMS materials
giving rise to x = 0.1 has been made. From our investigation it has been observed that
even though the Mn** concentration x = 0.1 (Xout — Xin = 0.1) determines the effective
confining potential well of the DQW, the SPS is different and depends on the
concentration of Mn?" ion in the well (xin) and in the barrier (Xou). The large spin —
splitting of energy levels due to the sp-d exchange interaction in such DMS materials
corresponds to the far — infrared (FIR) region of the spectrum which causes the possibility
of a tunable coherent circularly polarized FIR emitter and for the resonant tunnelling
devices using superlattices involving wide — gap DMS for which our study may throw

some light.
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4.3. Acceptor Bound States in a Semimagnetic CdTe /Cdi-xMnxTe

Double Quantum Well under Magnetic Field

The case of p-type materials requires a special attention because of the complex influence
of the exchange interaction on the fourfold degenerate acceptor states. The quantum
confinement of the valence band holes in a square quantum well was first considered by
Nedorezov [33] and a proper theoretical interpretation for the acceptor centre in DMS
was given in [34-36].The effect of the magnetic field and the exchange interaction on the
acceptor states is weaker in wide gap semiconductors like CdixMnsTe because of the
high effective masses of the holes which leads to the smaller Landau splitting and the
higher shallow acceptor binding energy. The influence of the external magnetic field on
the energy levels of acceptor states was treated by Mycielski and Rigaux [37] using
perturbation approach at small magnetic fields and by Myecielski and Mycielski [38],
Gawron and Mycielski [39] when the Landau splitting of the valence band is much
greater than the acceptor binding energy at the quantum limit. Gawron [40] investigated
the energy levels of acceptors by incorporating the exchange interaction into the I's
valence band effective — mass Hamiltonian and used the spherical tensor operators and
the reduced matrix element technique [41] in order to solve the eigenvalue problem
variationally. Very few literatures are available on the acceptor impurities in DMS [40-
42]. The purpose of the present work is to deal with the acceptor impurity at various
impurity locations in a DQW made up of Semimagnetic materials like CdTe/ Cdi.xMnxTe
under the influence of magnetic field by solving the Schrodinger equation variationally in

the effective mass approximation.

70



Chapter 4 Acceptor States in Semimagnetic DQW

According to the scheme of fig. 4.17, the profile of the confined potential Vg (z) for the

carriers in symmetric DQW structures is given as

0 o<y < by
Vp(2)= . . (4.10)
Vo 7 < Tband (7b+LW) <7 < o

Ly is the width of the each well and Ly is the central barrier width and Vo=30% AE®,

where, AE,? is given by Eqn (2.3).
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Figure 4.17: Schematic view of the potential profile of the valence band in DQW.

4.3.1. Results and Discussion

The theoretical calculations of the acceptor binding energy against the central barrier
width for various impurity locations in the absence of applied magnetic field is presented
in fig. 4.18. The results are analysed for the two well widths (i) Lw = 50A (quasi 2D
region) and (ii) Lw= 300A (almost bulk region). In the absence of magnetic field, there is
no net exchange interaction of the magnetic ions with a hole due to the randomness in the
spin alignment of these ions. Therefore, the results shown in fig. 4.18a and 4.18b are then

similar to those obtained with the non-magnetic semiconductors like GaAs/Gai.xAlxAs.

71



Chapter 4 Acceptor States in Semimagnetic DQW

Lw = 50A y=0 —— (i) OCB Lw = 3004 =0 — (i) OCB {80
8ol o .
x=0.3 @) (ii) OEB <=03 (i) OEB |
o} (iii) OCW] (iii) OCW
Z o} (iv) OEW (iv) OEW ] 60 ’E“
g
& 450 =
% sof &
g o
é 40 140 £
2 5l {0 &
E < E
2 0} i {20 =
nof iy S
o}4.182) 4.18b) 1°

-300 -250 -200 -150 -100 -50 O 50 100 150 200 250 300 -300 -250 -200 -150 -100 -50 O 50 100 150 200 250 300

L " Barrier Width (A)
Barrier width (A)

Figure 4.18: Variation of binding energy against barrier width for (a) lower well
dimension of Ly = 50A and (b) larger well dimension of Ly = 300A without the
application of magnetic field (y =0) for the Mn*" ion concentration of x = 0.3. Graphs

have been plotted against various impurity locations (Z;)

The justification for the behaviour followed by the binding energy of the impurity
situated at various impurity locations like OCB, OEB, OCW and OEW can be referred
from the results demonstrated by N. Raigoza, A. L. Morales et al. [13] except for the
order of magnitude due to the changes in the material parameters. The reliability of our
results lies in the reproduction of the results of single quantum well when the central
barrier width is limited to zero [42]. Because of the influence of the exchange interaction
on the four — fold degenerate acceptor states in the presence of applied magnetic field,
there is a decrease in the acceptor binding energy and also the concentration of holes
thermally activated to the valence band increases with the magnetic field [37]. It is well
known that the applied magnetic field tremendously reduces the potential barrier height
(142.83meV, 85.53meV and 29.1meV corresponding to y = 0, 0.03 and 0.06 respectively)
according to the equation given by Eqn (2.3) in which the carrier has been confined. This

leads to a change over from type — I to the type-II band alignment at the critical magnetic
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field and beyond which the hole and the negative ion exist in the CdixMnxTe and in CdTe
region respectively which in turn will strongly affect the optical properties of the system.
With respect to all the impurity positions, it is also found that the dependence of binding
energy on the central barrier width follows the same trend for all the values of magnetic
field as in the case of y = 0.

Fig. 4.19 shows the variation of binding energy for the OCB impurity as a function of the
central barrier width for the well width of Lw=50A and L, =300A under the influence of
applied magnetic field and the inset in the fig. 4.19a gives variation of binding energy of
the acceptor impurity in different scale. Moreover, the inset in the fig.4.19a shows that the
influence of magnetic field on the binding energy is strong only when the barrier is
thinner but when the barrier width approaches the bulk limit, the binding energy
associated with all y converges to the same value. For the higher well width like
Lw = 300A, the binding energy follows the same trend to that of Ly = 50A but less in
magnitude Fig. 4.19b. It is seen from the same figure that the binding energy increases as

the barrier width increases.
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Figure 4.19: Variation of binding energy against width of the central barrier with the
application of magnetic field. Results have been plotted in for (a) lower well width of
Lw = 50A and (b) higher well width of Ly, = 300A with Mn** ion concentration of x = 0.3

for OCB impurity.
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This is due to the fact that when the barrier width is very narrow, there is a possibility of
the hole to penetrate the barrier layer thereby reducing the binding energy. When the
barrier becomes thick, the DQW effectively becomes the two decoupled SQWs and it
exhibit the magnetic properties associated with the SQW which result in increased
binding energy in that region. The binding energy decreases as a function of magnetic
field when the impurity is situated at the centre of the well region for the smaller well
width Ly = 50A (fig. 4.20a) and there is no appreciable effect of magnetic field on the
binding energy when the well width is increased towards the bulk value i.e Ly = 300A
(fig. 4.20b). It is seen from the same figures that the binding energy increases as the
barrier width increases. This is due to the fact that when the barrier width is very narrow,
there is a possibility of the hole to penetrate the barrier layer thereby reducing the binding
energy. When the barrier becomes thick, the DQW effectively becomes the two
decoupled SQWs and it exhibit the magnetic properties associated with the SQW which

result in increased binding energy in that region.
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Figure 4.20: Variation of binding energy against width of the central barrier with the
application of magnetic field. Results have been plotted in for (a) lower well width of
Lw = 50A and (b) higher well width of Ly = 300A with Mn ion concentration of x = 0.3

for OCW impurity.
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It is worth noticing from the fig. 4.21 that when the impurity resides at the interface
between non-magnetic and magnetic semiconducting layer, the binding energy increases
with the applied magnetic field which is in contrast to OCW impurity. The effective
concentration of the Mn** ions along the interface is very large and it can easily be
aligned in the external magnetic field which results in larger magnetization of the
material. Therefore, the exchange interaction of the Mn*" ion with the carrier becomes
very strong and it increases the binding energy of the impurity when it resides at the well
interface. The same trend is obeyed by the binding energy at OEW compared to other

impurity locations when the central barrier width is limited zero as shown in fig.4.21b and

4.21d.
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Figure 4.21: Variation of binding energy against width of the central barrier with the
application of magnetic field. Results have been plotted for lower well width of Ly = 50A
for (a) OEB and (b) OEW as well as for higher well width of Ly, = 300A for (¢) OEB and

(d) OEW with Mn?" ion concentration of x = 0.3.
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These results can be justified from the probability distribution ‘wz‘ of holes as shown in

fig. 4.22 for the above mentioned impurity locations with and without magnetic field.
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Figure 4.22: Probability density ‘\pz‘ of the acceptor impurity placed at various impurity

locations for various dimensions of the barrier and well under y = 0 and y =0.06 for Mn*"

1on concentration of x=0.3.
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4.3.2. Conclusion

The acceptor impurity is highly localized only when it is situated at the centre of the
DQW both in the absence and presence of magnetic field. The magnetic field reduces the
confinement for the OCW impurity by reducing the potential barrier height and allowing
the interwell coupling between the two Quantum Wells. But, it shows the reverse effect
for all other impurity locations due to the strong exchange interaction of Mn** ions with
hole. This gives the insight for extending the investigation on the acceptor impurity
considering its complex nature of the valence band splitting in the presence of magnetic

field.
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B. Impurity states in a Semimagnetic Triangular Quantum Well

With the advantage of Molecular Beam Epitaxy (MBE), one can easily fabricate the QW
systems with graded confining potential of different shapes like parabolic [43] and
triangular [44] instead of abrupt band offset like rectangular QW [24]. Among them,
Triangular Quantum Well (TQW) structures have attracted much attention in recent years
because of their unique properties of quantum energy levels which is used for modelling
Metal- Oxide Semiconductor structures which has been widely studied by many
researchers [45-51]. An abundance of experimental [36] and theoretical [32, 52]
investigations exists on both the acceptor and donor BMP in bulk DMS and the Quantum
wells made of DMS materials with square confinement [23, 31]. Though lot of research
works have been devoted to the study of impurity states in a Semimagnetic Quantum
Well with square band — offset, studies of impurity states and the BMP associated with it
in a Semimagnetic Triangular Quantum Well (STQW) are conspicuously missing. Hence,
considerable attention has to be given on this field for theoretical research and practical
applications since combining the DMS materials with the triangular shaped confining

potential may be viable for spintronic applications.
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4.4. Magnetic field Driven Bound Magnetic Polaron with Compostional

Effect in Semimagnetic Triangular Quantum Well

The strength of the coupling between the sp- band electrons and the d-electrons of Mn**
ions are precisely determined by the effective concentration of the Mn?* ions present in
these DMS materials. However studies on the effect of BMP on the energy levels with
respect to the various combinations of the composition of Mn?" ions in the well (xin) and
in the barrier (Xou) of DMS materials are conspicuously missing at lower
dimensionalities. In the present communication, an attempt has been made to investigate
the binding energy of the donor impurity and the Spin Polaronic Shift (SPS) due to the
formation of BMP with and without the application of magnetic field as a function of

different combinations of the composition of Mn** ions in the well Cd,, Mn_ Te and

m

in the barrier Cd,, Mn, Te of Semimagnetic Triangular Quantum Well (STQW) in
lxoth X out g g

ou

such a way that the difference between the two composition (Xout — Xin = x = 0.1, 0.2) is

same.

4.4.1. Theoretical Formalism

The Hamiltonian of a hydrogenic donor impurity inside the STQW made of

Cd,. Mn_ Te/Cd, tMnX Te DMS materials in the effective mass approximation in

out
the presence of applied magnetic field along the direction of growth axis (z-axis) is
written as in Eqn (4.2). The scheme of the BMP in STQW is shown in fig. 4.23 for which
the profile of the confining potential Vg (z) for the carriers in symmetric TQW structures

is given as
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VO‘Z‘ -b<z<b
Ve ()1, (4.11)
VO ,Z|>b

Here, L = 2b is the width of the well and Vo=70% AE,®, where, AE:® is the band gap
difference with magnetic field and is given by Eqn (2.3) for which the parameters has

been defined in section 2.2.1.
The various combinations (C;i) of xin and Xou in such a way that the difference between

Xout and Xin 18 0.1 and 0.2 (Xout - Xin = X =0.1, 0.2) accounted for the study is as follows:

x=20.1 x =0.2
Clzxinzo,xoutzo.l CI:XiHIO,XOUtIO.Z
szxinzo.Ol,xoutIO.l szxin:0.005,xout:0.2
Cyix, =0.0,x ,, =02 Cyix, =0.02,x =02 (4.12)
C42Xin=0.2,xout=0.3 C4:xin:0.1,xout:0,3

The approximate ground state energy for confined donor impurity has been calculated

using the variational method. The envelop function f(z) is considered as [45],

¢, HED) .
B % 1/3 B % 1/3
2m_V, bE 2m__ 'V, bE
c2Ai W2 0 -Z- 0 +C3Bi W2 0 -2-70 , -b<z<0
bh Vo bh Vo
-l L i (4.13)
(=) B " 1/3 ] " 1/3
2m_ 'V, bE 2m__ 'V, bE
C4Ai W2 0 z- OJ +c5Bi W2 O] [Z-OJ , 0<z<b
bh Vv bh V,
0 0
g PED) e

where, B = ZmE [(Vo -Eo ])1/ 2and Ailz], Bi[z] are Airy functions, Eo is the energy of the

lowest conduction band. The constants ci, c2, ¢3, ¢4 and cs and Eo are obtained by

choosing the proper boundary conditions.

The trial wavefunction of the ground state is chosen as given in Eqn (4.6) and the

expectation value of H is minimized with respect to A and the binding energy of the donor
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Chapter 4 Donor States in Semimagnetic TQW

impurity in the presence of magnetic field is found by solving the Schrodinger equation
variationally using Eqn (4.8). The Spin Polaronic shift is calculated using Eqn (4.3) for

various combinations of the composition of Mn** ion as given in Eqn (4.12).

Cdy_y, Mn, Te Cd,

‘ Mn?* spin

Z- growth Axis

b cdy_, Mn, Te P

Figure 4.23: Formation of Bound Magnetic Polaron (BMP) in a Semimagnetic

Triangular Quantum Well (STQW).

4.4.2. Results and Discussion

4.4.2.1. Binding Energy of the donor impurity ina STQW

The results for the variation of binding energy of the donor impurity confined in a

lllll

various combinations of Mn?" ion in the well and in the barrier materials for the resultant
composition Xout — Xin = X = 0.1 without the application of magnetic field. The figure
clearly shows that the donor binding energy increases as the well width decreases from
the bulk towards the low dimensional region and it attains the maximum when the size of
the well is shrunk to the effective Bohr Radius (=14 meV) and below which it starts to
fall again which is the well-known characteristic behavior of any low dimensional
structures approaching towards strictly 2 Dimensional [24, 26, 31]. The carrier

confinement in a STQW is being much affected by the composition of the magnetic
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Chapter 4 Donor States in Semimagnetic TQW

impurity ion (Xin and Xour) Which are varied simultaneously as given in Eqn (4.12) both in

the well and in the barrier material.

28
Y=0 —(1) xin:O, Xout:()'l

2% (ii) x;, = 0.01, x ;¢ = 0.1
o (i) x;,, = 0.1, x4 = 0.2
[}
;i,z4 (iv) X4, = 0.2, x5, = 0.3
=11
)
S 2
o0
g
T
g
M 20

"l4.24)

100 200 300 400 500 600 700

Well Width (A)

Figure 4.24: Variation of Binding Energy against the well width for different
combinations of concentration of Mn?** for composition of x = 0.1 (Xeut -Xin=x = 0.1) in a

STQW without the application of magnetic field (y = 0).

This can be clearly seen from the figure that the binding energy increases as Xin and Xout
increases simultaneously. This can be understood on the basis of the following qualitative
argument: when the composition of magnetic impurity ion (Mn?") increases
simultaneously there is a possibility for the electrons to have exchange interaction with
the large number of magnetic moments of the Mn** ions within its orbit since the electron
wavefunction is a spatially extended one. Therefore the probability for the spin of the
electron being strongly polarized and trapped in the field created by the average magnetic
moments of Mn** ions is very high which leads to the larger confinement of the carrier in
such STQW. When the external magnetic field of strength y = 0.05 and y = 0.1 is applied,
the binding energy gets decreased as shown in fig. 4.25. This is because, the applied

magnetic field tremendously reduces the confining potential (100.8meV, 68.27meV,
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36.56meV for y = 0,y= 0.05 and y= 0.1 respectively) in which the carrier has been
confined and thereby the impurity energy levels become shallower which causes the

tunneling of the carrier through the barrier material Cd,, Mn_ Te.
out t

ou

26 22
y=0.05 — (i) Xjn = 0, Xy = 0.1 ly=0.1 — () x5, =0,x

out = 0-1

(i) xj, = 0.01, x4, = 0.1

(ii) x, = 0.01, x ;¢ = 0.1

=

N}
N
T

— (iii) xj, = 0.1, x5, = 0.2 — (iii) X, = 0.1, x5y = 0.2

(iv) x;, = 0.2, Xout = 03 2 (iv) x;, = 0.2, Xout = 03

Binding Energy (meV)
N
Binding Energy (meV)

(4:252)
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(4.25b)
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Well Width (&) Well Width (A)
Figure 4.25: Variation of Binding Energy against the well width for different

combinations of concentration of Mn?** for composition of x = 0.1 (Xeut -Xin=x = 0.1) in a

STQW with the application of magnetic field (a) y = 0.05 and (b) y = 0.1.

A shift in the maximum of binding energy is seen conspicuously in the low dimensional
region when the magnetic field of strength y = 0.1 is applied which is again the well-
known feature of any Semimagnetic Nanostructured Systems under the application of
magnetic field. It is noted from the figure that the variation of binding energy with the
well width for y = 0.1 is not as rapid as the variation observed for y = 0 and y = 0.05 and
the same is the case with the various combinations of Mn** ion as well. The fact lies
behind this trend of the binding energy is very clear as the strength of the applied
magnetic field y = 0.1 is very nearer to the critical magnetic field (=y = 0.16) at which the
barrier vanishes completely (Vo= 0.08meV) and the QW almost vanishes which leads the
carriers to become free as in the bulk system. Moreover the binding energy for all the
values of y converges when the well width is increased towards the bulk limit as one can

see from the numerical values of the binding energy for various Y.
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Figure 4.26: Variation of Binding Energy against the well width for different
combinations of concentration of Mn?** for composition of x = 0.2 (Xeut -Xin=x = 0.2) in a
STQW with and without the application of magnetic field (a) y =0, (b) y=0.2, (¢) y=0.4

and (d) y=0.6.

The graphs for binding energy of the donor impurity for the resultant composition of
Mn** ion x = 0.2 are plotted in fig. 4.26 with and without the application of magnetic field
for various combinations of Xin and Xout (Xout — Xin = X = 0.2) as given in Eqn (4.12). It is
apparent from the said figure that the trend of the binding energy with the Mn*" ion
composition of x = 0.2 is as same as the trend seen for x = 0.1 but with the larger
magnitude in binding energy. The reason for this behavior may be given as the potential
barrier height is directly proportional to the composition of Mn** ion substituted into the
host lattice which makes the impurity energy levels to become deeper thereby leads to the

larger confinement of the carrier inside the well.
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4.4.2.2. Spin Polaronic Shift (SPS) due to BMP in STQW
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Figure 4.27: Variation of Spin Polaronic Shift against the well width for different
combinations of concentration of Mn?>* for composition of x = 0.1 (Xeut -Xin=x = 0.1) in a
STQW with and without the application of magnetic field (a) y = 0, (b) y = 0.05 and

(©)y=0.1.

The SPS as a function of well width and various combinations of Xin and Xout
(Xout — Xin = x = 0.1) is presented in fig. 4.27 for the cases with and without the application
of magnetic field. The figure shows the increase of SPS, once the composition of Mn?*"
ion Xin and Xou increases simultaneously and when the carrier is subjected to the external
applied magnetic field also. The behavior attributed to this increase of SPS for various
combinations of Mn*" ion is as same as the reason stated earlier for the binding energy
variation. All the spins of the Mn?" ions and the carrier are in random directions in the

absence of magnetic field. Hence, they cannot contribute to the net magnetic moment
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with the average spin per magnetic ion i.e.< S;> = 0. Once the magnetic field is applied
all the spins align parallel to the applied magnetic field which results in magnetic ordering

in the semiconducting lattice.
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Figure 4.28: Variation of Spin Polaronic Shift against the well width for different
combinations of concentration of Mn** for composition of x = 0.1 (Xeut -Xin=x = 0.2) in a
STQW with and without the application of magnetic field (a) y =0, (b) y=0.2, (¢) y=0.4

and (d) y=0.6.

Hence the exchange interaction between the Mn?* ions and the carrier is greatly enhanced
thereby increasing the shift largely as one can see from the numerical results of SPS
reported in fig. 4.27b and 5c for y = 0.05 and y = 0.1. When Mn?" ions substituted with
higher concentration like x = 0.2, the trend of the variation of SPS is as same as in the
case with x = 0.1 except for the lower in numerical value as displayed in fig. 4.28. This
can be justified from the fact that when the concentration of Mn?" ions is low, x < 0.005,

the interaction between the magnetic moments of the Mn?" ions is very low [21]. Hence,
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all the Mn?* ions can contribute to the total magnetic moment with the average spin per
magnetic ions <S,>. But when x increases beyond 0.005, spins of nearest neighbour
cancels out due to the antiferromagnetic interaction between the Mn** ions which reduces

the number of ions contributing to the total magnetic moment. Eventually, only an

effective concentration x of Mn?* jons which is always less than x contributes to the total
magnetic moment. It is evident from the results reported by Gaj et.al. [27] that the
numerical value of the spin of Mn*" ion is not at all consistently maintained as 5/2 rather
it decreases because of the interaction between the nearest neighbour Mn”>* ions is
antiferromagnetic in nature which has been included in the SPS calculation through the

semi phenomenological fitting parameters So and To as given in Eqn (4.3).

4.4.3. Conclusion

The effect of various combinations of the composition of Mn?" ions on the bound states
of STQW and also on the properties of BMP have been investigated. It is found that the
ground state binding energy and the SPS depends only on the density of the magnetic ions

separately concentrated in the well Cd, Mn_ Te and in the barrier Cd, tMnX tTe of

STQW even though the effective concentration is same (Xout — Xin = X = 0.1, 0.2). A
counterintuitive behaviour is observed for the ground state binding energy and the SPS
when the effective concentration of Mn?* ion is increased from x = 0.1 to x = 0.2 under
different magnetic field strength. Since the TQW is mainly used to model the Metal —
Oxide Semiconductor (MOS) Devices, the present study may be useful in spin based
MOS structures where the properties of the spin can be exploited to device an ultrahigh
density non-volatile memory and reconfigurable logic devices based on novel spintronic

concepts.
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4.5. Acceptor Bound Magnetic Polaron in a Semimagnetic Triangular

Quantum Well

In this work, we investigate to what extent the confinement of the heavy and light holes
(hh and 1h) bound to an acceptor impurity gets affected when it is confined in a STQW

made of Cd,, Mn_ Te/Cd, Mn, Te with composition of Mn*" ion x = 0.2 with

out
Xin = 0.1 and X0 = 0.3 and its impact on the shift in the polaronic energy under the
external applied magnetic field. Using the mean field theory with modified Brillouin
function function, the exchange interaction between the carrier and magnetic impurity
which causes the Spin Polaronic Shift (SPS) in the presence of an external magnetic field

B can be written as

Fexe = %BNO {<T‘ XmSO(x]_n)Bs(yl) “{%—<T ‘ X ot SO(X) Bs(yz) ‘ﬂ } (19

Here, g=3, 1 for heavy hole of spin 3/2 and light hole of spin '4 respectively.

4.5.1. Results and Discussion

The results for the variation of binding energy of the heavy hole (hh) and light hole (1h)

bound to an acceptor impurity confined in a Cd,, Mn_ Te/Cd, Mn, Te TQW as a

function of well width are reported in fig. 4.29a for the resultant composition of Mn** ion
X = 0.2 (Xout — xin = x) with and without the application of magnetic field. The results
apparently shows that the hh is tightly bound inside the well rather than the lh. This may
be due to the fact that the effective mass of the hh is about six times larger than the lh
effective mass. Moreover, the smaller band — offset created in the valence band during the
formation of heterostructure between CdTe/CdMnTe may lead to the less number of lh
states as compared to the hh states. For each kind of the carrier i.e hh and lh, the

semimagnetic barrier height vanishes completely and the quantum size effects are
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suppressed for different values of critical magnetic field (y = 0.014, y = 0.15 for hh and lh
respectively). With reference to the aforesaid values of the critical magnetic field, all the
calculations for hh have been carried out under the applied magnetic field of strength

v = 0.004, 0.008, 0.01 and for the lh subjected to the magnetic field of strength y = 0.05,
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Figure 4.29: Variation of (a) Binding Energy, (b) Spin Polaronic Shift of the acceptor
impurity as a function of well width for various magnetic fields with Mn** ion
concentration of x = 0.2. Solid line shows the variation for heavy hole and dashed line

shows for light hole.

The binding energy decreases as a function of applied magnetic field for both type of
holes which is a well-known and unique feature of the CdMnTe QW. The reason for this

behavior may be attributed as: the applied magnetic field tremendously reduces the

Semimagnetic potential barrier created by the band — offset (30%AE§) as given in

Eqn (2.3). It is conspicuous from the figure that the turnover in the binding energy with
respect to the well width is seen only for the lh states rather than for hh states. This
remarkable feature of the lh may be understood as follows: because of the larger
difference in the effective masses between these two carriers, there is a possibility for the
envelop function ascribed to the lh to penetrate into the semimagnetic barrier even at a

well width of L = 50A which is the promising well width for hh where it finds the
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maximum localization inside the well. But one can find from the figure that there is a
noticeable shift in the turnover of the binding energy towards higher well width when the
applied magnetic field approaches the critical value. This can be understood that the QW
will have bound states associated with the lh, only from the well width of L = 80A
because the applied magnetic field drastically reduces the potential barrier. When the well
width is reduced below this value, the changes in the total height of the barrier with
magnetic impurity leads the envelope function of the lh to penetrate into the barrier
material. The veracity of our results can be checked by the limiting case of L — oo, when
the well width approaches the bulk value, the binding energy Ep approaches towards 1R”
for 1s state (81.34meV, 24.54meV for hh and lh respectively). The peculiar feature of the
magnetic semiconductor is the motion of Bloch hole bound to an acceptor impurity across
the magnetic ions present in the semiconducting lattice and thus polarizing the spin of the
magnetic ions present within its hydrogenic orbit which leads to the formation of BMP.
This creates the magnetic potential and has a pronounced effects on the hole states due to
the larger value of Nof3 =®-880meV and the smaller value of the band — offset.

Fig. 4.29b depicts the variation of SPS as a function of well width for both heavy and lhs
bound to an acceptor impurity inside a STQW with the application of external magnetic
field for the Mn*" composition of x = 0.2 (Xout - Xin = X). Two interesting aspects that
should be pointed out from these figures are: (i) The SPS is very much larger for the lh as
compared with the hh which is juxtaposition to the binding energy case. This can be
understood that the Bohr radius of hydrogenic orbit associated with the lh in CdMnTe
QW is very larger (28.7A) than the radius of the hh orbit (8.6A), and there is a possibility
for the lh encompassing a large number of magnetic ions within its orbit. Therefore the
energy required for the lh to polarize all the spins of large number of magnetic ions is

very large. (i1) The applied magnetic field drastically affects the BMP as one can see that
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the increase of SPS as a function of magnetic field as shown in fig. 4.29b. For increasing
magnetic field, the magnetic potential created by the strong exchange interaction between
the spins of Mn?" ions and the spin of the band holes also increases which causes an
increase in shift. But the increase of SPS for the hh with the applied magnetic field is not
as rapid as seen in the case of lh. This is due to the larger effective mass and the smaller
effective Bohr radius of the hh which causes the magnetic potential (resulting from the
spin — spin exchange interaction) amounts to just few meV, even for higher magnetic
fields. Due to the Quantum size effects the SPS for lh has a maximum only for the lower
well width and decreases as a function of increasing the size of the well and attains a
saturation once it approaches the bulk limit. On the other hand, there is no much attention
is paid to the variation of SPS associated with the hh since no new quantum size effects
can be observed.

It is very clear from the available literatures that not much effort has been made to
investigate on the BMP in STQW. Hence, the present work may be helpful in
understanding the impurity states accounting the BMP associated with the hh and lh
confined in such TQW which can be exploited in various optoelectronic and spintronic

devices.

91



Chapter 4 References

References

10.

11.

12.

13.

14.

15.

16.

. P. Nithiananthi, K. Jayakumar, Int. J. Nanosci. 2011, 10, 611-615.

J.A. Gaj, J. Ginter, Phys. Status Solidi Basic Res. 1978, 655—662.

G. Rebmann, C. Rigaux, G. Bastard, M. Menant, R. Triboulet, W. Giriat, Phys.
B+C. 1983, 117118, 452—454.

J.P. Lascaray, D. Coquillat, J. Deportes, A.K. Bhattacharjee,, Phys. Rev. B. 1988,
38, 7602-7606.

T. Kasuya, Rev. Mod. Phys. 1968, 40, 684—696.

U. Thibblin, Int. J. Mod. Phys. B.1989, 3, 337-366.

T. Dietl, J. Cibert, P. Kossacki, D. Ferrand, S. Tatarenko, A. Wasiela, Y. Merle
D’Aubigné, F. Matsukura, N. Akiba, H. Ohno, Phys. E Low-Dimensional Syst.
Nanostructures. 2000, 7, 967-975.

C. Camilleri, F. Teppe, D. Scalbert, Y. Semenov, M. Nawrocki, M. Dyakonov, J.
Cibert, S. Tatarenko, T. Wojtowicz, Phys. Rev. B. 2001, 64, 1-7.

P. Nithiananthi, K. Jayakumar, Phys. Status Solidi Basic Res. 2009, 246, 1238.

P. Nithiananthi, K. Jayakumar, Int. J. Mod. Phys. B. 2005, 19, 3861-3868.

H. Chen, S. Zhou, Phys. Rev. B. 1987, 36, 9581.

D.B.T. Thoai, Phys. B. 1991, 175, 373-380.

N. Raigoza, A. L. Morales, A. Montes, N. Porras — Montenegro,C. A. Duque,
Phys. Rev. B. 2004, 69, 045323.

P. Kalpana, K. Jayakumar, P. Nithiananthi, /nt. J. Comput. Mater. Sci. Eng. 2015,
4, 1550018.

G. Vignesh, P. Nithiananthi, Superlattices Microstruct. 2016, 92, 232-241.

D. Yoshioka and Allan H. Macdonald, J. Phys. Soc. Jap. 1990, 59, 4211-4214.

92



Chapter 4 References

17

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33

34

. G.S. Boebinger, H.W. Jiang, L.N. Pfeiffer, K.W. West, Phys. Rev. Lett. 1990, 64,

1793-1796.

L. Brey, Phys. Rev. Lett. 1990, 7, 903-906.

G.S. Boebinger, A. Passner, L.N. Pfeiffer, K.W., Phys. Rev. B. 1991, 43, 12673.
M. Orlita, R. Grill, S. Malzer, M. Byszewski, Phys. Rev. B. 2005, 72, 165314.

S. Lee, M. Dobrowolska, J.K. Furdyna, H. Luo, L.R. RamMohan, Phys. Rev.
B.1996, 54, 16939-16951.

B.E. Larson, K.C. Hass, H. Ehrenreich, A.E. Carlsson, Solid State Commun.
198S, 56, 347-350.

A. Elangovan, D. Shyamala, K. Navaneethakrishnan, Solid State Commun. 1994,
89, 869 — 873.

K. Gnanasekar, K. Navaneethakrishnan, Mod. Phys. Lett. B. 2004, 18, 419—-426.
C. Rajamohan, K. Jayakumar, J. Nano. Electron. Phys. 2011, 3, 1005-1009.

A. Merwyn Jasper De Reuben, K. Jayakumar, Int. J. Nanosci. 2011, 10, 665—-668.
J.A. Gaj, R. Planel, G. Fishman, Solid State Commun. 1979, 29, 435-438.

P. Nithiananthi, D. Varshney, K. Jayakumar, Conference, Int. Conf. Nanosci.
Nanotech. 1985, 6962—-6964.

C. E. T. Gonvalves da Silva, Phys. Rev. B. 1985, 32, 6962—6964.

M. Jain, Diluted Magnetic Semiconductors, in: G.E.Marques (Eds.), World
Scientific; Singapore, USA, UK, 1991, pp. 492, 518.

K. Jayakumar, P. Nithiananthi, J. Nano. Electron. Phys. 2011, 3, 375-379.

W. E. Hagston, T. Stirner, P. Harrison, O. F. Holbrook and J. P. Goodwin,
Phys. Rev. B. 1994, 50, 5264-5271.

. S. S. Nedorezov, Fiz. Tverdogo Tela.1970, 12, 2269.

.J. Warnock and P. A. Wolf, Phys. Rev. B. 1985, 31, 6579.

93



Chapter 4 References

35. A. K. Bhattarjee, Solid State Commun.1986, 57, 31.

36. T. H. Nhung, R. Planel, C.Benot a la Guillaume and A.K.Bhattacharjee, Phys.Rev.
B. 1985, 31, 2388.

37.J. Mycielski and C. Rigaux, J. de Phys. 1984, 44, 1041.

38. A. Mycielski and J. Mycielski, J. Phys. Soc.Japan Suppl. A. 1980, 49, 807.

39. T. R. Gawron and J. Mycielski, Phys. Status Solidi b. 1984, 125, 341.

40. T. R. Gawron, J. Phys. C: Solid State Phys. 1986, 19, 21.

41. A. Baldereschi and N. Lipari, Phys. Rev. B. 1973, 8, 2697.

42. Sr. Gerardin Jayam, K. Navaneethakrishnan, /nt.J.Mod.Phys. B. 2002, 16, 3737.

43. T. Wojtowicz, M. Kutrowski, M.Surma, K. Kopalko, G. Karczewski, J. Kossut,
M. Godlewski, P. Kossacki and Nguyen The Khoi, J. Appl. Phys. Lett. 1996, 68,
3326.

44. T. Wojtow, G. Karczewski, J. Kossut, Thin solid Films, 1997, 306, 271.

45. P. Kalpana and K. Jayakumar, J.Phys.Chem.Solids. 2017, 110, 364.

46. Guang —Zuo Jiang and Cheng — Zhong Wen, Phys. Rev. B. 1994, 50, 2689.

47. R. F. Kopf, M. H. Herman, M. Lamont Schnoes, A. P. Perley, G. Livescu and
M. Ohring, J. Appl.Phys. 1992, 71, 5004.

48. Jun Wang, Shu Shen Li, Yan — Wu Lii, Xiang — Lin Liu, Shao —Yan Yang, Qin —
Sheng Zhu, Zhan-Guo Wang, Nanoscal Res Lett. 2009, 4, 1315.

49. Zhang Hairui and Sun Yong, J. Semicond. 2014, 35, 102001- 1.

50. P. Kalpana, A. Merwyn Jasper D Reuben, P. Nithiananthi and K. Jayakumar,
AIP. Conf. Proc.2017, 1832, 090032

51. R. Khordad, Solid State Sci. 2013, 19, 63.

52. M. L. Auslender, 1. I. Zyapilin, A. B. Zolotovitskii and V. V. Karyagin, Solid State
Commun. 1988, 67, 535-539.

94



Chapter 5 Coulomb interaction of electrons in LDSS

Chapter
5

COULOMB INTERACTION OF ELECTRONS IN

SEMIMAGNETIC NANOSTRUCTURED SYSTEMS

5.1. Introduction

The influence of high magnetic field has very profound effects on physical phenomenon
in Low Dimensional Semiconducting Systems (LDSS) like Quantum Well (QW),
Quantum Well Wire (QWW) and Quantum Dot (QD) which modifies the density of states
due to the formation of Landau levels in these structures. Therefore, the nature of the
impurity states associated with such LDSS is a subject of considerable technical and
scientific relevance because of its potential applications in Optoelectronic and Spintronic
devices. Moreover, the prospect of understanding electron correlations in a simple system
like QW, QWW and QD Helium which are occupied by two electrons in each has been a
driving force for much of the theoretical work since the Coulomb interaction between
them leads to unusual magnetic — field dependence of the ground state and its excitations.
Many researchers have put their considerable effort to investigate the single and double
donor / acceptor impurities widely on GaAs systems [1-14]. The effective mass theory for
helium — like donors in bulk semiconductors was first carried out by Glodeanu [15] and
various experimental studies for the same were carried out by Grimmeiss et al [16,17].
The energy spectra of two electrons in a parabolic QWW and QD have been thoroughly

studied by G.Y. Hu et.al [18] and D. Pfannkuche et. al [19], Metkit et.al [20] respectively.
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Correa et.al [21] have analysed the spectrum of two electrons confined inside a non-
isotropic parabolic QD using the fractional dimensional formulation. Though the role of
hydrogen — like donors in DMS systems have received some attention, studies of the
helium —like donors have not been paid much attention. Therefore, studies in this field are
still important for both theoretical research and practical applications. The present
investigation discusses how the electron — electron interaction gets affected by the applied
magnetic field and alters the binding of the carriers confined in a CdTe/ CdixMnxTe QW,

QWW and QD DMS systems for the composition of Mn** ion, x = 0.3.

5.2. Theoretical Formalism
The Hamiltonian for the He — like impurity confined in a CdTe/Cd;xMnsTe Square

Quantum Well / Wire / Dot is written as,

H,=—(V:.V2) 225+ 1)V, (@) + Vi) +7 (L, 1L, >+Y Pt == G-1)

_r2

The effective confinement potential for the two electrons in a QW is given as,

VB _ 0 |q1|,|q2|sL/2 (52)
Vo lai|.]as|>1L /2
z, z, - QW
q,79 XY, 5 479 X55Y, - QWW
X15Y1-Z4 X15Y252 — QD

The envelop function is chosen to be a product of the lowest subband energy states of the

two electrons confined inside the QW is given by,

BeBZleBZ2 zZ 2_ -L/2
£(z),2,) = Nig COSOLZICOSOLZ2 L/2<Zl,22<L/2 - QW (5.3)
Be_BZI e_BZ2 Z),Z, >L/2
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2m" E 2m, (Vo —E) L
o= >— . B= — for QWW and QD, it is given by Eqn (2.4) and
h >

Eqn (3.4) respectively.

The approximate ground states for the confined two electrons have been calculated using
the variational approach. The variational ansatz is written as

Yow = f(z1, 2) e* @D in QW and for QWW, QD, it is given by Eqn (2.6) and
Eqn (3.5) respectively which are correspond to without considering correlation.

The expectation value of Hee is minimized with respect to A and the electron-electron

interaction energy is obtained by,

E

<‘PQW,QWW,QD (1,1,) Wow.oww.op (T, 12) > (5.4)

- 2
I

The binding energy of the two electrons in the presence of magnetic field is found by

solving the Schrédinger equation variationally using the Eqn (2.8).

5.3. Results and Discussion

The variation of binding energy for the He-like impurity confined inside a CdTe /
CdixMnxTe Square Quantum Well with and without the application of magnetic field
(y=0,y=3,y=06) as a function of well width is depicted in fig. 5.1 for the composition
of Mn?" ion x = 0.3. It is noted from the figure that for the case with y = 0, the binding
energy increases gradually as the well width is reduced from the bulk regime towards the
Quasi two dimensional regime and it attains maximum when the well width reaches

approximately the effective Bohr radius of the confining system (60A).
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Figure 5.1: Variation of (a) Kinetic Energy, (b) Potential energy and (¢) Binding energy
of the two electrons confined inside the QW as a function of well width for y=0,

y=3andy=6.

This is due to the fact that the impurity potential energy becomes more negative with
decreasing well width which leads to larger binding of the carriers in that regime even
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though there is an increase in the kinetic energy of the particles. The variation of
Coulomb interaction between the two electrons as a function of well width is plotted in

fig. 5.2.
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27
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Figure 5.2: Variation of interaction energy of the two electrons confined inside the QW

as a function of well width fory=0,y=3 and y =6.

The interaction energy is maximum for the narrower well width where the confinement is
more and thereafter a gradual decrease is observed as the well width increases since the
Coulomb interaction scales inversely proportional to the dimension of the well as
Vcouomb ~1 / L [29]. But, when the external magnetic field of strength y =3 and y = 6 are
applied, the Coulomb interaction gets decreased as shown in fig. 5.2. This is because, the
applied magnetic field tremendously suppresses the confining potential barrier
(333.27meV, 67.65meV, 8.39meV for y =0, y = 3 and y = 6 respectively) and thereby
shrinking the spatial extend of the two particle wavefunction which causes tunnelling of
electrons through the barrier Cdi.xMnxTe. In addition to this, when the strength of

magnetic field is more the angular momentum gets increased and the electrons in states
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with higher angular momentum are further apart from each other and thereby decreasing
the Coulomb interaction between them. The expectation value of binding energy of the
two electrons confined in a QW also follows the same trend (given in fig.5.1) with the
magnetic field as that of the interaction energy. The decrease of the binding energy
(fig.5.1) with the magnetic field can be attributed to the decrease in the kinetic energy,
impurity potential energy as well as the subband energy due to the reduction in the
potential barrier height. The variation of subband energy with the magnetic field for the

two electrons confined inside the QW for various well widths is reported in Table 1.

Table 1: Subband Energy vs well width for different magnetic fields in QW

Well Width Subband Energy (meV)
A) Y=0 y=3 Y=6
60 63.27 33.42 7.34
100 28.70 18.97 6.08
150 14.39 10.79 4.63
200 8.614 6.90 3.54
300 4.08 3.5026 2.19

When the magnetic field of strength y = 3 is applied, the turnover in the binding energy is
seen in the Quasi 2D region. This is because, the reduction in the potential barrier height
due to the application of magnetic field keeps the expectation value of impurity potential
to be more negative until the well width reaches around the effective Bohr radius when it
is decreased from the bulk value. But, thereafter, it allows the carrier to be far apart from
each other and leads to less negative value in the impurity potential with decreasing well

width and therefore the carriers get loosely bound to the donor atom which results in
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lower binding energy. But when the magnetic field of strength y = 6 is applied, the
binding energy increases as the well width increases and attains a maximum value around
L = 100A and thereafter it gets saturated until L reaches 250A and beyond that the
binding energy starts to fall again. The reason for this behaviour is the competition
between the kinetic energy and the potential energy as shown in fig. 5.1c. The
contribution of the kinetic energy to the total energy is much greater than the potential
energy in the range L < 100A and vice versa in the ranges L > 100A. But this variation of
the binding energy with the well width for y = 6 is not as rapid as the variation observed

fory=0andy=3.
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Figure 5.3: Variation of binding energy for the two electrons confined inside (a) QWW,
(¢) QD and the interaction energy in (b) QWW, (d) QD as a function of well width for

different magnetic fields.
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This can be understood on the basis of the following qualitative argument. The strength of
the applied magnetic field y = 6 is very nearer to the critical magnetic field (y = 7. 35) at
which the barrier vanishes completely and the QW gets disappeared and the carriers
become unconfined as in the bulk system. Moreover, the binding energy for all the values
of magnetic field converges when the well width is increased towards the bulk value.

The graphs for binding energy and interaction energy for QWW and QD are plotted in
fig. 5.3 for the cases with and without the application of magnetic field and the variation

of subband energy for these QWW and QD have also been presented in Table 2.

Table 2: Subband Energy vs Well Width for various y in QWW and QD

Subband Energy (meV)
Well Width

A) QWW QD

y=0 Yy=3 Yy=6 y=0 y=3 Yy=6
60 100.807 43.93 7.82 127.945 49.44 8.0013
100 49.648 28.422 7.02 66.844 34.60 7.411
150 26.035 17.5738 5.886 36.224 22.655 6.507
200 15.952 11.77 4.854 22.583 15.684 | 5.59645
300 7.74 6.27316 3.323 11.57684 8.666 4.080

It is clearly seen from these figures that the trend of the binding energy with the
dimension of the system is as same as the trend seen in the QW but with the larger
magnitude in binding as well as interaction energy as the confinement of the system is
increased from 2D — 1D (QW — QWW) and then 1D — 0D (QWW — QD). This is

because, when the confinement is increased, there is a less possibility for the electrons to
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undergo tunnelling because of its highly localized wavefunction. Since the degree of
freedom for the two electrons is restricted as the dimensionality of the system is reduced
which increases the effective strength of the Coulomb interaction between them and
hence affects the binding energy. The Binding energy and the interaction energy for QW,

QWW and QD for a typical value of y = 3, has been given in fig. 5.4a and 5.4b

respectively.
110 110
=3 v=3
Y 100
100
90
) %
% 90 80 E
£ =
& 0§
5 80 s
E 60 5
g Z
-.é 70 50 g
2 w Qw E
60\ \ 40
30
(5.4a) (5.4b)
595 m = T o5 o0 350 50 100 150 200 250 300 350

Dimension of the LDSS (L) () Dimension of the LDSS (L) (&)
Figure 5.4: Variation of (a) binding energy and (b) interaction energy for the two
electrons confined inside QW, QWW and QD as a function of dimension of the LDSS for

the magnetic field y = 3.

It is worth noticing from all the graphs portrayed above that the binding of the two
electrons and their Coulomb interaction is tremendously affected by the applied magnetic
field only when the impurity is confined inside the QD rather than in the QW and QWW.
This can be justified as one can note that the magnitude of decrease in the binding energy
and the interaction energy with respect to the applied magnetic field increases as the

confinement of the carrier increases from 2D — 1D — 0D.
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y=0 Quantum Well Y=6

Figure 5.5: Probability density “Pz‘ of the He — like impurity confined inside the QW,

QWW and QD under y =0 and y = 6 for Mn ion concentration of x=0.3.

The above said qualitative arguments can be justified from the three dimensional
probability function shown in fig.5.5 for the two electrons confined inside the

CdTe /CdixMnTe QW, QWW and QD with y=0 and y=6Dby noticing, the
“Pz‘ decreases when the magnetic field is applied and it increases as the dimensionality of

the system is reduced.
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54. Conclusion

We have calculated the Coulomb interaction between the two electrons confined in the
LDSS and their binding to the donor impurity as a function of magnetic field. The most
appealing feature of the Coulomb interaction in DMS systems in response to the applied
magnetic field as compared to other non-magnetic systems may be instrumental in
understanding the strong influence of the spectral properties of the LDSS which can be
interpreted as transition to Quantum Chaos and may also shed some light on the

fabrication of spintronic devices.
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Chapter
6

SUMMARY OF THE RESEARCH FINDINGS

The hole — hole interaction (En) in a CdTe/Cd,_Mn Te Semimagnetic Quantum
Well Wire (SQWW) has been studied in section 2.1 of Chapter 2. The influence of the
shape of the confining potential like square well and parabolic well type on the binding
energy of an acceptor impurity with two holes and their Coulomb interaction between
them has been studied for various impurity locations. Magnetic field has been used as a
probe to understand the carrier- carrier correlation in such Quasi 1- Dimensional QWW
since it alters the strength of the confining potential tremendously. In order to show the
significance of the correlation between the two holes, the calculations have been done
with and without including the correlation effect in the ground state wavefunction of the
hydrogenic acceptor impurity and the results have been compared. From the observed
results, it is understood that irrespective of the nature of the confining potential the
binding energy of the acceptor impurity and the Coulomb interaction between them is less
when the correlation between them is considered in the wavefunction as compared to the
case without considering the correlation. Moreover, the importance of accounting the
correlation in the wavefunction has been emphasized by observing the increase of
Coulomb repulsion with the increase of applied magnetic field in the case of parabolic
confinement and the effect of impurity location on the Coulomb interaction between the

two correlated holes is not significant as the strength of the interaction is consistently
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maintained for smaller wire size, when the impurity moves from the center to the edge of
the wire.

The donor/acceptor impurity binding energy in CdTe / CdixMnsTe QWW with
square well confinement along x — direction and parabolic confinement along y —
direction under the influence of externally applied magnetic field has been computed in
section 2.2 of Chapter 2. The impact of directional dependent effective mass calculated
from the Luttinger parameters on the binding energy of the heavy hole bound to an
acceptor impurity has also been investigated and compared with the results obtained for
the constant effective mass used in the envelope function. From the observed results it is
understood that the influence of the shape of the confining potential along each direction
of the confinement in QWW plays a crucial role to determine the strength of the binding
of the carriers inside such QWW and it is to be noted that the carriers can move with
higher mobility when the directional dependent effective mass is employed in the
calculation.

The same work of Section 2.1 of Chapter 2 has been extended in Semimagnetic
QD with various geometry like Spherical and Cubical and with the effect of spatially
varying dielectric screening which has been presented in Chapter 3. The observed results
show that the QD with spherical geometry which has bound states only for dot size
greater than 30A gives higher localization for the carriers since the Coulomb repulsion
between them is less as compared to the CQD which could has bound states even for the
dot size of 20A. It has also been found that the spatially varying dielectric screening
allows the carriers to have strong interaction (an enhancement of = 20%) both in the

absence and in the presence of applied magnetic field.
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Donor and Acceptor impurity sates and the BMP associated with them have been
investigated in a Semimagnetic DQW as a function of central barrier width for various
well dimensions and in a STQW. The magnetic field can act as a tool to continuously
change the interwell coupling inside this DQW systems and its effect on donor and
acceptor binding has also been studied. Moreover, the polaronic corrections, which is due
to the strong exchange interaction between the magnetic moment of Mn?" ion and the spin
of the confined electron to the binding energy of the hydrogenic donor impurity has also
been estimated with and without the application of magnetic field in section 4.1 of
chapter 4.

The effect of different combinations of the concentration of Mn?** ion in the

Quantum well Cd,, Mn_ Te and the barrier Cd, Mn, Te on the BMP in a DQW

has been investigated in section 4.2. The results show that the effect of the increase of
Mn*" ion composition with different combinations on SPS is predominant for OCW
impurity when compared to all other impurity locations when there is no application of
magnetic field (y = 0) and the same is predominant for OCB impurity with the application
of external magnetic field (y = 0.15).

The effect of magnetic field on the acceptor ionization energy is very weak due to
the high effective masses of the holes which leads to the smaller Landau splitting. It is
found from the calculations that the acceptor impurity is highly localized only when it is
situated at the centre of the DQW and also the applied magnetic field causes the
counterintuitive behaviour for OCW impurity and for other impurity locations which has
been discussed in details in section 4.3.

The concept of section 4.2 has been extended for the donor impurity in STQW for
which has been presented in detail in section 4.4. It is found that the ground state donor

binding energy and the SPS associated with it depends only on the density of the
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magnetic ions separately concentrated in the well Cd, Mn_ Te and in the barrier

m

Cd,, Mn, Te of STQW even though the effective concentration is same (Xout — Xin = X

= 0.1, 0.2). A counterintuitive behaviour is observed for the ground state binding energy
and the SPS when the effective concentration of Mn?" ion is increased from x = 0.1 to
x = 0.2 under different magnetic field strength.

The effect of heavy and light holes on the Bound Magnetic Polaron (BMP)

confined in a Semimagnetic Cd,, Mn_ Te/Cd, Mn, Te STQW has been

investigated and discussed in section 4.5. The SPS is very much larger for the light hole
as compared with the heavy hole which is in contrary to the binding energy case.

The effect of magnetic field on the Coulomb interaction between the two electrons
confined inside a CdTe/ CdixMnyTe QW, QWW and QD for the composition of Mn**
ion, x = 0.3 has been addressed in Chapter 5. It is found from the reported results that the
binding of the two electrons and their Coulomb interaction is tremendously affected by
the applied magnetic field only when the impurity is confined inside the QD rather than in
the QW and QWW and the results has been justified from the three dimensional

probability distribution function for the two electrons confined inside such LDSS.
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Well (DQW) as a function of central barrier width for various well dimensions and im-
purity locations in the barrier and the well. The magnetic field can act as a tool to
continuously change the interwell coupling inside this DQW systems and its effect on
donor binding has also been studied. Moreover, the polaronic corrections, which is due to
the strong exchange interaction between the magnetic moment of Mn?* jon and the spin
of the confined carrier, to the binding energy of the hydrogenic donor impurity has also

Keywords:
Semimagnetic semiconductor
Double Quantum Well

Donor impurity location been estimated with and without the application of magnetic field. The binding energy of
Binding energy the donor impurity is determined by solving the Schrodinger equation variationally in the
Bound Magnetic Polaron effective mass approximation and the effect due to Bound Magnetic Polaron (BMP) is
Magnetic field included using mean field theory with the modified Brillouin function. The results are

reported and discussed.
© 2016 Elsevier Ltd. All rights reserved.

1. Introduction

The unique features, such as Giant Zeeman Splitting [1—3] and Bound Magnetic Polaron (BMP) [4,5] due to the strong
exchange interaction between the magnetic moments of the magnetic ions and the spins of band electrons, of Diluted
Magnetic Semiconductors (DMS) has opened the doors for Spintronic device applications. This has made DMS an interesting
test ground for various theoretical ideas since its bandstructure can be tailored so that both the electronic and magnetic
properties can also be investigated. With the advantage of having Molecular Beam Epitaxy (MBE), one can easily fabricate the
Double Quantum Well (DQW) Nanostructured systems with various barrier widths or heights. The modification of the barrier
height in these DQWs made up of DMS materials can be achieved either by adjusting the composition of the alloy used in the
barrier material or by the application of the external magnetic field [6]. The presence of a quantised motion in the growth
direction of the DQW structures has a huge impact on their physical properties, which strongly differ from properties of
narrow single quantum wells representing a physical realisation of a quasi-2-Dimensional system. The distinctive behaviour
of DQWs becomes apparent especially when the density of states are modified from 3D to 2D due to the formation of Landau
levels in these structures under the influence of high magnetic field which has a very profound effects on physical phe-
nomenon in 2D systems. Therefore the DQWs made out of DMS materials provides a new path to explore the rich variety of
phenomena through which one can investigate the role of impurities confined in such systems to understand its electrical
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transport and magneto optical properties. Our knowledge about the influence of magnetic impurity on semiconductors has
been extended to study the extensive transport properties in DMS heterostructures over the past few decades [1-8].
Considerable attention has been focused by many researchers on the theoretical investigation of the ground state energy of
hydrogenic donor impurity in GaAs/AlyGa;.xAs Single and DQW systems by accounting various effects [9—15]. Copious lit-
eratures are available on the study of electronic and excitonic states in a DQW with non magnetic materials under the
application of strong magnetic field [16—20]. The magneto-optical study has been carried out by Lee et al. [21] both theo-
retically and experimentally to demonstrate the interwell coupling in DQWSs using DMS materials. Haacke [22] et al. have
studied carrier tunnelling in CdTe/(Cd, Zn)Te asymmetric DQW through photoluminescence experiments and demonstrated
the strong dependence of the tunnelling on barrier thickness. Lawrence et al. [23] have demonstrated the tunnelling dy-
namics of exciton in CdTe/CdMnTe asymmetric DQW by time resolved and steady state photoluminescence experiments.
Detailed spectroscopic measurements and their successful theoretical interpretation [5] is favourable for DMS to offer an
appealing opportunity to elucidate how the BMP affect transport phenomena. Therefore it becomes necessary to account this
polaronic corrections to the impurity binding energy and this has been investigated in various DMS heterostructures by many
researchers [24—28]. But this kind of study has not been touched yet in DQW made from DMS barrier layers especially with
Cdy_xMnyTe. Hence the present work is mainly intended for the study of electronic states of the donor impurity as well as the
influence of BMP on the impurity states in Cd;_x, Mny, Te/Cd;_y  Mny, Te DQW under the external applied magnetic field
for the composition of magnetic impurity like Mn ion of xin = 0.005 and Xqyt = 0.3, where Xxj, and Xqy¢ are the composition of
Mn?* ion in the well and the barrier regions respectively, and also for various impurity locations. The results are computed in
the effective mass approximation using variational technique.

2. Theoretical formalism
2.1. Donor binding energy for various impurity locations

The Hamiltonian of a hydrogenic donor impurity inside the DQW made up of Cd;_yx, Mny, Te/Cd;_x  Mny, Te DMS
materials in the effective mass approximation in the presence of magnetic field applied along the growth direction (z-axis) is
written as

H:H0+Hexc (1)

2 2,2
Ho = V2~ 24 V(@) + 1L, +% )

where y = hw/2R* (0w — cyclotron frequency) is the parameter of the strength of the magnetic field and y = 1 corresponds

to = 30 T; r = /x2 + y2 + z2 is the mean distance of the parent donor atom and the carrier attached to it.
The contribution from the exchange interaction between the electron and the Mn?* ion to the Hamiltonian can be written
as [29],

Hexc = — ZJe("c —R;)se"S; (3)

where, J is the coupling constant for the exchange interaction between the electron of spin se located at re and Mn?* ions of
spin Sj located at R;. Using the mean field theory with modified Brillouin function [26], the exchange interaction between the
carrier and magnetic impurity in the presence of an external magnetic field B can be written as

N
Boxc = P00 {(WtiSo(0i)Be(y1)1%) + (W Kool Kou Boy2) ) 4)
2
25412541 1 Vi . SBI¥|”  gusSB 5
B (¥;) = =55 coth =5 — 5scoth S Vi = 2keTer ' KeTog )

where, S is the spin of Mn?* (=5/2), Ng = 2.94 x 10?2 cm 2 and p - exchange coupling parameter and its value is obtained from
the experimental value of the s — d coupling constant, BNp = 220 meV. Also gy, =2, kg is the Boltzmann constant and By(y) is
the modified Brillouin function. For the DMS of arbitrary X, it is inevitable to choose the phenomenological fitting parameters
[29] of saturation value Sg (Xij, = 0.005) = 2.11, Sp (Xout = 0.3) = 0.52 and the effective temperature Tess = T + T with Tp
(Xin = 0.005) = 0.29 and Ty (Xout = 0.3) = 14.9.

The various impurity positions (z;) accounted for the study is as follows.

(i) On Centre Barrier impurity (OCB) (z; = 0)
(ii) On Edge Barrier impurity (OEB) (z; = Ly/2)
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(iii) On Centre Well impurity (OCW) (z; = Lp/2 + Lw/2)
(iv) On Edge Well impurity (OEW) (zj = Lp/2 + Lw = Le)

According to the scheme of Fig. 1, the profile of the confining potential Vg (z) for the carriers in symmetric DQW structures
is given as

0 %bg|z|g(%”+Lw)
Vi(z) = (6)

Vo Izl < %band(%b—s—Lw) <l|z] <o

Ly is the width of the each well and Ly, is the central barrier width and Vg = 70% AEg, where, AEg is the band gap difference
with magnetic field and is given by Ref. [6].

N exps’ — l] 7)

B _ 0
AngAEg[ e

AEg is the band gap difference without magnetic field. n = e<7o is chosen with { as a parameter (=0.5) and y¢ as the critical
magnetic field which depends upon the value of the composition ‘x’ of Mn?* ion. The critical magnetic field By in Tesla for
different composition is given as By = A e™ with A = 0.734 and n = 19.082 which gives the best fit to the extrapolated
experimentally available critical fields and the band gap of Cd;_xMnxTe is 1.606 + 1.587x eV [6].

The approximate ground state for confined donor impurity has been calculated using the variational method. The envelop
function f (z) is considered as

Aexp[B(z + Le)] z< —Le
—BSin{a(z+%’>}+CC05{0¢<Z+%’)} —Le<z< f%b
fz) = Cosh[82] _Lz_b<z<%b 8)
BSin{a( —%)]-rCCos{a(z—%’)} %’<z<Le
Aexp[— 0 (z—Le)) z>Le

Here, 0. = (2mE) 12 and p = (2m*(V0—E))1/2. The unknown constants A, B and C are found out using the proper boundary
conditions at the interfaces z; = Lp/2 and z; = Le.
The trial wavefunction of the ground state is chosen as,

y(r) = Nf(z)e™" (9)

where, N is the normalization constant and A is the variational parameter.

Cd 1 —xoutMnxoutTe

Ly

Cdl —xoutl\/InxoutTe Cdl —)u';utl\/hllxoutTe

I
I
|
I
I
0

Fig. 1. Schematic view of the potential profile for a DQW.
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The lowest energy level Eg without donor impurity can be computed by solving the transcendental equation [13].
2 cos(aLy) + (u - %) sin(aLy) — (u +%> sin(alw)exp( — BLy) =0 with u=m,B/mya (10)

my and my, are the electron effective masses in the well and barrier region respectively.
The expectation value of H is minimized with respect to A and the binding energy of the donor impurity in the presence of
magnetic field is found by solving the Schrodinger equation variationally, and is given by

Ep = E+7v — (H)min (11)

The CdTe parameters used in our calculation are £ = 10.2; my, = 0.090. Energies for electron are scaled by effective Rydberg
Re = mye?/2h%? and the effective Bohr radius ag = h%/mjye?.

3. Results and discussion

The estimation of <r?> i.e. the effective distance of the carrier from the parent donor atom plays a vital role in determining
the carrier localization in the nanostructured systems. Therefore, one can examine the impact of the central barrier width and
the external magnetic field on the behaviour of hydrogenic donor impurity confined inside the DQW through the observation
of <r%>. To start with, the variation of the binding energy of a donor impurity confined in a Cd1_xinMnyxinTe/Cd1-xoutMnxoutT€
DQW and the <r?> as a function of central barrier width for the Mn composition of Xi, = 0.005 and Xoy: = 0.3 without the
application of magnetic field has been calculated and is presented in section 3.1. The effect has been analysed for the two well
widths (i) Ly = 50 A (quasi 2D region) and (ii) Ly = 300 A (almost bulk region) for various impurity positions. The first
observation we have made is, irrespective of the well widths, applied magnetic field and the impurity positions, when the
barrier width is limited to zero (i.e.) L, — 0 A, we reproduce the Eg of the single quantum well which is available in the
literature [30] as a limiting case. On the other hand, when the width of the central barrier between the two wells is as large as
the bulk value, the symmetric wells are completely decoupled and it makes the donor impurity to behave in a single isolated
quantum well. Therefore, it is apparent from this observation that the interwell coupling is possible only for the narrow
barrier width which should be in the limit 0 A < L, < 100 A which can be seen from Fig. 2a showing a saturation value of Ep for
Ly > 100 A. The behaviour of the donor impurity with the central barrier width can be understood for various impurity lo-
cations in the presence and in the absence of the magnetic field as follows:

3.1. DQW under zero applied magnetic field (v = 0)

This section discusses the variation of binding energy of the donor impurity when the system is not subjected to the
perturbation due to the external magnetic field.

3.1.1. On centre barrier impurity (OCB)

A clear inspection of Fig. 2a indicates that the binding energy decreases as Ly, increases, when the impurity resides at the
centre of the central barrier.

This is because of the increased <r?> for larger L, which makes the donor atom and the carrier to be weekly coupled due to
the reduction in Coulomb interaction (Fig. 2b). The inset in Fig. 2b gives variation of <r> for OEB, OCW and OEW impurities in
different scale.

3.1.2. On edge barrier impurity (OEB)

In the case of OEB impurity, the effect of the central barrier width is almost negligible upto particular barrier width which
can be clearly seen from the figure that the binding energy of OEB impurity coincides with the binding energy of OCB im-
purity. But when the barrier width crosses the particular value of L,~100 A, the onset of bulk limit, Eg behaves differently
which is discussed subsequently. Initially binding energy decreases as Ly, increases and thereafter it starts increasing again
and reaches a saturation. This can be understood that when the barrier width increases in between the two wells, the <r?>
increases and results in the reduction of Coulomb interaction between the carrier impurity and the parent donor atom. But
after reaching the critical barrier width of Ly, ~100 A, the carrier confinement is limited in the DQW and makes the donor atom
and carrier to be closed to each other and thereby increasing their Coulomb interaction which results in larger binding energy
in that region.

3.1.3. On centre well (OCW) and On edge well (OEW) impurity

Unlike the other two impurity locations discussed earlier, the binding energy for OCW and OEW impurities follow the
same trend and these two impurity locations are found to favour for the tunnelling of the carriers through the central barrier
layer, which can also be interpreted that the interwell coupling becomes stronger for these two impurity locations as in the
case of non-magnetic DQW [13]. It is worth noticing that the gradual and smooth increase of binding energy occurs upto
Ly = 100 A but beyond that it becomes saturated. This can be understood in terms of interwell coupling i.e. when the barrier
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Fig. 2. Variation of (a) binding energy and (b) <r®> against barrier width for lower well dimension L,, = 50 A without the application of magnetic field (y = 0) for
the Mn ion concentration of X = 0.3. Graphs have been plotted against various impurity locations (z;).

width is reduced below the critical value, there is a finite probability for the carriers to tunnel through the central barrier
layer. But, when the barrier width is increased beyond the critical value, it starts to squeeze the impurity wavefunction more
and the carrier is localized only within the isolated well space of 50 A and eventually reduces the degree of freedom of the
carrier to move through the entire DQW. Because of this, the distance between the donor atom and the carrier is rapidly
decreased which leads to the strong Coulomb interaction between them and it is almost constant for all the barrier widths
beyond L, > 100 A.

The computed results of the binding energy and <r®> against barrier width for Ly, = 300 A are displayed in Fig. 3a and b.

It is very clear from the figure that the binding energy for all the impurity positions exhibit a similar behaviour with
smaller well width like L,y = 50 A with the following exception. The shift in the binding occurs towards smaller barrier width
of L, ~50 A when compared with Ly ~100 A as discussed in the earlier case at which the saturation in the binding energy is
observed. This can be substantiated with the fact that once the well width is increased towards the bulk value, the DQW starts
to behave like two isolated quantum wells irrespective of the barrier width which is increased beyond 50 A.

3.2. DQW under applied magnetic field (y = 3, 5 and 6)

As reported in Refs. [21—23], one can investigate the interwell coupling in a DQW and its relation to barrier parameters
through the magneto absorption study under the effect of magnetic field. Therefore, in order to understand the transitions of
carriers involving both symmetric and antisymmetric states in diluted magnetic DQW systems, it is inevitable to make a
comparative study on the carrier behaviour at various impurity locations under the applied magnetic field. Hence this section
is mainly addressed for such discussion. It is well known that the applied magnetic field tremendously reduces (Eqn. (7)) the
potential barrier height (333 meV, 67.7 meV, 19.4 meV and 8.4 meV corresponding to y = 0, 3, 5 and 6 respectively) in which
the carrier has been confined. When analysing the effect of applied magnetic field, one observes that an increase of the
strength of magnetic field beyond y = 5 (~150 T) results in the complete delocalization of the carriers confined inside the
DQW structures which has been studied for all the impurity locations. For the strength of magnetic field y > 5, the unbound
states are formed above the potential barrier height instead of bound states inside the well. Therefore, this fact eliminates the
need to discuss the results for y > 6.
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Fig. 3. Variation of (a) binding energy and (b) <r?> against barrier width for larger well dimension L,, = 300 A without the application of magnetic field (y = 0)
for the Mn ion concentration of x = 0.3. Graphs have been plotted against various impurity locations (z;).

3.2.1. On centre barrier impurity (OCB)

Fig. 4 presents the variation of binding energy and <r?> for the OCB impurity as a function of central barrier width for
Lw = 50 A It is seen from Fig. 4a that, when the barrier width is limited to zero, L, — 0 A, the binding energy decreases as the
strength of the magnetic field increases.

This can be understood from the fact that when the central barrier vanishes, the two QWs effectively becomes the SQW of
width Lsqw = 2Lpgw and exhibits the same characteristic behaviour ascribed to the SQW under the external magnetic field.
An interesting influence of magnetic field upon the confinement of the carrier relies on the rapid increase of binding energy
when v increases for Ly > 0 A, even though the barrier height is reduced due to the applied magnetic field as one can justify
from the probability distribution for the impurity located at the centre of the barrier as shown in Fig. 5 (Ia, Ib and Ila, IIb).

The main mechanism by which the magnetic field gives rise to the strong localization of the carrier when it resides at OCB
is the strong exchange interaction between the spin of confined carriers and the spins of localized Mn?" ions. As a result, there
is an existence of ferromagnetic clouds around the singly occupied electronic states which enhances the binding energy and
shrinks the localization radius of localized electrons. When the well width is increased beyond the effective Bohr radius
towards the bulk, the binding energy associated with all y converges to the same value when the barrier width approaches
the bulk limit as one can see from Fig. 6a.

3.2.2. On Centre Well impurity (OCW)

When the Impurity is at OCW, the reduction in the barrier height causes the < r? > larger and results in very weak Coulomb
interaction between the carrier and the parent donor atom thereby reducing the binding energy with respect to the applied
magnetic field as shown in Fig. 7a and b.

Moreover the binding energy increases as the barrier width increases. This is due to the fact that for the thinner barrier, a
greater fraction of the wavefunction starts to penetrate into the central barrier which can be seen from Fig. 8 (Ia, Ib and Ila, IIb)
giving )x/xz‘ against Ly, as demonstrated by Refs. [22,23] justifying the veracity of our model. When the barrier becomes thick,
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Fig. 5. Probability density )Lpz) of the donor placed at OCB for various dimensions of the barrier and well under y = 0 and y = 5 for Mn ion concentration of
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6) for the Mn ion concentration of x = 0.3. Graphs have been plotted for OCB impurity.

then the DQW structure effectively becomes two decoupled SQWs and the properties associated with the applied magnetic
field becomes the same as that of the SQW thereby one can see the increased binding energy in that region.

When the well width is increased towards the bulk value, there is no much appreciable impact of magnetic field on the
binding energy has been noticed (Fig. 9a) which can be understood from the variation of <r*>> as shown in Fig. 9b.

Though the effect due to spin polaronic shift is perceptible for smaller well width of L, = 50 A as given in the inset of
Fig. 7a, the overall effect on the binding does not alter the trend without considering the spin polaronic shift.

But the effect due to spin polaronic shift as given in the inset of Fig. 9a shows the reverse effect on the trend of the donor
binding without considering the polaronic correction as there is no much effect on the exchange energy when the magnetic
field is applied as can be seen from the inset of Fig. 9a.

3.2.3. On edge barrier (OEB) and On edge well (OEW) impurity

When the donor impurity is placed at the interface between the two magnetic semiconducting layers for a given smaller
width like Ly, = 50 A, it experiences a striking effect with respect to magnetic field which contradicts to other two impurity
locations like OCB, OCW.

There is a drastic increase of the binding energy with respect to magnetic field for OEW impurity as shown in Fig. 10a when
the barrier width is limited to zero in contrast to the situation for non — magnetic wells [31]. This result can be justified from
the interpretation given by S. Lee et al. [21] and Mukesh Jain [32] as follows: There is a possibility of finding less number of
antiferromagnetically paired Mn?* ions along the interface of the heterostructure, which can effectively contribute to a larger
< S; > (i.e.) the thermal average of the spin of the contributing ions. Therefore, the magnetization of the material becomes
larger since these ions can easily be aligned in the external magnetic field. Hence it can show its influence to the full extent
with the carrier through a strong exchange interaction when it resides at the well interface. The results of Fig. 10a can be
justified from the probability distribution for the carrier plotted in Fig. 11(Ia, Ib and Ila, IIb).
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But the applied magnetic field shows the reverse effect on the carrier confinement when the impurity is placed at OEB
even though this is the interface between the two magnetic semiconducting layers as this exhibits the behaviour of the donor
binding in a SQW including BMP effect (Fig. 10b). The influence of magnetic field is predominant for the larger well width
since it drastically alters the binding energy as shown in Fig. 12a and b. The substantiated argument is given to this point
through the understanding of the behaviour of the carriers in two isolated quantum wells in this bulk limit which does not
favour the tunnelling phenomena to occur.

4. Conclusion

This work presents a comprehensive description of the theoretical investigation on the magnetic field induced interwell
coupling in a in a Cd1-xinMnxinTe/Cd1-xoutMnxoutTe DQW materials in which the carrier has been confined. To sum up, the
above results presented clearly demonstrate that without the application of magnetic field, the binding energy increases as
the impurity position goes from OCB and reaches a maximum value when it is at OCW and starts to decrease when it resides at
well interface. But once the magnetic field is applied, it favours the interwell coupling by allowing the penetration of the
impurity wavefunction via central barrier thereby it reduces the binding energy for OCW impurity and shift the binding
energy to higher value for all other impurity locations. These conclusions are further confirmed from the Fig. 13 which
represents how the binding energy varies with the various impurity locations for various barrier dimensions.

The calculations devoted to the polaronic effects may be helpful to understand how the transport properties of the
confined carriers are indirectly altered by the applied external magnetic field. It is very clear from the available literatures that
no much effort has been dedicated for such a study exhibited by the DQWSs with DMS. Hence this work may give an un-
derstanding of the transport properties accounting the BMP effect associated with the electrons confined in a diluted
magnetic DQW systems which can be exploited in various optoelectronic and spintronic devices.
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We study the effect of I'-X band crossover due to the application of hydrostatic pressure of a hydrogenic donor
confined in a Triangular GaAs/Al; xGayAs Quantum Well (TQW) for x = 0.3 and the diamagnetic susceptibility
(xdia) for such an impurity in 1s and some few low lying excited states have been investigated. The Schrodinger
equation has been solved using variational technique in the effective mass approximation. The results show that
the diamagnetic susceptibility (y4ia) of a hydrogenic donor abruptly increases at a particular pressure for 1s and
2p.. states but a steady increase for 2s state as a function of applied pressure.

1. Introduction

Triangular Quantum Well (TQW) structures have attracted much
attention in recent years because of their unique properties of quantum
levels which is used for modelling Metal Oxide Semiconductor Struc-
tures. Recently, many theoretical investigations [1-8] have been devoted
to the study of donor impurity confined in a Triangular Nanostructure
systems. The combined effects of hydrostatic pressure and the applied
electric field on the binding energy of a hydrogenic impurity states in
GaAs/Gaj xAlyAs Triangular Quantum Well Wires (TQWW) has been
investigated by Restrepo et al. [9]. Khordad [10] has investigated in his
work that the wire size and pressure have small influences on the spin -
orbit interaction of a V-shaped Quantum Well Wire (QWW).

The importance of crossed electric and magnetic field applied to the V
— shaped QW on the binding energy of a donor impurity has been theo-
retically studied by Kasapoglu et al. [11]. The fabrication and the
mechanism of any Semiconductor Devices is not possible without
considering impurity states since its energy levels are considerably
different from the bulk which mainly affects the electronic, optical and
transport properties of these devices. Many researchers have focussed
their attention on the experimental [12] and theoretical[13-24] in-
vestigations of the diamagnetic susceptibility (ygia) of a donor impurity in
Low Dimensional Semiconductor Systems (LDSS) because it acts as a
probe to understand the carrier localization as well as the Semiconductor
to Metal Transition (SMT) in such LDSS. The study on the influence of
pressure on the Diamagnetic Susceptibility of hydrogenic donor in some
low - lying excited states in a QW with square confinement has been
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carried out by Nithiananthi et al. [25]. The diamagnetic susceptibility of
a hydrogenic donor in a QW has been investigated by Kasapoglu et al.
[26] including different mass anisotropy parameters and found that the
Ydia in such anisotropic materials converges rapidly to the bulk limit as
the well size increases. Considerable effort has been made by Avazzadeh
et al. [27] to analyse the impact of the cross-sectional are of various
QWW on the ygi, of the hydrogenic donor impurity and reported that the
absolute value of the diamagnetic susceptibility increases with increasing
cross-sectional area (TQWW) and also observed that the highest energy
gap renormalization corresponds to Triangular cross section only. In the
light of all these works, in the present communication, we report the
binding energy and the yg;, of a donor impurity confined in a GaAs/Al;.
xGaxAs TQW under the effect of I'-X band crossover due to the application
of hydrostatic pressure.

2. Theoretical formalism

The pressure dependent Hamiltonian of the donor electron in a GaAs
Quantum Well in atomic unit is given by
-V2 1
H= —
2m;, (P, T)  &yp(z,P,T)r

+ve(z,P,T) @™

with the first, second and third terms are the Kinetic Energy, Potential
Energy due to the ionized donors and the confining barrier potential,
which arises due to the band discontinuities when two different materials
are placed adjacent to each other to form the heterojunction
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respectively.where m*, 1, is pressure dependent effective mass of elec-
tron in GaAs and is given by Ref. [20]
m, (P, T) = 1/[1+7.51{2/,(P,T) + [

W(P,T) +0.341]'}] )

I'w(P,T) is the pressure dependent energy gap of GaAs at the I' point
and is given by Ref. [20]

(P, T) = 1.519 + aP — 5.405x10""*T* /(T + 204) 3)
where o, is the pressure coefficient of GaAs at the I point.

The effective mass of the AlyGa; x As barrier is [20]
m *,(P, T) = m * (P, T) + 0.083x, x being the Al composition @

The pressure dependent dielectric constant for GaAs and AlyGa; x As
are given by

ew(P) = &4 (0) exp(cP) 5)
where, &y (0) = &o(To)exp[yo(T— To)] and &, (P) = e (P)— 3.12x
Pressure dependent potential energy of AlyGa; xAs barrier is
P, T

W@P Dzl ey crcrp)
vg(z,P,T) = L(P) (6)

vo(z,P, T) ,|z| > L(P)

[ Ty(P,T) = I'y(P,T) P<P

vo(z,P,T) = { xo(P,T) = I'y(P,T) + S;x(P) P, <P<P, @)

The pressure dependent I' - X band mixing strength coefficient [20]

Srx(P) = Sox(P — P)/P (8

P; and P, are the critical crossover pressures between X}, - band and I',
- band, X}, - band and I'y, - band respectively.

The variation of X;, band with pressure is [20]
Xb (P, T) = Xb (O7 T) + (xb P (9)
where,of being the pressure coefficient for the barrier.

The envelop function without the donor impurity inside the TQW is
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Table 1
Experimental parameters used.
0,1 Xp(0,T) oy oy Critical pressure So (meV)
(eV) (eV) (meV/Kbar) (meV/Kbar)
P; Py
(Kbar) (Kbar)
1.755 1.918 10.7 -1.3 13.5 33.2 250
1
1 :GaAs 1
AlGaAs ] i ! AlLGarxAs
1
1 1
1 1 1 Vo
1 ! 1
1 ! 1
i ! 1
] ! >z

L 0 +L

Fig. 1. The Potential profile of the Triangular Quantum Well along the z-axis.
135y 0f2(2) _ @)
(iii) %% = &
z =L z =L
The trial wavefunction of the donor impurity for 1s state, 2s and 2p..
states are given by,

\Pls = lef(Z) (77” g
\st = stf( )(1 — 6[')
Wap, = Ny, f(z )pel=ime) e(P2r1)

—AagT)

an

Nis, Nas, Nopy and Agg, Ags, Agpy are the Normalization constants
and variational parameters for 1s, 2s and 2p, states respectively. & is
the orthogonality parameter which is calculated through [/ /¥, ¥
pdppdz = 0

The variation of the width of the well as a function of the pressure is
given by Ref. [20]

L(P) = L(0)[1 — (Si1 +2S12)P] a2)
where S11 and Sy, are the elastic constants of GaAs.

The Schrodinger equation is solved variationally and the donor
binding is found from

defined as Eg(P,T) = Eo(P, T) — <H(P, T)> pmin (13)
¢, ePHLP) , z< —L(P)
[ /2m (P, T)vo(z, P, T\’ L(P)E,(P,T) [ /2m (P, T)vo(z, P, T)\ L(P)Eo(P,T)
e ( L(P) ) (- "ern) +°3Bl{< L(P) ) (- e )} Lp<z<o
fi(Z) = N 1/3 (10)
cuAi 2mw(P7 T)V0(27 P, T) ) 7 — L(P)EO(PvT) c<Bi 2m ( T) ( ) 7 — L(P)EO(Pv T) z
il (e ) (- ) b ( (P ) ( ) » 0<z<L(p)
cse P L) , z>L(P)

where, p = 2m} (P, T)[(vo(P,T) — Eo(P,T)]))"/? and Ai[z], Bi[z] are Airy
functions, Eq (P,T) is the Pressure dependent energy of the lowest con-
duction band. Here the subscript ‘i’ in fj(z) correspondstoi =1, 2, 3, 4 in
the respective regions of the TQW. The constants c;, ¢, c3, ¢4 and c5 and
Eo (P, T) are obtained by choosing the proper boundary conditions as
given below:

i) %(2) — %)
(1) EZZ ;zz

z=—L

(ii) 2 (2)
2 =—L *

_ (@)
0z
z =0

z =0

The Diamagnetic susceptibility (ygia) of the hydrogenic donor
confined in a GaAs/Al;Ga; xAs TQW in atomic units, is given by Ref. [25]
—e?

=———— (r(P)? 14
Adia 6mw (p)80 (P)Cz <I‘( ) ) ( )
Though we have investigated the effect of pressure alone on the donor
binding energy as well as the yqi,, we have given the parameters as a
function of both P and T and in all our calculation, T is considered

asT=4K.
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Pi<P<P,
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P>P,

Fig. 2. Schematic band diagram for the I — X crossover due to the applied hydrostatic pressure in TQW.
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Fig. 3. Variation of binding energy of donor impurity against pressure for 1s state for
various well widths.

The parameters used in the calculation are taken from the experi-
mental results [28] and is given in Table 1.

The potential profile of the GaAs/AlyGaj xAs TQW is given in Fig. 1.

The band diagram for the I — X crossover due to the applied hydro-
static pressure in TQW is sketched in Fig. 2.

3. Results and discussion

It is seen from the Fig. 3 that the binding energy varies linearly with
the applied pressure upto the first critical value (P; = 13.5 Kbar) for 1s
state with a fall in the binding upto a pressure of 15 Kbar consistently for
all the well widths.

Thereafter it starts to increase with an increase in pressure upto

30 Kbar and again starts to decrease near the second critical pres-
sure (P, = 33.2 Kbar).

This may be due to the fact that there is no reduction in the barrier
height as presented in Fig. 4 upto P; and thereafter that the barrier height
starts decreasing and the well becomes shallower as a result of the I' - X
band crossover due to external pressure.

This is an unexpected trend of the binding energy with the applied
pressure in a TQW as compared to the reported results of Square Quan-
tum Well (SQW) by Nithiananthi et al. [29]. Perhaps, this may be due to
the trend in the variation of subband energy with pressure in TQW as
against the SQW given in Fig. 4b.

Moreover, this trend is predominantly seen in the ground state
binding energy rather than for the low lying excited states as shown in
Fig. 5a and b. For 2s and 2p, states, the binding energy keeps on
increasing as a function of pressure upto an applied pressure of 35 Kbar.
The clear splitting up in the binding energy is seen near the first critical
pressure for 2p, state when the well width is increased towards the bulk.

Fig. 6 shows the variation of binding energy as a function of well
dimension for the cases with (P; = 13.5 Kbar and P, = 33.2 Kbar) and
without (P = 0 Kbar) the application of external pressure in GaAs/Al,Ga;.
xAs TQW for 1s, 2s and 2p. states. It is seen from the figure that the
turnover in the binding energy occurs for 1s state with respect to well
width as in the case of SQW which is an expected one in any low
dimensional systems. One can see from the figure that there is a shift in
the turnover towards the higher well width beyond the first critical
pressure P;. These results can be justified from the fact that the applied
pressure shrinks the well dimension as given in (12) thereby squeezing
the wavefunction causing the binding more.

A similar trend in the binding energy is observed with respect to well
width for 2p, state also but it is found that the shift in the turnover occurs
around L ~50 A at narrow well width itself when the pressure is
increased beyond P; which can be seen from the results presented in
Fig. 6¢c. But for the 2s state, no turnover is seen upto the pressure of
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Fig. 4. (a) Variation of Confining Potential of TQW and (b) comparison of Subband Energy of TQW and SQW against Pressure.

366



P.S. Kalpana, K. Jayakumar

3.2

Journal of Physics and Chemistry of Solids 110 (2017) 364-369

sl 28 state

2.8
2.6
24
2.2

2.0

Binding Energy (meV)

1.8

1.6

2p: state 24

Binding Energy(meV)

_(5b)

Pressure (Kbar)

15 20 25 30 35
Pressure (Kbar)

Fig. 5. Variation of binding energy of donor impurity against pressure for (a) 2s state and for (b) 2p.. state for various well widths.

13.5 Kbar and the same occurs when L < 50 A at pressure P as shown in
Fig. 6b. The binding energy of 2s state is considerably less than that of
2p. state. This is due to the fact that the shape of the lobes of the 2p.
orbital is aligned along the perpendicular direction to that of growth axis
(z) so that the repulsive potential of barrier has less influence on it when
compared to the 2s state which decreases the impurity energy (<Hmpin >)
thereby increasing the binding Ep of the carrier. The veracity of our

results have been found by the limiting cases L— 0 and L— co. In both the
limiting cases, the binding energy Ep should approach towards 1R*
(5.3 meV) for 1s state and 0.25R* (1.3 meV) for 2s and 2p. state [30].
The evidence for our calculation can be found by calculating the ratio
between the binding energy of 1s and 2s states for the larger well widths
approaching to 4 which exactly reproduces the results of bulk
hydrogen atom.

15
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Fig. 6. Variation of binding energy of donor impurity against well width for (a) 1s state, (b) for 2s state and (c) for 2p.. state for various pressures.
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Fig. 7. Variation of yqi» of donor impurity against pressure for 1s state for various
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The behaviour of the variation of ygi, of the donor impurity with the
pressure for 1s state is presented in Fig. 7. When the pressure increases,
the yq4ia increases linearly to a smaller value until the applied pressure
reaches 5 Kbar when the well width is of L,, = 50 A. When the pressure
goes from 5 Kbar to 10 Kbar, interestingly the yg;, increases very rapidly
as shown in figure. Thereafter, when the pressure is larger than 10 Kbar
(P > 10 Kbar), the ygia is nearly a constant. However, the threshold
pressure at which the diamagnetic susceptibility shoots up rapidly is
shifted to higher pressure values with an increment of 5 Kbar when the
confining well width increases from quasi 2D region of L, = 50 A to bulk
region of L, = 300 A in steps of 50 A. It is observed that the difference
between the pressure at which the onset of drastic increase in yg4;, and the
onset of saturation of yqi, is always 5 Kbar for all L.

The yqia for 2p. state follows the same trend with the applied pressure
as in the case of 1s state which is presented in Fig. 8. Interestingly one
finds from the figure that the yqi, increases rapidly with the applied
pressure for all the well widths and attains the same saturation value of
¥dia ~ —3-25a.u. with the shift of the onset of saturation of ygi, towards
higher pressure with the increase of well width.

Unlikels and 2p, state, the behaviour of y4i, with the external applied
pressure for 2s state is almost linear which can be seen form the Fig. 9.

Higher the external applied pressure, higher is the y4i, and attains the
maximum for pressure of 35 Kbar which leads to the indirect band gap
regime in the bandstructure. The results again have been checked for its

2p: state

X dia(a.u.)

@®)

30 35

Pressure (Kbar)

Fig. 8. Variation of y4i, of donor impurity against pressure for 2p. state for various
well widths.
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Fig. 9. Variation of yqia of donor impurity against pressure for 2s state for various
well widths.

veracity by setting the limiting cases. In the bulk limit, L — oo,
¥dia — —15.82 a.u. for 2s state and ygijs > —11.3 a.u 2p, state. In the limit
L — 0, xdia = —10.53 a.u. for 2s state and y4ia > —7.52 a.u. for 2p.. state
[17]. We could not compare our results with any experimental data as it
is not available explicitly for variation of binding energy with pressure
for TQW.

4. Conclusion

In this paper, the steady and abrupt response of the yg4i; of a hydro-
genic donor impurity to the applied pressure for various impurity states
have been found. The binding energy of the donor impurity has also been
estimated for various well widths and pressures. The drastic increase of
¥dia under pressure and an unexpected trend of the binding energy with
the applied pressure shows the possibility of SMT in such triangular
nanostructure systems for which the present study can be useful. More-
over, the present work may be useful to understand the performance of
Quantum - Well Lasers since it becomes difficult to operate in stimulated
emission at pressures corresponding to I — X band crossover of the barrier
and waveguide region [31].
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approximation. The results show that the applied magnetic field tremendously alters the
Coulomb interaction of the electrons and their binding to the donor impurity by shrinking
the spatial extension of the two particle wavefunction and leads to tunnelling through the
barrier. The qualitative phenomenon involved in such variation of electron — electron
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Quantum dot interaction with the magnetic field has also been explained through the 3D — plot of the
Magnetic field probability density function.
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1. Introduction

The random distribution of magnetic ions over the cation sublattice in Diluted Magnetic Semiconductors (DMS) leads to
important magnetic effects like the formation of Bound Magnetic Polaron (BMP) [1,2], Giant Zeeman Splitting [3,4] etc ... The
effective confinement of the carrier confined in such DMS systems can be manipulated by the modification of the barrier
height either by adjusting the composition of the alloy used in the barrier material or by the application of the external
magnetic field [5,6].

The influence of high magnetic field has very profound effects on physical phenomenon in Low Dimensional Semi-
conducting Systems (LDSS) like Quantum Well (QW), Quantum Well Wire (QWW) and Quantum Dot (QD) which modifies the
density of states due to the formation of Landau levels in these structures. Therefore, the nature of the impurity states
associated with such LDSS is a subject of considerable technical and scientific relevance because of its potential applications in
Optoelectronic and Spintronic devices. Moreover, the prospect of understanding electron correlations in a simple system like
QW, QWW and QD Helium which are occupied by two electrons in each has been a driving force for much of the theoretical
work since the Coulomb interaction between them leads to unusual magnetic — field dependence of the ground state and its
excitations. Many researchers have put their considerable effort to investigate the single and double donor/acceptor impu-
rities widely on GaAs systems [7—20]. The effective mass theory for helium — like donors in bulk semiconductors was first
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carried out by Glodeanu [21] and various experimental studies for the same were carried out by Grimmeiss et al. [22,23]. The
energy spectra of two electrons in a parabolic QWW and QD have been thoroughly studied by G.Y. Hu et al. [24] and D.
Pfannkuche et al. [25], Metkit et al. [26] respectively. Correa et al. [27] have analysed the spectrum of two electrons confined
inside a non-isotropic parabolic QD using the fractional dimensional formulation. Though the role of hydrogen — like donors
in DMS systems have received some attention, studies of the helium —like donors and acceptors [28] have not been paid much
attention. Therefore, studies in this field are still important for both theoretical research and practical applications. In the
present communication, an effort has been taken to study how the electron — electron interaction gets affected by the applied
magnetic field and alters the binding of the carriers confined in a CdTe/Cd;.xMnyxTe QW, QWW and QD DMS systems for the
composition of Mn?* ion, x = 0.3.

2. Theoretical formalism

Defining effective Bohr radius aj = h2eo/m*e? as unit of length, effective Rydberg R* = e2/290agas unit of energy and the
strength of the magnetic field parameter y = hw/2R* (w. — cyclotron frequency), the Hamiltonian for the He — like impurity
confined in a CdTe/Cd{.xMnyTe Square Quantum Well/Wire/Dot is written as

2_2 22 +y3)  YA(x3+v3 2
Hee:—V%—V%—r——r——s-VB(r])—s-VB(rz)—s-yLz]+YLZZ+Y (i +y1) | Y5 +Y)) |
1 2

1
4 4 T — T3l M

where, m* is the effective mass of electron in CdTe and r = \/x2 + y2 + z2; gg is the static dielectric constant of CdTe.
The effective confinement potential for QW, QWW and QD is given as,

VB:{O 2 <L/2 o v

Vo Jz|>L/2
0 Ix.lyl<Lj2
Vg = W W 2
B {Vo X lyl>L2 ¢ @)
0 Ixl.yl.1zl <L/2
Vg = —-Q D
B {Vo XLyl 1z/>L/2 ~ ¢

The external applied magnetic field strongly alters the difference in the band gap between Cd;_xMnyTe and CdTe is given
by Ref. [6].

B o[netr—1

Hence, the strength of the confinement potential is rapidly reduced and results in the modifications of electrical and
optical properties. AEg and AEg are the band gap difference with and without magnetic field respectively. n = e%o is chosen
with { as a parameter (=0.5) and o as the critical magnetic field which depends upon the value of the composition of Mn?*
jon ‘x’. This critical field (in Tesla) for other values of composition of Mn?* jon can be obtained using formulae [6] By = Ae™
with A = 0.734 and n = 19.082 which gives the best fit to the extrapolated experimentally available critical fields. The band
gap of Cdy_xMnyTe is given by 1.606 + 1.587 x eV. The envelop function is chosen to be a product of the lowest subband energy
states of the two electrons confined inside the QW, QWW and QD and is given by,

BePz gbz 21,25 < —L/2
f(z) = N5 CosazCosoz, —L/2<zq1,2z;<L/2 -QW (4)
Be Pz1e-bz 21,2y > L/2
BeBl(X1+YI)eBI(X2+YZ) X1,¥1,X2,¥2 < _L/2
f(x,y) = Nis¢ CosaqxqCosaqy;CosayxCosayy, —L/2 <Xq,¥1,X2,¥2 <L/2 = QWW
Bebi (X2 +¥2) aBi (x2+y2) X1,¥1,X2,¥2 > L/2
Beﬁz(X1+Y1+Zl)eﬁz(X2+Y2+ZZ) X1,¥1,21,X2,¥2,Z3 < —L/2
f(x,y,2) = Nqsq Cosayx;Cosayy Costyzi Cosay Xy Cosany,Cosanzy  —L/2 <Xq,Y1,21,X2, V2,22 <L/2 = QD
Beb2 (Y2 +72) by (K2 4Y,+22) X1,Y1:21,%2,Y2,22 2 L/2

Here,
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Nj; is the normalization constant, B is obtained from the continuity condition and the subscript w-stands for well and b-
stands for barrier.

The approximate ground states for the confined two electrons have been calculated using the variational approach. The
variational ansatz is written as

Wow =f@erd T Waww =fxyer! s Yopf(xy.2e) T (6)

where, A is the variational parameter.
The lowest energy level Eg without donor impurity can be computed by solving the transcendental equation

otanaL/2 = B (7)

The expectation value of H is minimized with respect to A5 and the electron-electron interaction energy is obtained by
computing

2
Ee—e = (Wow oww,op(r'1,72) ﬁ"FQWQWWQD(H ,12)) (8)
1— T2

The binding energy of the two electrons in the presence of magnetic field is found by solving the Schrodinger equation
variationally, and is given by

Eg =Eo + Y — (H)min 9
The CdTe parameters used in our calculations are g9 = 10.2; m}, = 0.090; R* = 11.76 meV; a3 = 60 A.
3. Results and discussion

The variation of binding energy for the He-like impurity confined inside a CdTe/Cd;_xMnxTe Square Quantum Well with
and without the application of magnetic field (y = 0, ¥y = 3, Y = 6) as a function of well width is depicted in Fig. 1 for the
composition of Mn?* ion x = 0.3.

It is noted from the figure that for the case with y = 0, the binding energy increases gradually as the well width is reduced
from the bulk regime towards the Quasi two dimensional regime and it attains maximum when the well width reaches
approximately the effective Bohr radius of the confining system (60 A). This is due to the fact that the impurity potential
energy becomes more negative with decreasing well width which leads to larger binding of the carriers in that regime even
though there is an increase in the kinetic energy of the particles. The variation of Coulomb interaction between the two
electrons as a function of well width is plotted in Fig. 2.

The interaction energy is maximum for the narrower well width where the confinement is more and thereafter a gradual
decrease is observed as the well width increases since the Coulomb interaction scales inversely proportional to the dimension
of the well as Vcoulomb ~1/L [29]. But, when the external magnetic field of strength ¥ = 3 and y = 6 are applied, the Coulomb
interaction gets decreased as shown in Fig. 2. This is because, the applied magnetic field tremendously suppresses the
confining potential barrier (333.27 meV, 67.65 meV, 8.39 meV for y = 0, y = 3 and y = 6 respectively) and thereby shrinking
the spatial extend of the two particle wavefunction which causes tunnelling of electrons through the barrier Cd;_x\MnyTe. In
addition to this, when the strength of magnetic field is more the angular momentum gets increased and the electrons in states
with higher angular momentum are further apart from each other and thereby decreasing the Coulomb interaction between
them. The expectation value of binding energy of the two electrons confined in a QW also follows the same trend (given in
Fig. 1) with the magnetic field as that of the interaction energy. The decrease of the binding energy (Fig. 1) with the magnetic
field can be attributed to the decrease in the kinetic energy, impurity potential energy as well as the subband energy due to
the reduction in the potential barrier height. The variation of subband energy with the magnetic field for the two electrons
confined inside the QW for various well widths is reported in Table 1.
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Fig. 1. Variation of Kinetic Energy, Potential energy and the Binding energy of the two electrons confined inside the QW as a function of well width for y = 0,
Yy=3andy=6.

ol Quantum Well

39

Interaction Energy (meV)

2)
7L . .
50 100 150 200 250 300 350

Well Width (L) (&)

Fig. 2. Variation of interaction energy of the two electrons confined inside the QW as a function of well width for (a) y =0, y = 3 and (c) y = 6.
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Table 1
Subband Energy vs well width for different magnetic fields.
Well Width (A) Subband Energy (meV)
vy=0 y=3 Yy=6
60 63.27 33.42 7.34
100 28.70 18.97 6.08
150 14.39 10.79 4.63
200 8.614 6.90 3.54
300 4.08 3.5026 2.19
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Fig. 3. Variation of binding energy for the two electrons confined inside (a) QWW, (c) QD and the interaction energy in (b) QWW, (d) QD as a function of well
width for different magnetic fields.

When the magnetic field of strength v = 3 is applied, the turnover in the binding energy is seen in the Quasi 2D region. This
is because, the reduction in the potential barrier height due to the application of magnetic field keeps the expectation value of
impurity potential to be more negative until the well width reaches around the effective Bohr radius when it is decreased
from the bulk value. But, thereafter, it allows the carrier to be far apart from each other and leads to less negative value in the
impurity potential with decreasing well width and therefore the carriers get loosely bound to the donor atom which results in
lower binding energy.

But when the magnetic field of strength y = 6 is applied, the binding energy increases as the well width increases and
attains a maximum value around L = 100 A and thereafter it gets saturated until L reaches 250 A and beyond that the binding
energy starts to fall again. The reason for this behaviour is the competition between the kinetic energy and the potential

Table 2
Subband Energy vs Well Width for different magnetic fields in QWW and QD.
Well Width (A) Subband Energy (meV)
Qww QD
Yy=0 y=3 Y= y=0 y=3 y=
60 100.807 43.93 7.82 127.945 49.44 8.0013
100 49.648 28422 7.02 66.844 34.60 7411
150 26.035 17.5738 5.886 36.224 22.655 6.507
200 15.952 11.77 4.854 22.583 15.684 5.59645

300 7.74 6.27316 3.323 11.57684 8.666 4.080
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Fig. 4. Variation of (a) binding energy and (b) interaction energy for the two electrons confined inside QW, QWW and QD as a function of dimension of the LDSS
for the magnetic field y = 3.

energy as shown in Fig. 1c. The contribution of the kinetic energy to the total energy is much greater than the potential energy
in the range L < 100 A and vice versa in the ranges L > 100 A. But this variation of the binding energy with the well width for
Yy = 6 is not as rapid as the variation observed for y = 0 and y = 3. This can be understood on the basis of the following
qualitative argument. The strength of the applied magnetic field y = 6 is very nearer to the critical magnetic field (y = 7.35) at
which the barrier vanishes completely and the QW gets disappeared and the carriers become unconfined as in the bulk

system. Moreover, the binding energy for all the values of magnetic field converges when the well width is increased towards
the bulk value.

vy=0 Quantum Well Y=6

Lx1073

1.5% 10722
1.x 10722

5.x10°H
5.%107 83

Fig. 5. Probability density ‘\V2| of the He — like impurity confined inside the QW, QWW and QD under y = 0 and y = 6 for Mn ion concentration of x = 0.3.
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The graphs for binding energy and interaction energy for QWW and QD are plotted in Fig. 3 for the cases with and without
the application of magnetic field and the variation of subband energy for these QWW and QD have also been presented in
Table 2. It is clearly seen from these figures that the trend of the binding energy with the dimension of the system is as same as
the trend seen in the QW but with the larger magnitude in binding as well as interaction energy as the confinement of the
system is increased from 2D — 1D (QW — QWW) and then 1D — 0D (QWW — QD). The Binding energy and the interaction
energy for QW, QWW and QD for a typical value of ¥ = 3, has been given in Fig. 4a and b respectively.

This is because, when the confinement is increased, there is a less possibility for the electrons to undergo tunnelling
because of its highly localized wavefunction. Since the degree of freedom for the two electrons is restricted as the dimen-
sionality of the system is reduced which increases the effective strength of the Coulomb interaction between them and hence
affects the binding energy.

It is worth noticing from all the graphs portrayed above that the binding of the two electrons and their Coulomb inter-
action is tremendously affected by the applied magnetic field only when the impurity is confined inside the QD rather than in
the QW and QWW. This can be justified as one can note that the magnitude of decrease in the binding energy and the
interaction energy with respect to the applied magnetic field increases as the confinement of the carrier increases from 2D —
1D — 0OD. The above said qualitative arguments can be justified from the three dimensional probability function shown in
Fig. 5 for the two electrons confined inside the CdTe/Cd;_xMnxTe QW, QWW and QD with y = 0 and y = 6 by noticing, the }1112‘
decreases when the magnetic field is applied and it increases as the dimensionality of the system is reduced.

To conclude, we have calculated the Coulomb interaction between the two electrons confined in the LDSS and their
binding to the donor impurity as a function of magnetic field. The most appealing feature of the Coulomb interaction in DMS
systems in response to the applied magnetic field as compared to other non-magnetic systems may be instrumental in
understanding the strong influence of the spectral properties of the LDSS which can be interpreted as transition to Quantum
Chaos and may also shed some light on the fabrication of spintronic devices.

Acknowledgement

The authors thank University Grants Commission, New Delhi, India for the financial support under Major Research Project
(F. N0.42-816/2013(SR)).

References

[1] T.Kasuya, Anamalous transport phenomena in Eu-chalcogenide alloys, Rev. Mod. Phys. 40 (1968) 684—696, http://dx.doi.org/10.1103/RevModPhys.40.

684.

U. Thibblin, Theory of bound magnetic polarons in diluted magnetic semiconductors, Int. J. Mod. Phys. B 3 (1989) 337—366, http://dx.doi.org/10.1142/

$0217979289000269.

[3] J.A. Gaj, ]. Ginter, Exchange interaction of manganese, Phys. Status Solidi Basic Res. 655 (1978) 655—662, http://dx.doi.org/10.1002/pssb.2220890241.

[4] ].P. Lascaray, D. Coquillat, ]. Deportes, A.K. Bhattacharjee, Zeeman splitting of exciton and magnetization in Cd;.xMnxTe:anomalous behavior at high x,

Phys. Rev. B 38 (1988) 7602—7606, http://dx.doi.org/10.1103/PhysRevB.38.7602.

P. Nithiananthi, K. Jayakumar, Laser induced semiconductor- metal transition in a semimagnetic quantum well, Int. J. Nanosci. 10 (2011) 611-615,

http://dx.doi.org/10.1142/S0219581X11009180.

P. Kalpana, P. Nithianathi, K. Jayakumar, Donor states in a semimagnetic double quantum well, Superlatt. Microstruct. 102 (2017) 246—258, http://dx.

doi.org/10.1016/j.spmi.2016.12.042.

R. Khordad, H.R. Rastegar Sedhi, Application of non — extensive entropy to study of decoherence of RbCl quantum dot qubit : tsallis entropy, Superlatt.

Microstruct. 101 (2017) 559, http://dx.doi.org/10.1016/j.spmi.2016.10.041.

[8] R.Khordad, Hydrogenic impurity states in a quantum pseudodot: spin — orbit interaction, relativistic correction and diamagnetic susceptibility, Int. J.
Theor. Phys. 52 (2013) 837—848, http://dx.doi.org/10.1007/s10773-012-1393-2.
[9] P. Nithiananthi, K. Jayakumar, Pressure study on the semiconductor — metal transition in a quantum well, Phys. Status. Solidi (b) 246 (2009)

1238—1242, http://dx.doi.org/10.1002/pssb.2000945023.

[10] P. Nithiananthi, K. Jayakumar, Diamagnetic susceptibility of a hydrogenic donor in low lying excited states in a quantum well, Superlatt. Microstruct. 40
(2006) 174—179, http://dx.doi.org/10.1016/j.spmi.2006.07.013.

[11] A. Merwyn Jasper, D. Reuben, K. Jayakumar, Diamagnetic susceptibility of a hydrogenic donor in a quantum dot, Phys. Status. Solidi (b) 243 (2006)
4020—4024, http://dx.doi.org/10.1022/pssb.200642091.

[12] Zhen — Yan Deng, Tatsuki Ohji, Xiaoshuang Chen, Shallow acceptor impurities in V — shaped GaAs — Gal-xAlxAs quantum wires, J. Phys. Condens.
Matter 12 (2000) 3019—3027, http://dx.doi.org/10.1088/0953-8984/12/13/312.

[13] Y. Yakar, B. Cakir, A. Ozman, Computation of ionization and various excited state energies of Helium and Helium — like quantum dots, Int. J. Quantum
Chem. 111 (2011) 4139—4149, http://dx.doi.org/10.1002/qua.22973.

[14] Frederico V. Prudente, Luis S. Costa, Jose David M. Vianna, A study of two electron quantum dot spectrum using discrete variable representation
method, J. Chem. Phys. 123 (2005) 224701, http://dx.doi.org/10.1063/1.2131068.

[15] RK. Pandey, Manoj H. Harbola, Vijay A. Singh, Helium like donors in semiconductor quantum dots, J. Phys. Condens. Matter 16 (2004) 1769—1776,
http://dx.doi.org/10.1088/0953-8984/16/10/009.

[16] S.E. Okan, H. Akbas, S. Aktas, Binding energies of helium — like impurities in parabolic quantum wells under an applied electric field, Superlatt.
Microstruct. 28 (2000) 171176, http://dx.doi.org/10.1006/spmi.2000.0901.

[17] M. Brasken, M. Lindberg, D. Sundholm, ]J. Olsen, Carrier — carrier correlation in strain — induced quantum dots, Phys. Stat. Sol. (b) 221 (2000) 3741,
http://dx.doi.org/10.1002/1521-3951 (200009) 221:1.

[18] Ya M. Blanter, N.E. Kaputkina, Yu E. Lozovik, Two-electron quanutm dots in magnetic field, Phys. Scr. 54 (1996) 539—541, http://dx.doi.org/10.1088/
0031-8949/54/5/016.

[19] E.C. Niculescu, Binding energy of a double donor in a parabolic quantum well, Phys. Lett. A 197 (1995) 330—334, http://dx.doi.org/10.1016/S0375-
9601(05) 80012-X.

[20] P.A. Maksym, T. Chakraborty, Quantum dots in a magnetic field: role of electron —electron interactions, Phys. Rev. Lett. 2 (1990) 108—111, http://dx.doi.
org/10.1103/PhysRevLett.65.108.

[21] A. Glodeanu, Helium like impurities in semiconductors, Phys. Stat. Sol.(b) 19 (1967) K43, http://dx.doi.org/10.1002/pssb.19670190158.

2

[5

(6

17


http://dx.doi.org/10.1142/S0217979289000269
http://dx.doi.org/10.1016/j.spmi.2006.07.013
http://dx.doi.org/10.1016/S0375-9601(05) 80012-X
http://dx.doi.org/10.1103/PhysRevB.38.7602
http://dx.doi.org/10.1016/j.spmi.2016.12.042
http://dx.doi.org/10.1088/0031-8949/54/5/016
http://dx.doi.org/10.1002/pssb.2220890241
http://dx.doi.org/10.1016/j.spmi.2016.10.041
http://dx.doi.org/10.1007/s10773-012-1393-2
http://dx.doi.org/10.1002/1521-3951 (200009) 221:1
http://dx.doi.org/10.1002/pssb.2000945023
http://dx.doi.org/10.1103/RevModPhys.40.684
http://dx.doi.org/10.1103/PhysRevLett.65.108
http://dx.doi.org/10.1016/S0375-9601(05) 80012-X
http://dx.doi.org/10.1142/S0217979289000269
http://dx.doi.org/10.1006/spmi.2000.0901
http://dx.doi.org/10.1063/1.2131068
http://dx.doi.org/10.1088/0953-8984/12/13/312
http://dx.doi.org/10.1002/qua.22973
http://dx.doi.org/10.1088/0031-8949/54/5/016
http://dx.doi.org/10.1103/PhysRevLett.65.108
http://dx.doi.org/10.1002/pssb.19670190158
http://dx.doi.org/10.1103/RevModPhys.40.684
http://dx.doi.org/10.1088/0953-8984/16/10/009
http://dx.doi.org/10.1022/pssb.200642091
http://dx.doi.org/10.1142/S0219581X11009180
http://dx.doi.org/10.1016/j.spmi.2016.12.042

122 PS. Kalpana, K. Jayakumar / Superlattices and Microstructures 111 (2017) 115122

[22] H.G. Grimmeiss, E. Janzen, B. Skarstam, Deep sulfar related centers in silicon, J. Appl. Phys. 51 (1980) 4212, http://dx.doi.org/10.1063/1.328279.

[23] H.G. Grimmeiss, E. Janzen, K. Larsson, Multivalley spin splitting of 1s states for sulfur, selenium and tellurium donors in silicon, Phys. Rev. B 25 (1982)
2627, http://dx.doi.org/10.1103/PhysRevB.25.2627.

[24] G.Y. Hu, R.E. O’Connell, Electron — electron interactions in quasi one dimensional electron systems, Phys. Rev. B 42 (1990) 1290, http://dx.doi.org/10.
1103/PhysRevB.42.1290.

[25] D. Pfannkuche, R. Gerhardts, A. Maksym, V. Gudmundsson, Theory of quantum dot helium, Phys. B 189 (1993) 6—15, http://dx.doi.org/10.1016/0921-
4526 (93) 90141-R.

[26] U. Merkt, J. Huser, M. Wagner, Energy spectra of two electrons in a harmonic quantum dot, Phys. Rev. B 43 (1991) 7320—7323, http://dx.doi.org/10.
1103/PhysRevB.43.7320.

[27] R. Correa, W. Gutierrez, 1. Mikhailov, M.R. Fulla, ].H. Marin, Dimensionality effect on two electron energy spectrum: a fractional dimension- based
formulation, Phys. Lett. A 379 (2015) 1457—1463, http://dx.doi.org/10.1016/j.physleta.2015.02.043.

[28] A. Merwyn Jasper, D. Reuben, K. Jayakumar, Coulomb interaction energy of double donor in a semimagnetic quantum dot, Superlatt. Microstruct. 52
(2012) 732—737, http://dx.doi.org/10.1016/j.spmi.2012.06.020.

[29] Daniela Pancakes, Aspects of Coulomb interaction in semiconductor nanostrucutres, Phys. Habil — Schr. 28 (1999).


http://dx.doi.org/10.1103/PhysRevB.43.7320
http://dx.doi.org/10.1016/0921-4526 (93) 90141&ndash;R
http://dx.doi.org/10.1103/PhysRevB.42.1290
http://dx.doi.org/10.1016/0921-4526 (93) 90141&ndash;R
http://dx.doi.org/10.1063/1.328279
http://refhub.elsevier.com/S0749-6036(17)31139-4/sref29
http://refhub.elsevier.com/S0749-6036(17)31139-4/sref29
http://dx.doi.org/10.1016/j.spmi.2012.06.020
http://dx.doi.org/10.1103/PhysRevB.25.2627
http://dx.doi.org/10.1016/j.physleta.2015.02.043
http://dx.doi.org/10.1103/PhysRevB.43.7320
http://dx.doi.org/10.1103/PhysRevB.42.1290
http://dx.doi.org/10.1016/0921-4526 (93) 90141&ndash;R

Author’s Accepted Manuscript

0

el

| | _ W
Bound Magnetic Polaron in a Semimagnetic is ‘“”‘J‘gé ‘l,[,‘w_,,,,,,[,,s,,,mm,,,s

Double Quantum Well eiotsas & NANOSTRUCTURES

rrrrr

AAAAAAAAAAAA

ccccccccc
ILLET

P. Kalpana, K. Jayakumar

\\\\

www.elsevier.comvlocate/physe

PII: S1386-9477(17)30682-3
DOI: http://dx.doi.org/10.1016/j.physe.2017.06.025
Reference: PHYSE12847

To appear in:  Physica E: Low-dimensional Systems and Nanostructures

Received date: 10 May 2017
Accepted date: 22 June 2017

Cite this article as: P. Kalpana and K. Jayakumar, Bound Magnetic Polaron in :
Semimagnetic Double Quantum Well, Physica E: Low-dimensional Systems an
Nanostructures, http://dx.doi.org/10.1016/j.physe.2017.06.025

This is a PDF file of an unedited manuscript that has been accepted fo
publication. As a service to our customers we are providing this early version o
the manuscript. The manuscript will undergo copyediting, typesetting, an
review of the resulting galley proof before it is published in its final citable forn
Please note that during the production process errors may be discovered whic
could affect the content, and all legal disclaimers that apply to the journal pertain


http://dx.doi.org/10.1016/j.physe.2017.06.025
http://dx.doi.org/10.1016/j.physe.2017.06.025
http://www.elsevier.com/locate/physe

Bound Magnetic Polaron in a Semimagnetic Double Quantum Well

P Kalpana and K Jayakumar”

Nanostructure Lab, Department of Physics, Gandhigram Rural University, Gandhigram-624 302,
Tamilnadu, India.

Abstract

The effect of different combinations of the concentration of Mn®* ion in the Quantum

well Cd,_, Mn_ Te and the barrier Cd Mn, Te on the Bound Magnetic Polaron
1-Xip Xin ut

1=%gyue™ g

(BMP) in a Diluted Magnetic Semiconductors (DMS) Double Quantum Well (DQW) has
been investigated. The Schrodinger equation is solved variationally in the effective mass
approximation through which the Spin Polaronic Shift (SPS) due to the formation of BMP
has been estimated for various locations of the donor impurity in the DQW. The results show
that the effect of the increase of Mn?* ion composition with different combinations on SPS is
predominant for On Centre Well (OCW) impurity when compared to all other impurity
locations when there is no application of magnetic field (y =0), y being a dimensionless
parameter for the magnetic field, and the same is predominant for On Centre Barrier (OCB)

impurity with the application of external magnetic field (y = 0.15).

Keywords: Double Quantum Well; Dilute Magnetic Semiconductors; Bound Magnetic

Polaron; Exchange interaction; Impurity Locations

1. Introduction

The Diluted Magnetic Semiconductors (DMS) have many unusual features like Zeeman
Splitting [1], Bound Magnetic Polaron [2], Giant Faraday Rotation [3], magnetic field
induced metal — insulator transition due to the exchange interaction between the magnetic
Mn?* ions and the confined carrier through sp-d exchange. The formation of spin — glass
phase is possible for arbitrarily less concentration of Mn®* ion (x < 0.2) at low temperatures
which leads to the frustration of antiferromagnetic interaction between the Mn** ions

resulting in a high magnetization of the material.
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These unique properties of DMS presents an entirely new set of challenges for the successful
preparation of the Multiple Quantum Wells and the Superlattices. The modification of the
barrier height in such QWs made up of DMS materials can be achieved either by adjusting
the composition x of the alloy used in the barrier and well material or by the application of
the external magnetic field. Many theoretical investigations [4-7] on the energy levels of
Bound Magnetic Polaron do already exist. However, no such investigations have been made
to study the effect of BMP on the energy levels especially in a DQW with respect to the
impurity position as a function of various combinations of the composition of Mn®*ion in the
well (xir) and the barrier (Xo,r) of DMS materials in such a way that the difference between
the two composition (Xoit — Xin = X) IS same. The present paper attempts for such an

investigation in Cd,_, Mn, Te/Cd Mn, Te DQW with and without the application

1-xgut X,

of magnetic field for the resultant composition of x = 0.1 as a function of central barrier width

and the impurity positions.
2. Theoretical Formalism

The Hamiltonian of a hydrogenic donor impurity inside the DQW made up of

Cd,_, Mn,_ Te/Cd Mn, Te DMS materials in the effective mass approximation in
1-=xip Xin ut

1=Xgyt g
the presence of applied magnetic field along the direction of growth axis
(z-axis) is written as

2 2

H ——v' — 24V (z) +yL +”f (1)
r B z

where v = hoe / 2R* (0 — cyclotron frequency) is the parameter of the strength of the
magnetic field and y = 1 corresponds to ~30Tesla; r :«fxz +y +2 is the mean distance of
the parent donor atom and the carrier attached to it.

The contribution from the exchange interaction between the electron and the Mn®* ion to the

Hamiltonian can be written as [8],

H_=-3>J (r.-R)s_.S, ()
1

exc

where, Je is the coupling constant for the exchange interaction between the electron of spin s,
located at r. and Mn?* ijons of spin S; located at R;. Using the mean field theory with

modified Brillouin function [6], the exchange interaction between the carrier and magnetic



impurity which causes the Spin Polaronic Shift (SPS) in the presence of an external magnetic

field B can be written as[ 6]

BN
E, = {(\P [ %,8,0,)B,00) [¥)+(¥ [ x,S,09B,(v,) | ¥) } 3)
2
SB“P" SB
B.(y) = zzglcoth 2541 L o oo i, o

2S 7' 2S5 2S ] 2kBTeff kBTeff

where, S is the spin of Mn®" (=5/2), No = 2.94 x 10* cm™ and B - exchange coupling
parameter and its value is obtained from the experimental value of the s — d coupling
constant, BNy = 220meV [8]. Also gun =2, kg is the Boltzmann constant and Bs(y) is the
modified Brillouin function. For the DMS of arbitrary x, it is inevitable to choose the
phenomenological fitting parameters of saturation value Sy and the effective temperature
Terr = T + To with T for the various concentrations of Mn®* ion which numerical values can
be taken from [8].

The various combinations (C;) of Xi, and Xoy¢ in such a way that the difference between Xqu
and Xin 1S 0.1 (Xout - Xin = X = 0.1) and the various impurity positions (z;) accounted for the

study are as follows:

Cl: Xin = 0.005, Xout™= 0.1

Cz:xin=0.01, Xout:0'1 @
C3: Xin = 0.1, Xout™= 0.2

C4: Xin = 0.2, Xout™= 0.3

and
(i) On Centre Barrier impurity (OCB) (z; = 0)
(it) On Edge Barrier impurity (OEB) (zi =Ly / 2)
(iii)On Centre Well impurity (OCW) (zi=Ly/2 + Ly / 2)
(iv)On Edge Well impurity (OEW) (zi= Ly /2 + Ly =

The said scheme is shown in fig.1 for which the profile of the confining potential Vg (z) for

the carriers in symmetric DQW structures is given as



0 L: < 1z < (%+LW)
(5)

V(Z)—— 2
B
V0 |Z| < —Lzb and (—Lzb-l-LW) < |Z| < 00

L, is the width of the each well and Ly, is the central barrier width and V,=70% AEgB, where,

AEgB is the band gap difference with magnetic field and is given by [5]

Sy
AER =AEQ {“e’;pll} 6)

AEg0 is the band gap difference without magnetic field. n=e’o is chosen with C as a
parameter (= 0.5) and vy, as the critical magnetic field which depends upon the value of the
composition x” of Mn®" ion. The critical magnetic field By in Tesla for different composition
is given as By = A e™ with A = 0.734 and n = 19.082 which gives the best fit to the
extrapolated experimentally available critical fields and the band gap of Cd;.xMn,Te is
1.606+1.587x eV.

The approximate ground state energy for confined donor impurity has been calculated using
the variational method. The envelop function f (z) is considered as

Aexp[B (z+Le)] , Z2<-Le
) Ly Ly Ly
—BSm[cx(Z+T)]+CCos[a(z+T)] : —Le<z<—T
f(z) = Cosh[Bz] , —"_2b<z<"_2b (7
- Ly Lp Lp
BSln[oc(z—T)]+CCos[oc (2—7)] , 7<z<Le
Aexp[-B (z-Le)] . z>Le

Here, o = (2m'E) *2and B = (2m*(V,-E)) 2. The unknown constants A, B and C are found

out using the proper boundary conditions at the interfaces zj = L, / 2 and z; = L..

The trial wavefunction of the ground state is chosen as,

w(r)=Nf(z)e ¥ (8)
where, N is the normalization constant and A is the variational parameter.

The expectation value of H is minimized with respect to A and the SPS of the donor impurity

in the presence of magnetic field is found by solving the Schrédinger equation variationally.
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Figure 1: Schematic view of the potential profile fora DQW

3. Results and Discussions

The Fig. 2a, 2b, 2c and 2d corresponding to OCB, OEB, OCW and OEW impurity locations
shows the variation of Spin Polaronic Shift (SPS) against the central barrier width in
aCd, , Mn, Te/Cd,_, Mn, TeDQW forvarious combinations of Xi, and X in such a
way that the difference between Xqut and Xin iS 0.1 (Xout - Xin = X =0.1). It is noted from the
figure that the trend of the variation of SPS with the barrier width is as same as the trend of
the variation of binding energy of the donor impurity with the barrier width of the DQW
under zero magnetic field (y = 0) as given in [4]. An attempt has been made on how the
exchange interaction between the Mn?* ions and the confined carrier in a DQW is affected by
the composition of the magnetic impurity ion (Xi, and Xoy) Which are varied simultaneously
as given in (4) both in the well and in the barrier material. For all the impurity locations, the
SPS increases with the increase of the composition of Mn?* ion as given in (4) except for the
combination (Cy) of i, = 0.2 and Xo, = 0.3. This is because, when the concentration of Mn?*
ion in both well and barrier increases, the exchange interaction between the magnetic moment
of the Mn* ions and the spin of the localized carrier also increases which results in larger
shift in the polaronic energy. This may be justified as follows: When the concentration of
Mn* ions is low , x < 0.005, the interaction between the magnetic moments of the Mn** ions
is very low[9]. Hence, all the Mn®* ions can contribute to the total magnetic moment with the

average spin per magnetic ions <S;>.
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Figure 2: Variation of SPS against the barrier width for different combinations C; of
concentration of Mn®* for composition of x = 0.1 (Xou -Xin=C;i) in a DQW with a
well width of L, = 50A for (a) OCB, (b) OEB, (c) OCW and (d) OEW

impurities without the application of magnetic field (y = 0).

But when x increases beyond 0.005, spins of nearest neighbour cancels out due to the
antiferromagnetic interaction between the Mn?* ions which reduces the number of ions
contributing to the total magnetic moment. Eventually only an effective concentration & of
Mn?* ions which is always less than x contributes to the total magnetic moment. From the
results reported in [9], one can understand that the & increases upto x = 0.2 and then starts to
decrease when x increases beyond 0.3. It is because of this fact one gets lower SPS for the

combination of Mn?* ions which involves X = 0.3.

When the barrier width is limited to zero (L, — 0), the rate of increase of the shift with
respect to the increase of the concentration of Mn?* ions as in (4) is high, only when the

impurity is at OCB and OEB when compared to the other two impurity locations. This is due



to the fact that the DQW effectively becomes the Single Quantum Well (SQW) as L, — 0
and it exhibits the characteristic behaviour ascribed to the SQW. However, when the barrier
width starts to increase in between the two wells, the rate of increase of SPS is high, only for

the OCW impurity compared to all the other impurity locations as shown in Fig 2c.

The results of SPS against barrier width is presented in Fig.3 for L, = 300A.
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Figure 3: Variation of SPS against the barrier width for different combinations C; of
concentration of Mn?* for composition of X = 0.1 (Xout -Xin=C;) in a DQW with a well width of
L. = 300A for (a) OCB, (b) OCW impurities without the application of magnetic field.



It is seen from the figure that the effect on SPS due to the variation of the concentration of
Mn?* jon for any combinations (C; : Xout — Xin) is predominant only for the lower well width of
L.=50A rather than for the well width approaching the bulk value like L, =300A.

The variation of the SPS against the barrier width for all the combinations of composition of
Mn? ions and for all the impurity locations under the external applied magnetic field is given
in Fig.4. It is well known that the applied magnetic field tremendously reduces the confining
potential (111. 09meV, 7.865meV for y = 0 and y = 0.15 respectively) [5] in which the carrier

has been confined.
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Figure 4: Variation of SPS against the barrier width for different combinations C; of Mn®*
composition of x = 0.1 in a DQW with a well width of L,, = 50A for (a) OCB, (b)
OEB, (c) OCW and (d) OEW impurities with the application of magnetic field
(y = 0.15).



When the external magnetic field is applied, the exchange interaction between the Mn?* ions
and the carrier is enhanced thereby increasing the shift largely as one can see from the
numerical values of SPS for both y = 0 and y = 0.15 from the respective figures. The trend of
the variation of SPS with the barrier width under the applied magnetic field is same for all the
impurity locations except for OCB impurity with respect to different combinations of Mn®*

ions as shown in Fig. 4.

In the case of OCB impurity as given in Fig.4a, when the combinations of C; and C, are
considered, the SPS increases as the barrier width increases and one observes the reverse
trend for the combinations of C3 and C,4. This is because when the barrier width increases, the
coupling between the two QWs is reduced which causes the carrier to interact with the Mn?*
ions presented in the well material alone. Therefore, only for the combination for which
Xin < 0.01 alone only can show its influence to the maximum extent with the carrier, thereby
increasing the shift. But when the width of the central barrier becomes thin, the maximum of
SPS is observed only for the combinations of C3 and C4 which is due to the strong alignment
of the spins of Mn*" ions with the applied magnetic field. It is also worth to note from the
Fig.4d that the SPS is maximum for OEW impurity as compared to all other impurity
locations for the combination of C; and C,. This is because there is a possibility of finding
lesser number of antiferromagnetically paired Mn?" ions along the interface of DQW, which
can effectively contribute to a larger <Sz>. Therefore, the magnetization of the material

becomes larger since these ions can easily be aligned in the external magnetic field.

4. Conclusion

The calculation of the SPS due to the formation of BMP with and without the application of
external magnetic field in DQW for various impurity locations and for the different
combinations of the concentration of Mn®" ions in the well and the barrier DMS materials
giving rise to x = 0.1 has been made. From our investigation it has been observed that even
though the Mn?* concentration x = 0.1 (Xout — Xin = 0.1) determines the effective confining
potential well of the DQW, the SPS is different and depends on the concentration of Mn?* ion
in the well (xiy) and in the barrier (Xout). The large spin — splitting of energy levels due to the
sp-d exchange interaction in such DMS materials corresponds to the far — infrared (FIR)

region of the spectrum which causes the possibility of a tunable coherent circularly polarized



FIR emitter and for the resonant tunnelling devices using superlattices involving wide — gap

DMS for which our study may throw some light.
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Highlights:

e Impurity states in a Triangular GaAs/Al,Ga,As Quantum Well has been studied.

e Effect of I'-X band crossover on the Y4, of a donor impurity has been investigated.
®  Y4ia abruptly increases at a particular pressure for 1s and 2p, states.

e Asteady increase of y 4, is noticed for 2s state as a function of applied pressure.

e This work shows the possibility of SMT in such triangular nanostructure systems.
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Coulomb Interaction of Acceptors in Cd;.,Mn,Te/CdTe
Quantum Dot
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Abstract. The investigation on the effect of confining potential like isotropic harmonic oscillator type potential on the
binding and the Coulomb interaction energy of the double acceptors in the presence of magnetic field in a
Cd;_(Mn,Te/CdTe Spherical Quantum Dot has been made for the Mn ion composition x=0.3 and compared with the
results obtained from the square well type potential using variational procedure in the effective mass approximation.

Keywords: Double acceptors, Square well potential, Parabolic potential, Coulomb Interaction energy

PACS: 73.21.La, 71.15.Nc, 75.75-C, 75.50.Pp, 75.30.Hx.

INTRODUCTION

One of the best known magnetic semiconductors
that can be made p-type is Cd,.Mn,Te' The effect of
exchange interaction of a hole with magnetic ions on
the acceptor states which gives rise to Bound Magnetic
Polaron is a special feature in this Semimagnetic
Semiconductors. In the absence of magnetic field, the
spins of the magnetic ions are not ordered and hence
there is no net exchange interaction of these ions with
a hole. Recently” results are available on the Coulomb
interaction of the carriers in square well type potential
confinement in Quantum Dots (QD). But still there are
uncertainties in the nature and type of potential that
exists in QD. Brey et al.® and Yip4 have demonstrated
the evidences for the assumption of parabolic potential
confinement in QD which is the motivation for the
present work. In this work, we investigate the effect of
confining potential like harmonic oscillator type on the
Coulomb interaction between the acceptors and their
binding energy in the presence of magnetic field in
Cd,_Mn,Te/CdTe spherical QD for Mn composition
of x=0.3 using variational principle in the effective
mass approximation.

THEORETICAL FORMALISM

Defining effective Bohr radius ag*= hzs()/m*e2 as
unit of length, effective Rydberg ~ R* = e*/2g4a5* as
unit of energy and the strength of the magnetic field
parameter Y= h./2R* (o, — cyclotron frequency), the
Hamiltonian of the double acceptor impurities in
Cd; Mn,Te/CdTe QD in the effective mass
approximation in the presence of magnetic field
applied along the growth direction is given as

2 2 2 2

H =~V =V =y =0 Ve Vg ) ik
72(r125in291) 72(r%sin292) 2 (1)
+ ;LZ + + 1=
2 4 4 _
1™
The Parabolic confining potential for Cd; ,Mn,Te
Spherical Quantum Dot is given by
1 =

—m a)zr2 r<R
V=42 (2)

VO r>R

where R is the radius of the Quantum Dot and
V0=30%AEgB , Where, AEgB is the band gap difference
with magnetic field and is given by’.

Sy _
AES = AEg[“e 1} (3)
n-1
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Interaction Energy (meV)

where AEg0 is the band gap difference without
magnetic field given as n:ecyois chosen with  as a
parameter(=0.5) and 7y, as the critical magnetic field.

The trial wavefunction for the ground state of double
acceptor impurities in spherical polar co-ordinates with

parabolic confinement is given by,

12

n-n

L 2
—Eafrz —Ann

— oy
e 2 e e r<R
Vst =N g g . C))
e e =Ahh|n-r2
e r>R
n n

where, a=(2m E)"?, B=(2m*(V,-E))"* and Ay, is the
variational parameter.

The subband energy (E) is the lowest energy without
the acceptor impurity which is obtained by solving the
transcendental equation

o+ ftan(@R)=0 ©)

RESULTS AND DISCUSSIONS

Fig.1a. gives the wvariation of Coulomb
interaction between acceptors confined in a parabolic
and square well potential in QD in the absence of
magnetic field (y=0). Fig.1b. gives the same in the
presence of magnetic field (y=0.075).

—e Parabolic Confinement
—=— Square Well Confinement

E la) ‘ .Y:O
s

N (2] & A D
o o o o o
TR ER S TS U

g
o
1 L

o

T T T T T T T T T T T T T

50 100 150 200 250 300 350
Dot Size (A)

FIGURE 1a. Variation of Coulomb interaction of

double acceptors vs. dot radius for y=0.

o

From these figures one observes that the
carriers show more interaction in parabolic
confinement than for square
well type potential confinement. Moreover, in the

presence of the magnetic field a turnover occurs for
the smaller radius of QD. A shift in the turnover
towards the smaller radius of QD under parabolic
confinement in the presence of magnetic field
(7=0.075) has also been noticed. This turnover feature
is due to the interplay between three forces, the first
being an attractive force due to the confining potential
in a dot that tends to confine the holes together, the
second being the repulsive force due to the Coulomb
interaction between the hole themselves and the third
being the magnetic field which reduces the
confinement and aids the repulsive forces. At a lower
QD radius the repulsive force gains in strength and
causes tunneling which in turn reduce the interaction
energy when the magnetic field is applied.

—e Parabolic confinement
\ —a—Square Well Confinement

50 1P ag

Interaction Energy (meV)

0+——

T T T T T 1
150 200 250 300 350

Dot Size (A)

—
0 50 100

FIGURE 1b. Variation of Coulomb interaction of
double acceptors vs. dot radius for y=0.075.

Fig.2a and 2b gives the binding energy of the
acceptors as a function of dot size without and with
magnetic field respectively. Fig.2a. reveals the binding
of acceptor is more in parabolic confinement than in
square well type confinement in the absence of
magnetic field justifying the trend of the results of
fig.1a. In the presence of the magnetic field (y=0.075),
one sees an enhanced binding of acceptors under
parabolic confinement than the square well type
confinement justifying the results of fig.1b.



Binding Energy (meV)

Binding Energy (meV)

{2a) —e Parabolic Confinement

—a— Square Well Confinement
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FIGURE 2a. Variation of binding energy of double
acceptors vs. dot size for a) y=0.

=0.075
Zb)‘ =0 —e Paraboic confinement
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FIGURE 2b. Variation of binding energy of double
acceptors vs. dot size for y=0.075.

CONCLUSION

The present investigation can help in understanding
the mechanism of two particle spectra and the
formation of Wigner crystal in low dimensional
systems like Quantum Dot, Quantum Wire and
Quantum Well.
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Abstract. The Coulomb interaction of holes in a Semimagnetic Cdi.xMnxTe / CdTe Spherical and Cubical Quantum
Dot (SMQD) in a magnetic field is studied using variational approach in the effective mass approximation. Since these
holes in QD show a pronounced collective behavior, while distinct single particle phenomena is suppressed, their
interaction in confined potential becomes very significant. It has been observed that acceptor-acceptor interaction is
more in cubical QD than in spherical QD which can be controlled by the magnetic field. The results are presented and

discussed.

Keywords: Acceptor, Semimagnetic system , Quantum Dot, Coulomb interaction, Binding Energy

PACS: 73.60.cs, 75.30.Hx. 73.21.La,75.50Pp

INTRODUCTION

Magnetic and Semi-magnetic  nanostructure
systems like Cdi;Mn,Te / CdTe (where x is the
concentration of magnetic impurity Mn) Quantum Dot
(QD) is drawing considerable attention due to
Spintronic applications, possibility of realizing the
optoelectronic devices and exhibiting the switch over
of the system from type — I to type — II'. It is well
known that Coulomb interaction between acceptor
states leads to increased significance of many body
effects. The Mn concentration in nonmagnetic
Semiconductor gives rise to ferromagnetism and
metallic transport. Coulomb interaction within the QD
gives rise to the phenomenon of Coulomb blockade of
transport and its influence strongly depends on the size
of the QD?. Moreover, the infrared spectra of acceptor-
acceptor interaction in Si and Ge show a small
splitting which cannot be explained unless one
considers the acceptors interaction®. In the light of the
above, in the present work, the acceptor — acceptor
Coulomb interaction in Cd;<MnTe/CdTe QD (both
spherical (SQD) and cubical (CQD)) have been
investigated in the effective mass theory. The
theoretical formulation is given in the next section and
in the last section, results and discussions are
presented.

THEORETICAL FORMALISM

The double acceptor states are determined by
solving the hole effective mass Schrédinger equation
and the Coulomb interaction between these two
acceptors is screened by the background dielectric
constant €. The effective mass Hamiltonian is written
in dimensionless form as

2 2
-Vi —Vz—%_%‘*VB(’l)"‘VB(’Z)“'}’Lzl

Hpp = . }’2(r125in291) ‘ 72(r%sin292) 2 M

T2t N

where, v = ho/2R* (@, — cyclotron frequency) is the
parameter of the strength of the magnetic field and y=1
corresponding to 1131.71Tesla.

The effective confinement potential for both the
cubical and spherical QD is given as,

>

L (0] r <R SOD
= —>
B o r>R
(0] |x,y,z|SL/2
Vg = — COD
Vo |x,y,Z|>L/2

Solid State Physics
AIP Conf. Proc. 1665, 090005-1-090005-3; doi: 10.1063/1.4917985
© 2015 AIP Publishing LLC 978-0-7354-1310-8/$30.00

(090005-1



where, R, L are the radius and size of the SQD as well
as CQD respectively and Vo=30%AE". The external
applied magnetic field strongly changes the difference
in the band gap between Cd; Mn,Te and CdTe by*

gy _
AEP = AEQ {""n_]l} 3)
so that, the strength of the confinement potential is
rapidly reduced and results in the modifications of
electrical and optical properties. 1 = exp[ayo]and o is
a parameter(a=0.5) and yo as the critical magnetic
field. AE.® and AE,’ are the band gap difference with
and without magnetic field respectively. The band gap
of the material is given by E, (Cd;xMnTe) = 1606 +
1587x (meV). The critical magnetic field yo depends
upon the value of composition. This critical field (in
Tesla) for other values of composition can be obtained
using the formulae By = A, exp[nx], where, A= -0.57
and n=16.706

The approximate ground states for confined double
acceptors have been calculated using the variational
approach. The variational wavefunction ¥ is chosen to
be a product of the lowest energy subband states of the
two holes confined inside the QD.Considering the
correlation between the double acceptors, the trial
wavefunctions for both the spherical and cubical dot
are written as

Sin[a rl] Sin[ca r2]
rl

Lom 5%
e e
D 1sop FLrD=C, S5

D oy FLr2) e AT R
D 500 (71.7°2) eil‘” -7 ,r>R

D 5o (r1,r2) =

(C))

\IJSQD(FI,I”Z) =Nu

D, 00p(r1,r2) = Cosla x1] Cos[a y1] Cos| & z1] Cos[ & x2] Cos[a y2] Cos| & 22]

=p(xl+yl+zl) —B(x2+y2+22
(I)hcgo(rhrz)zche Pleteylez )6 Ple2eyaszd)

D ,cop (r1,r2) e_/l‘ﬁfﬁ‘ ’

—l‘r—l—r—z‘ |

et |12t} x2] [y2] |-2]<Lr2

lP(Qu(rl’rz) :Nh/,
@M'()D(rl’r2)€

il 1zt |2l y2| 2212
(w-stands for well and b-stands for barrier), where, Nin
is the normalization constant, o=(2m'E)"?,
B=(2m*(V,-E))"?, A is the variational parameter and
Ch is obtained from the continuity condition.

The lowest energy level Eq without acceptor impurity
can be computed by solving the transcendental
equation

a+ ptan(aR)=0 — SOD

atan(@l/2)=p —cop O

(%)

The expectation value of H is minimized with respect
to A and the hole-hole interaction energy is obtained
by computing

rl—r2

E.~- <lysgn.('gn(”»r2) TVQD.('QD(rI3 r2) > (7)
and the binding energy of double acceptors in the
presence of magnetic field is found by solving the
Schrédinger equation variationally, and is given by
EB=E+7—<H> ®

The CdTe parameters used in our calculations are
e = 10.2; my = 0.67. Energies are scaled by hole
effective Rydberg R, = mye? /2h%e? and the effective
Bohr radius an= h%e/mpe’.

RESULTS AND DISCUSSION

Fig.1 and 2 presents the binding energy and the
Coulomb Interaction energy of double acceptors as a
function of dot size for three different barrier
height(143,67,10.4meV)  corresponding to  the
magnetic field strength of (y = 0, 0.04, 0.07)
respectively for both cubical and spherical dot. It can
be seen that there is a rapid reduction in the Coulomb
interaction energy as well as the binding energy when
the magnetic field (y) is increased, since the applied
magnetic field greatly alters the barrier height of the
QD according to eqn.(3).
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FIGURE 1. Variation of the ground state double acceptor

a) binding and b) interaction energy as a function of dot size

for cubical and spherical Quantum dot with x=0.3 for y=0.
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In both cases (CQD & SQD) the binding and the
interaction of the two holes increases to a maximum
around 30A without applying magnetic field (y = 0) as
shown in Fig.1a and 1b.

This is due to the effective confinement frequency
scales with the inverse square of the dot size
(Q o 1/L%) and the typical interaction energy drops
inversely with increasing dot size (Vcouomb o 1/L),
which may be due to the fact that decreasing the dot
size, the wavefunction is more squeezed in CdTe dot,
leading to the stronger binding. However beyond a
certain value of dot size, the wavefunction is spread
into the barrier Cd;«MnyTe, leading to the reduced
confinement of the holes in the well region.

3 byl
il = Spherial QD =004 —o=Spherical QD

—#—Cubical QD = Cubical QD
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FIGURE 2. Variation of the ground state double acceptor
binding energy and interaction energy as a function of dot
size for Cubical and spherical Quantum dot with x=0.3 for
a,b) y=0.04 and ¢,d) y=0.07.

When the strength of the magnetic field is
increased towards the critical value (vanishing of V),
the energy maximum shifts towards the dot size
< 70A. This behavior of the energy as a function of dot
size (for a given magnetic field) can be attributed by
the following facts. (i) For extremely narrow dot size
(~30A) the repulsive force between the two holes gain
in strength and causes tunneling. (ii) When the dot size
is larger (30A< (R,L)<70A), an attractive force due to
the confining potential and the magnetic field induced
localization win over tunneling and tend to confine the
holes together inside CdTe dot. From the above
arguments, one expects the onset of
quasilowdimensionality effects to occur when the
effective Bohr radius of the hole-hole pair is
comparable to the size of the QD.

The ionization energy of the double holes is larger
in Spherical confinement than in Cubical dot as shown
in figures 1 and 2 which is justified by the distribution
function of holes inside the dot as shown in fig.3.
Hence, the Coulomb interaction between the holes is
strongly enhanced only in dot with cubical geometry
rather than in spherical geometry. This is due to the
fact that the confinement in spherical geometry
decreases the kinetic energy of the double holes thus
leading to the enhanced binding energy.

(@) (b)

10 i) 1]
x

FIGURE 3. Probability distribution of the holes inside the
QD of size 50A for (a)y=0, (b) y=0.07 for Cubical (Blue) and
Spherical(Red) Quantum Dot

CONCLUSIONS

The Coulomb interaction of acceptors in
CQD and SQD is very effective and can be controlled
by the external magnetic field. This Coulomb
interaction in SMQD is significant in the light of
Coulomb blockade of transport. Moreover, this two
particle interaction can be very helpful to understand
the two particle energy spectra.
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Abstract. The donor impurity binding energy in CdTe / CdixMnsTe QWW with square well confinement along
x — direction and parabolic confinement along y — direction under the influence of externally applied magnetic field has
been computed using variational principle in the effective mass approximation. The spin polaronic shift has also been

computed. The results are presented and discussed.

Keywords: Parabolic Well, Square Well, Quantum Well Wire, Diluted Magnetic Semiconductors, Binding Energy
PACS: 73.63.Nm, 73.21.Hb, 75.50.Pp, 73.63.Hs, 71.38.-k, 75.75.-c

INTRODUCTION

Compound  Semiconductors incorporating  low
concentration of transition metals like Mn which are
called “Diluted Magnetic Semiconductors (DMS)”.
Cdi.Mn,Te, have opened a new field of spin —
functional semiconductor physics. The exchange
interaction between the extended (band) and local
(usually d) electrons (i.e. the p-d and the s-d exchange
interaction), which are responsible for the formation of
Bound Magnetic Polaorn (BMP), underlies important
spin- amplified properties in these materials [!1. Several
theoretical formalisms for evaluating BMP energies
have been developed and also an abundance of
experimental results exists on both acceptor — BMP
and donor - BMP in various semimagnetic
materials 2. The physical nature of impurity states
associated with semiconducting heterostructures is a
subject of considerable technical and scientific
relevance because of their potential device
applications. With the technological progresses in the
fabrication of semiconductor structures like chemical
lithography, Molecular Beam Epitaxy and etching, it
has been made possible to fabricate a wide variety of
Quantum Well Wires (QWW) with well controlled
shape and composition to achieve the high electron
mobility B due to strong suppression of both impurity
and optical — phonon scattering. The spatial
confinement of the wavefucntion in these QWW
mainly depends on both the shape of the potential and

the impurity position along these structures and
thereby number of studies concerning QWW with
rectangular, T-Shaped, V-groove, triangular and other
cross sections 31, Hence lot of attention were shown
during the last few decades. In the present work, we
investigate theoretically the binding energy of donor
impurity in a CdTe/Cdi.Mn,Te QWW with square
type potential confinement along x-direction and
parabolic type confinement along y-direction, V(x, y)
under the influence of externally applied uniform
magnetic field for Mn composition of x=0.3.
Calculations are carried out in the effective mass
approximation using variational method.

THEORY

The Hamiltonian of a hydrogenic donor impurity in the
presence of magnetic field in CdTe/Cd;.Mn,Te
Quantum Well Wire in the effective mass
approximation is given as
2 2 2, 22
H= - V-~ V) -+l +—— (1)
a2 dy a2 BT 4

Defining effective Bohr radius az*= #’gy/m*e’ as unit
of length, effective Rydberg R* = e?/2gap* as unit of
energy and the strength of the magnetic field
parameter y = fiw/2R* (w. — cyclotron frequency and
vy = 1 corresponds to 30.5604Tesla), where m* is the
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effective mass of electron in CdTe and p = /x> +y* ,

r=+/p>+z*; € is the static dielectric constant of

CdTe. V(x) and V(y) are the finite confinement
potentials in the x- and y-direction, respectively. V(x)
is a square well potential of height Vo and V(y) is a

parabolic well potential of %ma)zyz , which are given

by,

{o Jx|<L/2

Vx)=

Vo Lx[>L/2
1 5, )
—mo y°,|ly|<L/2

vig={2m M
Vo Jy|>L/2

L is the width of the rectangular cross section of the
wire and Vo = 70%AE.? AE,® is the band gap
difference with magnetic field ) and is given by,

AEE _ AEg [n exploy] -1} 3)
n-1

where AE. is the band gap difference without
magnetic field given as n=e~"’is chosen with ¢ as a
parameter (=0.5) and v, as the critical magnetic field
which depends upon the value of the Mn ion
composition ‘x’. The critical magnetic field for
different composition Bo = Ae™ is given in Tesla with
A=0.734 and n=19.082 which gives the best fit to the
extrapolated experimentally available critical fields.
The band gap of Cd;xMn,Te is given to be
1.606+1.587x eV.

The trial wavefunction for ground state donor impurity
in such QWW with different confinements along two
directions is given by

W= Ny w(x) y(y) Exp[-Ar] 4)
where,
Cos[alx] ,|x| <L/2
y(x)=
B1Exp[-Blx] ,|x|>L/2
1, Q)
Exp[-— a2y ,|x| <L/2
y(y)= 2
B2 Exp[-B2y] .|y|>L/2
where Njs is the normalization  constant

al = 2m'E)"? and Bl = (2m*(Ve-E)'?, A is the
variational parameter, ‘B1’ and ‘B2’ is obtained from
the continuity condition.

The binding energy of the donor impurity in the
presence of magnetic field is found by solving the
Schrodinger equation variationally and is given by

ESYW —E, +E,+v-(Hpin ) 6)

Spin polaronic effect

The modified Brillouin function ™ to invoke
the exchange interaction between the carrier and
magnetic impurity in the presence of an external
magnetic field B, yielding the magnetic polaronic shift
which is given by

Egp = BSNo { (1| xiBs )| #1) + (2 | x2Bs 52| %2 )}

2S+1 2S+1 1 Yj
B.(y:)=——coth———vy:-—coth— 7
sO1) 7 70g 28 YiT2s M s ™
2
753‘%‘ gupSP
Vi=
J 2kT kT

where B - exchange coupling parameter, S is the spin
of Mn?* (=5/2), and xNj is the Mn ion concentration
with Np = 2.94 x 102 cm™ and PNp = 220 meV for
CdTe. Also gun~2 and B is the strength of the external
magnetic field, k is the Boltzmann constant and By(y)
is the modified Brillouin function.

RESULTS and DISCUSSIONS

Observations have been made on the binding
energy and spin polaronic shift of the hydrogenic
donor impurity confined in a QWW with square
confinement along x-direction and parabolic
confinement along y-direction for the various magnetic
fields applied along the free direction ‘z’.

Binding Energy (meV)

0 50 100 150 200 250 300 350
Wire Size (A)

Fig.1: Donor Binding Energy vs Wire Size for x=0.3 for
various magnetic fields

It can be seen from the Fig (1) that the donor
binding energy decreases with increase in magnetic
field. This is due to the fact that the application of
magnetic field reduces the confining potential barrier
height according to eqn (3) thus making the donor less
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confined in the wire. This can be justified from the
probability distribution function plotted in Fig (2) for
y=0 and y=6.

v=0 and L=100A

3.%x1077
2
[ 2 1077

1.x1077

Fig.2: Probability distribution for y=0 and y=6 for wire size
L=100A.

It can be seen from the figure that the
Probability density of donor inside the wire is higher
in magnitude in the absence of magnetic field than in
the presence of magnetic field. It is also observed that
the binding energy decreases as the wire size increases
which is an expected one in any low dimensional
systems. The reliability of our results can be verified
as:

oww E}S}quare Well for V(x,0)
Eg" " approches to Parabolic Well
EBara olic We for V(O, y)
where, Epl"e / Parabolic Well i the  donor  binding

energy of a Quantum Well with Square / Parabolic
potential confinement 7],

The variation of magnetic polaronic shift of the
donor impurity for y=0, y=3 and y=6 is given for
x=0.3. It is noticed that there is a drastic increase in the
spin polaronic shift with increase in magnetic field as
there is an increase in the exchange interaction
between the magnetic ions and donor impurity.

AAAAAA A A A A A

—a-y=0
0 ——1y=3
—A—y=6

Spin Polaronic Shift (meV)

o o

50 100 150 200 250 300 350
Wire Size (A)

Fig.3: Spin Polaronic shift vs Wire Size for x = 0.3 for
various magnetic fields

CONCLUSION

The study of the magnetic effect on the donor
impurity confined in such a QWW with various
confinements along two directions is important since it
is possible to investigate the various properties like
magnetic excitations and other magneto optical
transitions and also to simulate and fabricate QWW of
different cross sectional geometry and confining
potential according to the requirement for various
device applications.
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a Triangular Quantum Well
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Abstract. We have calculated the binding energy and the diamagnetic susceptibility(yg;,) of the ground (1s) and few
low lying excited states (2s and 2p.) in a GaAs/Al,Ga,_As Triangular Quantum Well (TQW) for the Al composition of
x = 0.3. Since the estimation of <r*> gives the carrier localization in nanostructured systems and also the calculation of
(%di) involves the <r*>, the same has also been estimated as a function of well width. The Schrodinger equation has been
solved using variational technique involving Airy functions in the effective mass approximation. The results are

presented and discussed.

Keywords: Triangular Quantum Well, Donor Impurity, Binding Energy, Diamagnetic Susceptibility, Excited states

PACS: 73.63.Hs, 73.61.Ey, 78.47.da, 75.75.-c

INTRODUCTION

The potential energy of the conduction band in GaAs
is lower than that of Al,Ga; As causing electrons to
transfer to lower energy region which is opposed by
the electric field between the electron and the donor
ion which alters the band potential confining carrier
within a Triangular Quantum Well (TQW). These
TQW appear in Si MOSFETS, GaAs/AlGaAs
MODFETS and in biological sensors for pH and
dipole moment measurements of polar liquids. The
electrons confined in a TQW has attracted much
attention in recent times. Jiang et al'’! have calculated
the binding energy of the on center donor impurity in a
GaAs/Al,Ga;  As TQW involving Airy functions using
variational principle and the same has also been
extended for various impurity locations inside the
TQW by Zhang et al?! Many theoretical works have
been devoted to study the impurity states as well as the
diamagnetic susceptibility through which one can
explain the Semiconductor — Metal Transition ***. In
this present communication, we have investigated the
binding energy and the diamagnetic susceptibility for
ground state and few excited states of a donor confined
in a GaAs/Al,Ga,  As Triangular Quantum Wells for
x=0.3.

THEORETICAL FORMALISM

The Hamiltonian of the donor impurity confined in a
GaAs/ Al,Ga;As TQW under the single — band
effective mass approximation is given by

%:ivz—e—u/B(Z) (1)

*

2m &yr

where m’ is the effective mass of the charge carrier &,
is the static dielectric constant of GaAs and Vp(z) is
the electrostatic confining potential and r is the
distance between the charge carrier and the donor

impurity which is given by r= p2 +z2 .

The potential profile of the TQW is given as,
i’ |Z| ,—b<z<b

V (Z) =9 b (2
v, |Z| >b

where, b is the half of the well width i.e. L=2b and V,
is the potential well height for the electron which is
given as 60% of the total energy band gap difference
between GaAs and Al,Ga,_As layers.
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The envelop function without the donor impurity
inside the TQW is defined as
°1 Bztb)

fz)=

o P , z>b

where, Ai[z] and Bi[z] are Airy functions, E, is the
energy of the lowest conduction band subband. The
constants ¢;, C,, C3, ¢4 and c¢s and E, are obtained by
choosing the proper boundary conditions. The trial
wavefunction of the donor impurity for 1s state, 2s and
2p. states are given by,

\P” _ N” f(Z) e(_ﬂ“lsr)

W, =N, £(2) (1-6r) ") (4)
_ (imp) (~2a,.7)
lP2pt = szif(z) pe e ”
* 1/2
2m (V,-E,)
where, f = ———— | » Nis Na, N2,. and Ay,
n

Aoss  Ayp: are the Normalization constants and
variational parameters for 1s, 2s and 2p. respectively.
d is the orthogonality parameter which is calculated

through [[[¥, ¥, pdpdpdz =0.

The variational calculation is implemented by
adjusting the variational parameter in order to
minimize the expectation value of the Hamiltonian
operator and there by the binding energy of the donor
state is obtained by

EB:EO'<H>min (5)

The Diamagnetic susceptibility (Ygia) of the
hydrogenic donor confined in a GaAs/Al,Ga; As
TQW, in atomic units, is given by'*)

2

—e ,

Y = <r's ©

-
6m g,c
Results and Discussions

Fig.1. displays the binding energy (Eg) of the donor
impurity in the ground state (1s) and in some low lying
excited states like 2s and 2p, state as a function of well
width in a potential well with triangular geometry for
the Al composition of x = 0.3. The reliability of the
results have been verified by setting the two extreme
limits as L — 0 and L — oo as done in square quantum

well™. In the bulk limit, L—> oo, the binding energy
Eg—>1R* (5.3meV) for 1s state and Ez—0.25R*
(1.3meV) for 2s and 2p. states and it should follow the
same when the quantum limit approaches to the perfect
two dimensional, i.e. L — 0. In addition to this, the
supporting evidence can be given to confirm the
obtained results are more reliable by calculating the
ratio between the binding energy of 1s and 2s states
which results in the number approximately as 4 as
mentioned in [5].

12
10
% 3 — 15 state
é = = 2s state
B 6| =mun2p, state
m30
23 .
%2.5!— -l
.E ’ \ .-.llIlIIIIIIIIIIIIIIIIIIIIIIIIIIIII
/~ 2.0 N------
s 0 T TTTEEEEEEESE T
1'00 40 80 120 160 200 240 280 320 360 400

Well Width (A)
FIGURE 1. Variation of binding energy of donor impurity
against well width for ground and low lying excited states.

0

0.0
-0.5
—_ ——1s state
=10 = = 2s state
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5 3 I... T
'6 - .‘...................................
] e L L L L L L L
-9
-12
-15
-18
T

0 40 80 120 160 200 240 280 320 360 400
Well Width (A)

FIGURE 2. Variation of y4;, of the donor impurity against
well width for ground state and low lying excited states

As the width of the quantum well is increased widely
(bulk limit), the two levels 2s and 2p, will converge
towards 1.3meV, as expected since in this limit both
levels are degenerate. The diamagnetic susceptibility
(%4ia) has been calculated as a function of well width
for various impurity states and is presented in fig.2.

To substantiate our results further, we present the
profile of < r* > against well width in fig.3, since the
calculation of ¥, involves < r* > which plays a vital

090032-2



role in determining the carrier localization in such
quantum wells.

8 ---------- - - .-
\’— -------
60p
’IIIIIIIIII.....I.I.I.I.I.I..IIIIIIII
n
—~ L
< "
)
—
X
o 4/
v — 1s state
2 = = 2§ state
=umn2p, state
Ot

0 40 80 120 160 200 240 280 320 360 400
Well Width (A)

FIGURE 3. Variation of < r* > of the donor impurity against
well width.

It is obvious from fig.2 that for all the impurity states
the y4. increases to the maximum as the well width
goes form perfect 2D quantum region to quasi 2D
region and it decreases with a “turn over” when the
well width is increased beyond the quasi 2D region
and approaches towards the bulk limit which is similar
to the one observed in the binding energy against well
width as shown in fig.1. The results again have been
checked for its veracity by setting the limiting cases. In

2

the bulk limit, L—> o, < r* > — 42a, , hence

Ydia —> -15.82 a.u. and in the limit L—0, y4, — -10.53
a.u. for 2s state. Similarly, for 2p, state, in the bulk

limit, L— o0, < 1> > = 30 @, , hence g, — -11.3 a.u.

and in the limit L— 0, yg, — -7.52 a.u.l. We could
not compare our results as there is no explicit
experimental results available for Triangular Quantum
well.

CONCLUSIONS

We have calculated the Binding energy and the
diamagnetic susceptibility for the ground state and few
low lying excited states of a hydrogenic donor
impurity in a GaAs/Al,Ga;  As TQW of finite depth.
Since this study reveals the effect of confining
potential on the Y4, which can be exploited to
demonstrate the Semiconductor — Metal Transition at
critical carrier concentration in such nanostructured
systems.
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The effect of geometry on an on-center hydrogenic donor impurity in a GaAs/(Ga,Al)As
quantum wire (QWW) and quantum dot (QD) under the influence of I'-X band mixing
due to an applied hydrostatic pressure is theoretically studied. Numerical calculations
are performed in an effective mass approximation. The ground state impurity energy
is obtained by variational procedure. Both the effects of pressure and geometry are to
exert an additional confinement on the impurity inside the wire as well as dot. We found
that the donor binding energy is modified by the geometrical effects as well as by the
confining potential when it is subjected to external pressure. The results are presented
and discussed.

Keywords: Quantum well; quantum wire; quantum dot; ITI-V semiconductors; impurity
levels; hydrostatic pressure; I'-X band mixing.

1. Introduction

As a consequence of the quantum confinement in one, two and three dimensions,
quantum well (QW), Quantum Well Wire (QWW) and quantum dots (QD) have
interesting nonlinear optical properties with large changes in the optical absorp-
tion and index of refraction. All the electronic and optical properties of the semi-
conductor devices depend on the bandstructure and hence, band engineering has
become one of the driving forces in semiconductor physics. Bandgap tailoring in
heterostructures is possible by varying the composition of the constituent element
or by applying external perturbations like temperature, pressure, laser, etc. The
two most important features of GaAs as a micromechanical material are the piezo-
electricity and the possibility of integrating optically active elements monolithically
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[Hjort and Schweitz, 1994]. The effect of hydrostatic pressure on the shallow donor
impurities in GaAs/Al,Ga;_,As low-dimensional systems have been studied exten-
sively by many researchers both experimentally [Burnett et al., 1993] and theoret-
ically [Rezaei et al., 2011; Elabsy, 1994; Nithianathi and Jayakumar, 2005]. Appli-
cation of hydrostatic pressures (P > 35 Kbar) changes the band structures of het-
erostructure semiconductors and converts them from direct to indirect by lowering
the X-conduction band below I'-conduction band. This results in the unconfined
electrons in the well. It was shown that I'-X crossing influences donor binding
tremendously, especially at the crossover points. Investigations on the effect of
change in the band structures on the electronic and optical properties have been
made extensively [Wolford and Bradley, 1985; Venkateswaran et al., 1986; Perez-
Merchancano et al., 2007]. Recently, theoretical investigations have been made to
demonstrate pressure induced semiconductor-metal transition in a QW through the
abrupt change in the diamagnetic susceptibility [Nithiananthi and Jayakumar, 2007;
Nithiananthi and Jayakumar, 2009]. In addition to that, the geometrical effects on
the low-dimensional systems raise a great attention since it has strong influence on
the properties of these systems. The effect of the shape of microstructures on the
binding energy was first addressed by Bryant [1985] and he studied these effects
in QWW. Ribeiro and Latge [1994] made a comparative study on the geometrical
effects on the impurities in cubical QD. Many research works have been carried
out on the influence of shape effects on the electronic and optical properties of
QD [Figen et al., 2009; Chun Yong Ngo et al., 2006; Bolcatto and Proetto, 1999].
A study on the confinement effect on the shallow donor impurity in a QWW has
been carried out by Kasapogalu et al. [2003]. Recently, Rajamohan et al. [2008]
reported the modification of diamagnetic susceptibility under the influence of the
shape in nanostructured semiconductor systems. Most recently, theoretical study
of both the pressure and geometrical effects on the metal-insulator transition in a
cubical QD has been considered by Rajashabala and Kannan [2011]. Trzeciakowski
et al. [1992] have experimentally demonstrated that GaAs/Al,Gi_,As QWs can
be used as optical pressure sensors upto 40 Kbar in a wide range of temperatures.
The effect of hydrostatic pressure which changes the refractive index of the mate-
rial leading to the change in the geometrical cross-section can be exploited as a
transducer [Hjort and Schweitz, 1994]. The influence of cross-sectional geometry
is inevitable in the fabrication of devices, since they alter the electron mobility
of the system [Mazumdar et al., 2014]. During the fabrication of devices, one can
have a control over the mobility exploiting these features. In the light of all these
works, in this paper, we report a critical investigation of how the binding energy
of an on-center donor impurity in GaAs/Al,G;_,As QWW and QD is affected by
the combined effect of cross-sectional geometry and externally applied hydrostatic
pressure.
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2. Theoretical Formalism

The pressure dependent Hamiltonian of the donor electron in a GaAs QWW and

QD in atomic unit is given by
=V 1
C2mt (P) ews(P)r

w,b
where r = /22 + y2 + 22 and m*,, ; is pressure dependent effective mass of electron

in GaAs well and Al,Ga;_,As barrier is given by [Elbasy, 1994; Nithianathi and
Jayakumar, 2005]

1
[1+751{Z (P.T) + [[u(P,T) +0.341]-1}]’

(2)

m, (P) =

T, (P) is the pressure dependent energy gap of GaAs at the I' point and is given
by Nithianathi and Jayakumar [2005]

(1.519 + oL P — 5.405 x 107472)

Iy(P) = , 3
(P) (T +204) 3)
where ol is the pressure coefficient of GaAs at the I' point and T = 4 K.
The Al,Gaj_,As barrier effective mass [Adachi, 1985] is given by
my(P) =m (P)+ 0.083z, (4)

where = being Al composition.
The pressure dependent dielectric constant for GaAs and Al,Ga;_,As are
given by

cw(P) = £, (0)e’”  where 4(P) = £, (P) — 3.12. (5)

Pressure dependent confinement potential of Al,Ga;_,As barrier

V2.5, F) 0 2|, ly| < L(P)/2 OwWw
z,Y, = —
Py Vo(P) Jal, |yl > L(P)/2
(6)
Val P 0 2|, [yl [2] < L(P)/2 oD
B x? y’ Z’ - -
Vo(P) =], [yl |z[ > L(P)/2
The pressure dependent ['-X band mixing strength coefficient
er(P):S(){L‘(P—Pl)/P. (7)

Py and P are the critical crossover pressures between Xp-band and I'y-band and
Xp-band and T'y,-band, respectively.
The variation of X;-band with pressure is

Xy(P) = Xp(0) + a2 (P) (®)

a’ being the pressure coefficient for the barrier.
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Choosing the trial wave function of the donor impurity in its ground state as

o _ ., [CoralConcllemr bl <z
Bexpl—8(2l + lyDle=o"  [al, [yl > L(P)/2 ’
(9)
Cos a|z|Cos a|y|Cosg|zle” =" |z, |yl, |2| < L(P)/2
V1 = Nis \ Bexpl-a(lal + [yl + Dl Jal, Iyl |2l > Lpy2 P
where,

¢ =[2m},(P)E(P)/2]? B = {2m}(P)[(Vo(P) — E(P)]/2]}*,
a=[2m},BE(P)/3]7? &= {2mj(P)[(Vo(P) — E(P)}/3]}*.

The variation of the width of the well as a function of the pressure is given by
[Morales et al., 2002]

L(P) = L(0)[1 — (S11 + 2S12) P]. (10)
The pressure dependent subband energy is obtained by solving the transcendental
equation
ma,(P) (Vo(P) _ \]"
tan (L(P)/2 = [ - ( -1 . (11)
my(P) \ E(P)

The normalization constant B is obtained by applying the boundary conditions
at Ly, = L, = £L(P)/2 on the wavefunction in QWW and L, = L, = L, =
+L(P)/2in QD.

The pressure dependent binding energy is given by

Eg(P) = E(P) — (H(P))min. (12)

The parameters used in the calculation are taken from the experimental results
[Burnett et al., 1993] and is given in Table 1.

A comparative study of the influence of I'-X band mixing on the donor binding
in GaAs—Gaj_,Al,As low-dimensional systems has been made for the following
three geometries of the QWW as GW1 (L, = L, = L), GW2 (L, = L,L, = L/2),
GW3 (L, = L/2,L, = L/4) and about five geometries of a QD as GD1 (L, =
L, L.,=L)GD2(L,=L,=L,L,=1L/2),GD3 (L, =L,=L,L,=L/4), GD4
(Ly=L,L,=L/2,L,=1L/4),GD5 (L, =L, =L/2,L, =L/4).

Table 1. The parameters taken from the experimental results.

T'y(0)  Xp(0) ol af Critical pressure eo(To)
(eV) (eV)  (meV/Kbar) (meV/Kbar)

P1 (Kbar) P2 (Kbar)
1.755 1.918 10.7 —-1.3 13.5 33.2 12.74
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3. Results and Discussion

The observations are made in QW, QWW and QD of different sizes by subjecting
them to various pressure from P = 0 Kbar to 35 Kbar. The behavior of the system
is investigated in three regions say at P < 13.5Kbar, 13.5 < P < 33.2Kbar and
33.2 < P < 35Kbar, and the results are presented and discussed.

3.1. Effect of pressure on subband energy

I-conduction band of GaAs (well) and Al,Ga;_,As (barrier) has positive pres-
sure coeflicient and X-band of both the materials has negative pressure coefficient.
Increase of pressure raises I'-band and lowers X-band as given in Table 1. With
increase of pressure upto P, I'-X crossover does not take place and hence, the
potential barrier height remains constant [Burnett et al., 1993]. With increase of
pressure above P;, the X-band of barrier drops below I'-band of the barrier and
the barrier height becomes shallower which is determined by I'-X crossover. Hence,
when P > P;, subband energy decreases with pressure. Since, subband energy
increases with decrease of width of the well, it is larger for a smaller width for a
certain P which can be seen in Table 2.

3.2. Binding energy with pressure

The binding energy of the donor impurity for different pressure for various sizes of
the wire and dot has been calculated at T' = 4K for x = 0.3 and the results are
compared with the QW already established result [Elabsy, 1994; Nithiananthi and
Jayakumar, 2005] and are displayed in Figs. 1(a)-1(c), respectively.

3.2.1. Case 1: Upto pressure Py

The curve for QW of width L = 50 A shows that the binding energy increases
13.5 Kbar), gradually upto P, = 33.2 Kbar and

linearly with pressure up to P (
starts decreasing thereafter.
This is due to the fact that on the application of pressure up to P, the potential
barrier height remains constant but the well size reduces as given in Eq. (10).
This increase of energy is well-understood from the variation of conduction band
effective mass and the dielectric constant with pressure. Since, the effective mass

Table 2. Variation of subband energy with pressure.

P (Kbar) Subband energy (R*)
QWW QD
GW1 GW2 GW3 GD1 GD3 GD4 GD5
0 0.00211  0.00257  0.00553  0.00275  0.00278  0.00338  0.00594
13.5 0.00200 0.00244 0.00536  0.00261  0.00268  0.00325  0.00585
33.2 0.00092  0.00109  0.00147  0.00107  0.00109  0.00124 0.0015
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Table 3. Pressure dependent parameters used in the calculation.

P (Kbar) mi (P) my (P) cw(P) ep(P)
0 0.067 0.0919 12.6545 11.7185
10 0.07115 0.09605 12.445 11.509
13.5 0.07259 0.09749 12.3724 11.4364
20 0.07525 0.10015 12.2389 11.3029
25 0.07729 0.10219 12.1371 11.2011
33.2 0.08062 0.10552 11.972 11.1002

strongly depends on the curvature of band structure, it is modified due to the
applied pressure. The increase of pressure enhances the effective mass leading to
the decrease of kinetic energy. Dielectric constant (¢) decreases with increase of
pressure and leads to low potential energy. Both these effects reflect in the binding
energy calculation and end up with the enhancement in the binding energy upto
pressure P;. These parameters are tabulated in Table 3. The increase in binding
energy with pressure in QWW and QD follow the same trend as QW but with
higher value of binding.

3.2.2. Case 2: For P1 < P < P,

At pressure P (P, < P < P,), in the QW system, besides the well size, the potential
barrier height also reduces due to the I'-X band crossover in the barrier region as
given in Eq. (7). This results in the small increase in binding energy in this region.
But, when the dimension of the system is reduced to QWW and QD, the effect
of I'-X band crossover significantly affects the binding energy when the size of the
system is 50 A which is seen from the reduction in binding energy.

3.2.3. Case 3: For P > P,

For P > P,, the system enters into an indirect bandgap regime as a consequence
of the lowering of X minima below the I' minima both in the well and in the
barrier. The effect of barrier height dominates the other effects in this pressure
range and reduces the donor binding after pressure P. In spite of the effect in
effective mass and dielectric constant, the reduction in the barrier height reduces
the subband energy and decreases the binding energy thereafter. This is significant
in the narrower well width region which is manifested in Fig. 1. The conduction
band alignment due to the effect of I'-X mixing on applying pressure can be well
understood from the insets in Fig. 1(c). Similar behavior is observed in QWW
and QD also. When the dimension of the system is reduced from two to one and
zero dimensions, the coulomb interaction between the charge carrier and the host
material is enhanced resulting in the increase of binding energy as expected. It is
observed that the effect of I'-X band crossover strongly alters the barrier height and
it is prominent in narrow regions in all the three systems. In all these three systems,
one can see that at higher well sizes (L = 300A), the effect of T-X crossover is
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Fig. 1. Variation of donor binding energy as a function of pressure for (a) QW, (b) QWW and
(c) QD.

insignificant and there is constant increase in binding energy with pressure reflecting
the bulk behavior.

Figures (2a) and (2b) give the variation of binding energy with pressure for
various geometries for L = 100A and L = 300 A respectively. When L = 100 A,
binding energy increases with pressure upto P; and starts decreasing thereafter
irrespective of the geometry. But, this variation is drastic in the lower geometry
GW3. When L = 300A, there is no significant variation of binding energy with
pressure upto P». Even beyond Ps, there is only a slight decrease in the binding
value, and almost reaches saturation.

Similar behavior is observed in QD also as the geometry GD5 shows a drastic
variation in the binding energy with pressure. This effect gradually reduces as the
geometry is increased in steps as seen in Figs. (2¢) and (2d).
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Variation of donor binding energy as a function of pressure for QWW (a) L = 100 A,
(b) 300 A and for QD (c¢) L = 100 A and (d) 300 A of various cross-sectional geometries.

Figures 3(a)-3(c) give the variation of binding energy with wire size for the three
geometries at zero pressure and at two critical pressures. Similar profile is given in

Figs. 4(a)—4(c) in QD for five geometries.

Comparing Figs. 3(a) and 3(c), the behavior of binding energy with wire size
is the same. The value of the binding energy is maximum for L = 120 A for G3
at zero pressure. The peak value shifts to the larger wire sizes when the geometry
is reduced. This is because when the geometry is reduced, the confinement of the
carrier is increased and hence even L = 100 A falls in the quasi-1D region.

The numerical results of the variation of binding energy as a function of cross-
sectional geometry for the wire and dot size of 100 A is given in Fig. 5. for different
values of pressure.

1550018-8



Int. J. Comp. Mat. Sci. Eng. 2015.04. Downloaded from www.worldscientific.com

by FLINDERS UNIVERSITY LIBRARY on 10/02/15. For personal use only.

Effect of geometry on the pressure induced donor binding energy

QWW

B (5] [=2]
o o o
1 1 1

(23
o
1

Binding energy (meV)

20

10

P= 0Kb:
e Gt

——G2
——G3

] WW  p= = G1
80 . / Q P=13.5Kbar . 02
/ —A—G3
70 \‘
;60— I!\’J&
E50 i
g ] |
Za0q | ~_
2 4 .
S 30 A
i
20
10

Wire Size (A)

(a)

60 90 120 150 180 210 240 270 300 330 360

N
o
1

-
o
L

Binding energy (meV)
N
o
I

-
o
L

5

QWW

P=33.2Kbar

——G1
—e—G2
——G3

60 90 120 150 180 210 240 270 300 330 360

Wire Size (A)

(©)

60 90 120 150 180 210 240 270 300 330 360

Wire Size (A)

(b)

Fig. 3. Variation of donor binding energy as a function of wire size for three different pressure
values of (a) P =0, (b) 13.5 and (c) 33.2Kbar for various cross-sectional geometries.
160 160
e QD P=13.5Kbar = Gl
140 4 —o—G2 140
4 G3
120+ —v— G4 120
% % J
E 100 B 100
2 2
5 80 5 80
= =
= =
£ 60+ £ 60+
= =
£ £
2 a0 = 404
Y—
20 == 20

Dot Size (A)

(a)

T T T T T T T T T T
60 70 80 90 100 150 200 250 300 350

T T T T

60 70 80 90 100 150 200 250 300 350

Dot Size (A)

(b)

Fig. 4. Variation of donor binding energy as a function of dot size for three different pressure
values of (a) P =0, (b) P =13.5 and (c) 33.2 Kbar for various cross-sectional geometries.

1550018-9



Int. J. Comp. Mat. Sci. Eng. 2015.04. Downloaded from www.worldscientific.com
by FLINDERS UNIVERSITY LIBRARY on 10/02/15. For personal use only.

P. Kalpana, K. Jayakumar € P. Nithiananthi

70

60 -

50

W »
o o
L L

Binding Energy

N
o
1

-
o
|

o

T T T T T T T T T T
60 70 80 90 100 150 200 250 300 350
Dot Size (A)

(©)
Fig. 4. (Continued)

80
—a— P=0Kbar —a— P=20Kbar
_ _ 140 = P=0OKbar Ao P=20Kbar <
" s |3-134SKtFJ'a‘rC“ﬁ;b'_ Pros2tbar e— P=13.5Kbar —v— P=33.2Kbar
—e—P= ar . Rhow 3
60 -
i % 100+
£ 50+ 5 .
| & 80
2 40 :
; =
60 - B
£ 30 ] D
£ = v L \
) = | L
204 z 40 o o \
10 20
G1 G2 G3 c1 o & o p
Geometry Geometry

(a) (b)

Fig. 5. Variation of binding energy as a function of cross-sectional geometry for (a) QWW of
L =100A and (b) QD of L = 100 A.

The rate of increase of binding energy with geometry is considerable at P <
20 Kbar for QWW and at P < 13.5 Kbar for QD. The combined effect of pressure
and geometry on the binding energy play a vital role especially in the narrower
QWW (G3), and smaller QD (G5), as one may note from the reduction in the
impurity localization with pressure P > 20 Kbar and P > 13.5 Kbar respectively,
unlike that of other geometries.

We have also demonstrated the degree of localization of donor impurity as posi-
tion probability density |¥|? for various geometries of wire and dot size L = 100 A
in Fig. 6 which clearly justifies the above discussions.
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4. Conclusion

Summing up, we have presented a theoretical study on the combined effect of
geometry and the I'-X mixing on the donor impurity binding energy in a GaAs-
Gaj_;Al, As QWW and QD under the influence of hydrostatic pressure. From our
observations we conclude the following. The effect of hydrostatic pressure on the
energy levels are strongly dependent on the barrier and well size and mixing of
I'-X states is stronger in narrow sized system [Rezaei et al., 2011]. All the above
behavior of donor impurity, can be well expressed in terms of electron localization,
which is modified by the confining potential as a result of I'-X mixing and also by
the geometrical effects. We expect that this work will be of great help for describ-
ing the behavior of hydrogenic impurities in quantum well wires and QDs with
different geometry, which may be useful in technological applications especially in
sensors. Micromechanical sensors using such heterostrucutres can be achieved by
altering the piezooptic [Issac et al., 1987], piezoelectric [Fricke, 1991], piezoresis-
tive and thermoresisitve properties. Piezoresistive response can be achieved due
to pressure induced transfer of electrons from the high mobility bandgap min-
imum I' to low mobility minimum X due to a change in their relative energy.
To model and simulate nanostructure-based micromechanical, piezoelectric pres-
sure sensor, optical pressure sensor, the critical study of pressure and geometry
becomes necessary. This work may be useful in the fabrication of such devices in that
direction.
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The electronic structure of the Quantum Dots (QD) with enhanced Coulomb interaction in magnetic field
displays a rich scenario of different phases in the ground state. A novel approach can be made to reduce the
charged impurity induced scattering[1] and to calculate the vibrational spectra, the carrier interactions in
exciton problems and impurity potentials via wave vector dependent and spatial dielectric screening[2,3].
The purpose of the present work is to investigate the significance of spatial dielectric screening (r) in
working out the Coulomb interaction between the acceptors[4] in a CdTe/Cd, Mn,Te Semimagnetic
Spherical QD assuming the confining potential to be square well type within the effective mass
approximation using variational principle. It is seen from the results that the carriers show more interaction
(an enhancement of ~13%) when they are screened by spatial dielectric function in the absence of external
magnetic field as well as the presence of magnetic field. This work provides the foundation to study the
intrinsic transport properties of the carriers in low dimensional systems and to explore the potential
applications in spintronic and electronic devices.
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ABSTRACT

Semimagnetic Nanostructured Systems wherein magnetic material like MnTe is a constituent in
Semiconductor material CdTe is drawing considerable interest [1,2]. Interest in these materials
arises mainly because of the fact that the band offsets can be tailored by an external magnetic
field [3], which opens up the possibility of realising Optoelectronic devices. In the present work,
the He-like impurity in a Semimageﬁtic Quantum Dot like CdTe — Cd;xMn,Te is considered and
the Coulomb interaction of electrons confined in such Quantum Dot has been computed for the
on - centre and on - edge impurities under the influence of external magnetic field in the
effective mass approximation using variational principle. It is noticed that the Coulomb
interaction for the on - centre impurity is higher than the on - edge impurity for both in the
presence and absence of magnetic field for all the sizes of the Dot. It is also observed that the
Coulomb interaction is lowered by the external magnetic field as expected because of the

tailoring of band offset as mentioned earlier. Results are presented and discussed.

1) Bastard G, Brum J.A. and R.Ferreira: Solid State Physics 1991, 44: 229.
2) Falicov L. M, Physics Today 1992, 45:46
3) Von Ortenberg M, Phys.Rev. Lett. 1982, 49:104
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FO518.
Effect of Er,0; addition of densification characteristics of nanocrystallineZnobased varistors

Samarpita Roy', Debdulal Das', TapateeKundu Roy”
Department of Metallurgy and Materials Engineering, Indian Institute of Engineering Science
and Technology, Shibpur, Howrah - 711 103, West Bengal, India
“Variable Energy Cyclotron Centre, 1/AF Bidhan Nagar, Kolkata-700064, West Bengal, India

Varistor is variable resistor that exhibitsnon-ohmic current-voltage characteristic as it
consists of semiconducting ZnO grains surrounded by thin insulating intergranular layers. In recent
times, continued efforts have been directed to develop high performance varistors specifically by
reducing the grain size of ZnO, because the breakdown voltage of a varistor is known to be
inversely proportional to the grain size. However, economical production of ultrafine grained
varistor remains a technological challenge owing to rapid grain coarsening during sintering. A
simple approach to retard grain growth of nanocrystalline varistor powders during sintering is
addition of appropriate rare earth oxides. They should act as grain growth inhibitor, in one hand,
and must be beneficial for electrical properties, on the other hand. The present study examines the
effect of Er,O; addition (0 to 2 mol. %) on densification and grain growth behavior of
nanocrystalline ZnO-V,05—MnO,—Nb,Osvaristor powders prepared by using high energy ball
milling. Ball milled powders have been densified by conventional single stage sintering at 900,
1100 and 1300 °C for 1h. Microstructure of ball milled powders and sintered pellets have been
characterized by SEM and TEM examinations as well as XRD and image analyses in addition to
density measurement of sintered pellets. TEM and XRD results confirm the generation of
nanometeric sized ZnO particles by high energy ball milling. Microstructural characterization of
sintered pellets assists to infer that while addition of Er,O; reduces densification process, it
significantly retards the grain coarsening during sintering particularly at elevated temperatures.
These effects are found to enhance with increasing addition of Er,O;. It has been established that
Er,0; is an effective grain growth inhibitor for the ZnO based varistor systems.

-

FOS523.

Acceptor States in a SemimagneticCdTe/Cd;.,Mn,Te Double Quantum Well

P.Kalpana, P.Nithiananthi and K. Jayakumar
Nanostructure Lab, Department of Physics, Gandhigram Rural University,
Gandhigram, 624302, Tamilnadu, India

The Diluted Magnetic Semiconductors are becoming an interesting test ground for
varioustheoreticalideassinceitsbandstructurecanbetailoredsothatboth the electronic and magnetic
properties can also bealtered. The distinctive behaviour of Double Quantum Wells (DQW)can be
observed when compared with a Single Quantum Well (SQW) especially when the density of
states gets modified from 2D to 0D due to the formation of Landau levels in these structures under
the influence of the magnetic field. In the present work, we have studied the electronic states of the
acceptor impurity as well as the influence of Bound Magnetic Polaron by calculating the Spin
Polaronic Shift in Cd; Mn,Te / CdTe DQW under the external applied magnetic field in the
effective mass approximation using variational technique for various composition of magnetic
impurity Mn ion (x = 0.1, 0.3) and also for various impurity locations. It is observed that the
acceptor impurity is highly localized only when it is situated at the center of the well region and it
is less bound with increase in magnetic field (79.21Tesla), near critical magnetic field due to the
reduction in the confining potential barrier height because of the applied magnetic field which can
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confirming highly stable silver nanoparticles while the XPS reveals the zero oxidation state of nano
silver. Further, the structural information of formulated silver nanoparticles is characterized through
HR SEM, TEM that yields 5-10 nm sized nanoparticles. Again the symmetrical distribution of metal
nanoparticles is thoroughly examined through mapping of TEM. The designed silver nanoparticles
are highly stable and regularly arranged; and can be employed in various technological applications
of sensing, drug delivery along with device formulation.

Keywords: AHMT, Silver nanoparticle, Sensing, Drug delivery.

Fig 1 TEM images of regularly arranged silver nanoparticles

DONOR STATES IN SEMIMAGNETIC TRIANGULAR QUANTUM WELL
KALPANA P!, JAYAKUMAR K"

Nanostrucutre Lab, Department of Physics, Gandhigram Rural Institute -
Deemed University, Gandhigram - 624 302, Tamilnadu, Indina

‘kjkumar_gri@rediffmail.com

"+91 9443461177.

Abstract

The effect of Bound Magnetic Polaron (BMP) on the donor binding in a Semimagnetic Triangualr
Quantum Well (TQW) as a function of various combinations of the compostion of Mn** ion in

the well (x,)) and the barrier (x ) in such a way that x - x, = x is same has been investigated.

The binding energy of the donor is calculated using Vartiational technique in the effective mass
approximation and the interaction between the magnetic moment of the Mn** ion and the spin of
the carrier is treated using Mean Field Theory. The magnetic field alters the barrier height of the
TQW which drastically changes the binding of the donor as well as the Spin Polaronic Shift (SPS).
The results have been computed for the cases with and without the application of magnetic field for
the resultant composition of x = 0.1 and x = 0.2 as a function of well width of the TQW. The binding
energy decreases as the applied magnetic field (y, a dimensionless parameter) increases and the shift
in the binding occurs towards the higher well width as the y approaches the critical value. The results

show that the SPS increases with the increase in Mn?* ion.

Keywords: Triangular Quantum Well, , Bound Magnetic Polaron, Binding Energy, Donor Impurity, Spin
Polaronic Shift
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Fig 1. (a) Variation of Bidning Energy for x = 0.1 and 0.2, (b) SPS for x= 0.1 as a function of Well Width
for various magnetic fields (y).

BATIO:EU3* PEROVSKITE RED EMITTING PHOSPHOR: STRUCTURAL AND
TEMPERATURE DEPENDENT PHOTOLUMINESCENCE STUDIES FOR THE
LIGHTING APPLICATIONS

DHANANJAY KUMAR SINGH?, J. MANAMP

Department of Applied Physics, Indian Institute of Technology (Indian School of Mines),
Dhanbad-826004, India

Corresponding author: a) dksism89@gmail.com

Abstract

One of the most sophisticated approaches to produce white light emitting diode (W-LED) is Phosphor converted
(PC) LED which may be treated as the next generation energy efficient lighting source to substitute traditional
incandescent and fluorescent lamps because of their long lifetime, higher energy efficiency, and environment-
friendly characteristics. BaTiO,:Eu*, a promising candidate for the same applications have been prepared by the
facile solid state reaction method. The synthesized phosphors were characterized through various technique such
as XRD, FESEM, Photoluminescence, temperature dependent spectroscopy, decay time analysis and UV-Visible
spectroscopy for the studies of crystal structure, morphology and optical properties. XRD analysis confirmed that
BaTiO, phosphor have the tetragonal structure with space group P4mm (99). FESEM images of BaTiO, exhibited
the particle sizes in irregular spherical shape with high resolution and agglomerated in nature. The Eu** activated
perovskite BaTiO, phosphors have been effectively excited under the wavelength 397nm ("F »°L,) which exhibits
very intense and sharp red emission peak at 615nm due to the hypersensitive electric dipole transition *D>’F,.
The critical distance between Eu** ions were estimated as 10.20 A, refers to multipole-multipole (dipole -dipole)
interaction which was most probable reason for the concentration quenching. Temperature dependent PL studies
for the optimum composition Ba, , TiO,:0.05Eu*, reveals the enough thermal stability even at 427 K. Furthermore,
using diffuse reflectance spectra the E value was estimated to be about 3.250, 3.257eV for BaTiO,, BaTiO,:0.05Eu*
respectively. Therefore, based on the experimental results, BaTiO,:Eu** perovskite phosphors could be a suitable red
candidate in phosphor converted white light emitting diode applications.
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