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Carrier Transport in a Deep Ultraviolet Mixed
Quantum Well Light Emitting Diode
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Abstract—Aluminium Gallium Nitride (AlGaN) based light
emitting diodes (LED) are the enabling technology for compact
emitters of deep ultraviolet (DUV) radiation and are in high de-
mand for environmental and medical applications. The efficiency
of recent DUV LEDs is in the range of a few percent providing
some potential for improvement. Apart from the light extraction
efficiency the hole injection into the active region presents a ma-
jor obstacle towards more efficient DUV LEDs. In this work, we
investigate the emission spectra of a mixed multi quantum well
(MQW) DUV LED to attain details on the active region carrier
transport that allow an improvement of the hole injection. Chang-
ing the position of the long wavelength marker quantum well
yields characteristic emission spectra which have been modelled
with a multi scale carrier transport and luminescence simulator.
The numerical modelling enables the extraction of opaque carrier
transport characteristics in AlIGaN such as the hole mobility in the
highly doped barriers of the MQW.

Index Terms—Light emitting diode, deep ultraviolet, carrier
transport, III-Nitride, numerical modelling.

1. INTRODUCTION

OMPACT deep ultraviolet (DUV) emitters with simple
C power requirements that enable battery operation are in
high demand for applications such as water purification, medical
treatment, and material processing amongst others [1]. These
requirements cannot be fulfilled by conventional incandescent
or gas discharge sources of DUV radiation. Recent advances in
the II-Nitride technology have facilitated the implementation of
DUV light emitting diodes (LED) made of Aluminium Gallium
Nitride (AlGaN) which lend themselves for this purpose. Despite
the progress made so far the wall plug efficiency (WPE) is quite
low at about 10% for LEDs emitting at 270 nm wavelength
dropping to less than 1% at 235 nm [2]. Thus, there is still some
potential for improvement.
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The efficiency of recent DUV LEDs suffers particularly from
low light extraction efficiency (LEE) and carrier injection effi-
ciency (CIE) into the active region. Light extraction in DUV
LEDs is subject to increased contribution of TM-polarized
emission below 265 nm wavelength [3] and high absorption of
materials, particularly the p-side material. The CIE suffers from
the low hole injection efficiency into the active region. Isolated
Magnesium (Mg) sites acting as acceptor dopants have an ion-
ization energy F4 > 0.7 eV in AIN [4]. The ionization energy
reduces with the proximity effect [5] but the free hole density in
Mg doped AlGaN with high Al content remains as low as p ~
10'6 cm~3. The hole mobility in AIN is pp ANy &~ 1 ecm?/(Vs)
and decreases strongly with increasing dopant density [6]. Apart
from increasing the p-side resistance the hole mobility affects the
hole injection into the active region as discussed in Section IV.

Recent ITI-Nitride semiconductor technology permits Silicon
donor doping in Al , Ga; N withuptoxz ~ 84% Al content [2],
[7]. Above this value the free electron density strongly decreases
setting a limit for the Al content and thus the band gap in the
n-side and the active region. Quantum wells (QW) approaching
zow < 84% are rather shallow promoting electron overshoot.
The p-side electron barrier is limited to pure AIN and becomes
less effective with higher Al content in the barriers.

DUV AlGaN LEDs are prone to inhomogeneous broaden-
ing (IHB) caused by alloy fluctuations [8]. The IHB has been
connected with an S-shaped curve of the photon energy versus
temperature in photoluminescence experiments and a residual
emission bandwidth at cryogenic temperatures [9], [10]. The
modification of the phase space filling caused by the IHB affects
the carrier transport [ 11]. This effect cannot be neglected in DUV
AlGaN LEDs where the IHB is often much larger than kT

Despite these findings the carrier injection and active region
carrier transport in an AlIGaN DUV multi quantum well (MQW)
LED is not yet well understood impeding the model based design
optimization of the active region and hole injection structure. To
attain access to the active region carrier transport we investigate
a mixed triple QW DUV LED with two QW emitting at 233 nm
and one QW emitting at 250 nm. Moving the position of the
250 nm QW then facilitates the analysis of the carrier trans-
port by the spectral signature. This has been demonstrated for
visible III-Nitride LED [12], [13]. In the analysis we combine
characterization results and numerical modelling to analyze the
hole injection and carrier transport within the active region. The
mixed MQW LED implementation and the multi scale transport
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Fig. 1. Band structure of the N-MQW (solid) and P-MQW (dashed) at T" =
300K and j = 13 Acm™2. The thin lines illustrate the continuum Fermi levels.

The markers show the bound Fermi levels in the N-MQW (x) and P-MQW
(+).

simulation model are outlined in Section II. The model calibra-
tion and the carrier transport in the active region are discussed
in the Sections III and IV and finally assessed in Section V.

II. MixepD MQW LED SIMULATION MODEL

The simulation model of the mixed MQW structure closely
resembles its realization [14]. The active region is made
of three 1.4 nm wide quantum wells (QW) separated by
5 nm wide Al g3Gag 17N barriers. The n-side composition
is Alg.g7Gagp.13N. The p-side barrier is followed by an in-
trinsic 6 nm wide AIN electron blocking layer (EBL). The
following Mg doped superlattices have been replaced by
an effective Al 75Gag.o5N:Mg hole injection layer and an
Alp 28Gag 72N:Mg hole transport layer. The p-side contact is on
a GaN:Mg contact layer. The p-side Mg concentration is Ny =
10 cm~ resulting in a free hole density p ~ 2 - 10'® cm™2 in
the hole injection layer. The n-side Si concentrationis Np = 4 -
10'® cm~3. The p side barrier and the quantum wells are uninten-
tionally doped with a donor density Np yiqa = 5 - 1016 cm ™ in
accordance with experimental findings. The other barriers have
a donor doping with a Si concentration of Np = 3 - 10! cm 3.
The Al mole faction in the QWs has been calibrated to match
the experimental emission spectra. Two out of the three quantum
wells have nominal emission at 233 nm wavelength while one
quantum well emits at 250 nm wavelength. The permutations of
the 250 nm QW position are denoted P for the p-side 250 nm
QW, M for the middle 250 nm QW and N for the n-side 250 nm
QW. With reference to the band structure in Fig. 1 the QW
emitting near 250 nm is denoted as deep QW whereas the other
QWs are denoted as shallow.

The carrier transport and luminescence in this structure are
solved with a multi scale simulation approach. The entities of
the solver and their interaction is schematically illustrated in
Fig. 2. The momentum space models for quantization and the
real space models for carrier transport are coupled by energy
space models for carrier distribution, QW capture and THB.

The QW carrier distribution is subject to the 6x6 wurtzite
k - p-Schrodinger model [15], [16] considering the electrostatic
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Physical models and their interaction of the multi scale transport

potential of the global Poisson equation. Luminescence is calcu-
lated with free carrier theory in the weak coupling approximation
using the momentum matrix elements obtained from the k - p
wave functions. Homogeneous broadening is included. This
approach eliminates the need for calibrating a radiative recom-
bination parameter B3, inherently includes phase space filling as
well as the quantum confined Stark effect, and discriminates TE
and TM polarized emission which is crucial for comparison with
characterization results.

The statistical alloy fluctuation seen through IHB is consid-
ered by a Gaussian broadening of the sub band energy levels [11]
that enter the luminescence and phase space filling calculation.
Though lateral non-equilibrium and quantization are neglected
in contrast to the localized landscape model [17] the approach
reproduces emission spectra including the degree of polarization
well and facilitates self consistent and efficient IHB modelling.
The THB model affects the carrier distribution in energy space
and thus the Fermi levels as well as the QW carrier capture [18].

To support non-equilibrium distributions in the vicinity of
deep QWs [19] carriers are separated into as many bound popu-
lations as there are QW's and one global continuum population.
Each of the populations is subject to a dedicated continuity
equation. The QW populations are coupled to the continuum
population by capture [18]. The self consistent radiative recom-
bination due to the microscopic model enters the QW conti-
nuity equation in addition to non-radiative Shockley-Read-Hall
(SRH) and Auger recombination. The SRH recombination is
subject to the Shockley model [20] using the electron and hole
SRH lifetimes as model parameters. The Auger electron (C,,)
and hole (C),) coefficient are model parameters for the Auger
recombination calculation. The Auger recombination model is
subject to the QW envelope wave function overlap [21], [22].

The envelope wave function calculated from the k- p-
Schrodinger solution gives rise to the QW carrier distribution in
the transversal direction. The resulting charge distribution enters
the global Poisson equation in addition to the continuum electron
and hole charge. The piezoelectric and spontaneous polarization
are reduced to 50% of the theoretical values [23] for the Poisson
equation which is necessary to reproduce the experimental Stark
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Fig. 3. Spectral calibration of the IHB and the shallow QW (233 nm) to deep

QW (250 nm) luminescence distribution at 5 = 13 Acm~2. The samples are
denoted as N-MQW, M-MQW, and P-MQW for the n-side, middle, and p-side
deep QW location, respectively. The shallow QW emission vanishes in the P-
MQW. The spectral distribution can be reproduced for a barrier hole mobility
Hh,bar <02 cm2/(Vs).

shift of the mean photon energy [24]. Doping is subject to incom-
plete ionization. The donor and acceptor ionization energies [7],
[25] are subject to proximity reduction [5].

For a better modelling of barrier tunnelling and potential trap
quantization of the continuum carriers a quantum correction is
applied to the electrostatic potential [26]. The quantum corrected
drift only affects the continuum carrier transport [13] but not the
k - p-Schrodinger wave functions. A Newton solver gives rise
to the coupled solution of real and energy space models. Self
consistency with the k - p-Schrodinger model is achieved in a
Gummel iteration.

III. SIMULATION MODEL CALIBRATION

The simulation has been calibrated at room temperature
matching the normalized experimental emission spectra by al-
tering the QW composition and the IHB energy. Simulated
emission spectra have been weighted with the light extraction
efficiency (LEE) calculated for TE and TM-polarized emission
by ray tracing [3]. Fig. 3 shows a comparison of the experi-
mental and simulation results at 7 = 300 K and j = 13 Acm™>
corresponding to / = 20 mA in the experiment. In absence of a
distinct short wavelength (233 nm) emission peak the N-, M-,
and P-MQW allow only the spectral calibration of the deep QW.
Therefore, the shallow QW emission has been calibrated for an
LED with three short wavelength QWs. The broadening energies
have been determined to o4 = 81 meV for the deep QW and
04 = 110meV for the shallow QWs. The broadening energy dis-
tributes not equally amongst the bands with the conduction band
taking the major part due to the larger band offset [11]. When
including the THB the calibrated QW composition matches the
experimental value well. Effects responsible for the Urbach
tail [27] are not included in the broadening model resulting in a
steeper low energy slope in the simulation.
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The luminescence distribution seen through the characteristic
emission spectra give rise to the transport analysis in the active
region. The ratio of the shallow (233 nm) QW radiative recombi-
nation rate R to the deep (250 nm) QW radiative recombination
rate 4 changes with the deep QW arrangement and enters also
the model calibration. The P-MQW emission shows vanishing
shallow QW emission in both experiment and simulation. The
P-MQW does not facilitate transport analysis but serves as a
benchmark for the simulation model and for spectral calibration.

Electron transport in AlGaN is subject to a doping and temper-
ature dependent Arora mobility model [28]. In the intrinsic AIN
EBL the hole mobility is y, g, = 1e¢cm?/(Vs) [6]. The hole
mobility in the doped barriers is fitted to match the ratio Rs/Rq
for the N-MQW and M-MQW. The other fit parameter, the
electron capture time of the deep QW, affects Ry / Rq equally for
the N-MQW and M-MQW. Atroom temperature, the N-MQW
shows the highest short wavelength emission of all samples. This
characteristic is reproduced in the simulation with a barrier hole
mobility fun bar < 0.2cm?/(Vs). The role of the hole mobility
for the transport is analyzed in Section I'V.

Threading dislocation assisted SRH recombination [29] as
well as Auger recombination are included as non-radiative
recombination terms. The SRH electron and hole life times
have been determined for a threading dislocation density Ny =
10 cm~2. In absence of calibrated Auger model parameters for
AlGaN the parameters for InGaN/GaN quantum wells have been
used [22]. This is in accordance with the finding that the ABC
model Auger coefficients are similar for AIGaN and InGaN [30].
The contribution of non-radiative recombination might differ in
deep and shallow QWs but has no large effect on the difference
between the N-MQW and the M -MQW shallow QW emission.
Apart from the LEE the transport related CIE is the dominant
loss mechanism in the high current regime [3].

IV. DUV MQW ACTIVE REGION TRANSPORT

With the calibrated model we investigate the transport in the
active region of the mixed MQW LED and discuss the impact
of the model parameters. Fundamental transport properties can
be deduced from the band diagram in Fig. 1 comparing the N-
MQW and P-MQW. As noted in Section III the short wavelength
emission vanishes in the P-MQW. Simulations show that Ry is
at least by three order of magnitude lower than R4 independent
of the chosen model parameters. The hole quasi Fermi level
gradient in p-side barrier suggests that hole injection is subject to
a barrier of AEg, ~ 250 meV in the N-MQW. The polarization
field at the n-side deep QW creates another barrier. In the P-
MQW the p-side hole barrier is even higher and the p-side deep
QW acts as hole trap. The polarization field induced VB barrier
between the p-side and mid QW impedes the hole accumulation
the mid and n-side shallow QW. The recombination in the QW's
is not limited by hole capture because the continuum and bound
(QW) hole quasi Fermi levels match meaning that holes are in
thermal equilibrium.

Electron injection into and electron distribution in the active
region is not obstructed by a barrier. The continuum electron
quasi Fermi level in Fig. 1 is nearly flat from the n-side to the
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Fig. 4. Left: Conduction band (CB) near the n-side and mid QW of the N-

MQW at j = 0.65 Acm 2 (solid) and 7 =13 Acm 2 (dashed). The thin lines
illustrate the continuum electron quasi Fermi level. The markers are the bound
electron quasi Fermi levelsat j = 0.65 Acm~2 (x)andj = 13 Acm~2 (+). The
continuum electron quasi Fermi level does not shift with the current because it
is tied to the n-contact reference potential. Instead the CB edge shifts. Right:
Electron (solid) and hole (dashed) density in each QW versus the current j.

active region showing only a gradient in the EBL. The barrier
donor doping mitigates the polarization fields by screening and
enables a constantly high electron density in the QWs as illus-
trated in Fig. 4(b) enhancing the electron injection. Due to the
high electron density the relative contribution of non-radiative
recombination does not change as much with the current as in
an intrinsic active region [31]. An increase of the recombination
rate with the current is seen through an increase of the QW hole
density.

The CB detail of the N-MQW in Fig. 4(a) shows that electrons
in the shallow QWs are in thermal equilibrium. The recom-
bination there is not limited by capture, but the QW electron
density is limited by the continuum density showing only a minor
increase with the current as depicted in Fig. 4(b). The p-side
QW accommodates a slightly higher electron density than the
mid QW because of the lower sub band levels. Fig. 1 illustrates
that the CB near the mid and p-side QW differs because of the
intrinsic p-side barrier.

In the deep QW electrons are not in thermal equilibrium.
The quasi Fermi level difference between continuum and
bound states increases from Ery, 3sp — Epnop ~ 4kpT at j =
0.65Acm 2 to Epy,3p — Ernop ~ 8kpT at j = 13 Acm 2.
Thus, recombination in the deep QW is limited by electron
capture seen through a decrease of the electron density while the
hole density increases with the current. The cumulative change
in the space charge causes a negative shift of the CB and VB
near the deep QW impeding the hole injection into the deep
QW. This explains the lower hole density gradient for the deep
QW compared to the shallow QWs in Fig. 4(b). It is noted that
the charge in the deep QW does not screen the polarization field
because its small width and high depth reduce the wave function
and thus charge asymmetry. Bands do not shift near the shallow
QWs because there is only a minor change of the space charge
with the current. The QW electron density is nearly pinned there
and the hole density is not high enough to significantly change
the electrostatic potential.

The deep QW emission shows a small red shift Alg with
increasing current both in experiment and simulation which
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sion wavelength expectation value ALy and AL, with the temperature at
j =0.65Acm™2.

already exists in the low current regime. The expectation value of
the emission wavelength in the N- and M-MQW is illustrated
in Fig. 5(a). The spectral shift of the shallow QWs cannot be
determined experimentally at room temperature but the simula-
tion shows a small blue shift AX, with increasing current as it
would be expected considering the CB phase space filling [32].
Both shifts are minor, though, because the electron density in the
active region is pinned in the presence of the barrier donor dop-
ing. The red shift by self heating expected to AT < 20 K does
not provide a sufficient explanation. Simulations in Fig. 5(b)
show only a minor emission wavelength shift with temperature
which cannot account for the observed shift. The reduction of
the bound electron density in the deep QW with rising current
provides a sufficient explanation for the red shift. The decreasing
electron density is seen though a decrease of the mean electron
energy which occurs as a small red shift in the spectrum. Thus,
the observed red shift presents an indirect evidence for the
non-equilibrium electron distribution near the deep QW.

The barrier hole mobility has been determined to fth har <
0.2cm?/(Vs) to match the experimental results. This value
is not out of range considering that the hole mobility in Mg
doped AlGaN takes values as low as i, ~ 1073 cm?/(Vs) [6].
The effect of the hole mobility in the barriers and the EBL is
presented in Fig. 6. The barrier hole mobility affects particularly
the hole distribution in the active region but is not critical for the
CIE.

It appears inconsistent that the deep QW in n-side position
accounts for more than 80% of the total emission despite the
low hole mobility. Fig. 6(a) illustrates that this fraction indeed
decreases with the hole mobility. According to Fig. 4(b) the hole
density in the deep QW is by at least one order of magnitude
higher than in the shallow QWs for pin par < 0.2cm?/(Vs),
though. This hole accumulation at a comparable electron density
explains the dominant radiative recombination from the deep
QW. The much higher hole density results from the deep QW
acting as a VB trap even in the n-side position due to the larger
band offsets and the polarization potential. The deep QW hole
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Effect of the hole mobility on the CIE.

drain limits hole accumulation in the shallow QWs and therefore
the shallow QW emission. As previously discussed, the deep
QW acts in any case as a hole barrier so that the emission of any
shallow QW closer to the n-side vanishes.

The low hole mobility in the barriers does not severely impede
the hole distribution in the active region. Holes are evenly
distributed amongst the shallow QWs of the N-MQW as shown
inFig. 4(b). The quasi Fermi level E, 3p inFig. 1 shows a small
hole barrier in the N-MQW between the mid and n-side QW,
but this barrier is not high enough to limit the recombination
current though the deep QW. The hole barrier seen though the
quasi Fermi level gradient in the EBL and the p-side barrier is
much higher. In conclusion, the small hole mobility is not very
critical for the re-distribution of holes in the active region but a
small hole mobility is very critical for the hole injection into the
active region and thus the CIE.

In absence of alloy, ionized impurity, and neutral impurity
scattering the hole mobility in pure AIN and thus the EBL
is higher than the barrier hole mobility. Fig. 6 demonstrates
that particularly the EBL hole mobility is critical for the hole
injection and thus the CIE. It changes the luminescence re-
distribution of the N- and M-MQW in the same way, though,
and therefore does not contribute to the effect of the barrier
mobility. While the barrier hole mobility has virtually no effect
on the CIE it might have an indirect effect on the internal quan-
tum efficiency by controlling the luminescence re-distribution
amongst the quantum wells of an MQW. An equal luminescence
distribution mitigates the droop in presence of Auger recombi-
nation.

V. CONCLUSION

The optimization of the quantum yield of deep ultraviolet
light emitting diodes is hampered by the opaque active region
physics in these devices. In this context we have demonstrated
the analysis of the emission spectra of a deep ultraviolet mixed
multi quantum well light emitting diode by physics based sim-
ulation to unravel the otherwise opaque carrier transport in the
active region. The physics based simulation model couples a
k - p-Schrodinger solver for the luminescence and carrier distri-
bution in the quantum wells with a semi-classical drift diffusion
transport solver and has been refined to meet the luminescence
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and transport physics in III-Nitride multi quantum well light
emitting diodes.

With the luminescence and transport solver we have analyzed
the characteristic emission spectra of the mixed quantum well
light emitting diodes serving as markers for the carrier transport
in the active region. From the emission spectra we deduce figures
of the hole mobility in the barriers of the active region. Though
the hole mobility in the donor doped barriers is low it does not
significantly impede the re-distribution of holes in the active
region. A low hole mobility in the electron blocking layer is
more critical because it limits the hole injection. We have have
found evidence for a non-equilibrium distribution of electrons
near the deep quantum well of the mixed multi quantum well
light emitting diodes. Electrons in the shallow quantum wells
and holes have been found to be in thermal equilibrium with the
continuum electrons and holes, respectively. We have further
demonstrated the relevance of the EBL hole mobility for the
carrier injection efficiency. The findings can enter the physical
model calibration for the hole injection efficiency optimization
in deep ultraviolet light emitting diodes.
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