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ABSTRACT

A model for tunneling between conduction and valence band tail states in semiconductors is developed. Localized, lifetime-broadened wave
functions originally proposed by Vinogradov [Fiz. Tverd. Tela 13, 3266 (1971)] facilitate the derivation of the microscopic transition rate in
a homogeneous electric field of arbitrary orientation. A compact analytical form of the average macroscopic tunnel generation rate is
approximately calculated assuming that the Gaussian or exponential band tail represents a ladder of closely spaced single-level densities of
states. A fully analytical form yields insight into key quantities like the effective tunnel barrier, the tunneling mass, and the pre-exponential
factor in comparison to band-to-band tunneling. Tail-to-tail, tail-to-band, and band-to-band tunneling rates are compared against each
other over a broad range of field strengths and characteristic tail energies. The numerical implementation of the model into a commercial
device simulator accounts for the inhomogeneous field in pn-junctions and excludes invalid tunnel paths. In the application to a fully char-
acterized InGaAs pin-Esaki diode, all physical processes and parameters that might affect the IV-characteristics are carefully investigated.
The value of the bandgap of Ing 53Gag.47As as a function of density, doping, and temperature is revised. It is shown that tail-induced tunnel-
ing cannot explain the strong measured valley current of the diode. Besides band-to-band tunneling, zero- and multi-phonon defect-assisted
tunneling are the physical mechanisms that allow to reproduce the entire forward characteristics. Whereas tail-to-band tunneling becomes
only visible for very large values of the characteristic tail energy in the heavily doped regions, tail-to-tail tunneling remains a completely
negligible process.

© 2020 Author(s). All article content, except where otherwise noted, is licensed under a Creative Commons Attribution (CC BY) license
(http://creativecommons.org/licenses/by/4.0/). https://doi.org/10.1063/5.0008709

I. INTRODUCTION

Tunnel Field Effect Transistors (TFETs) are still among
the candidates for low-power switches with sub-thermionic sub-

Their detrimental impact on the TFET transfer characteristics has
been the topic of recent experimental and theoretical studies.””"”

The relative importance of band tails compared to other degrada-

threshold swing (SS).”” When operated in diode configuration,
IV-characteristics with negative differential resistance (NDR) are
the signature of tunneling in the forward-biased junction. In con-
trast to Esaki diodes," TFETs utilize an intrinsic or lowly doped
region to minimize the OFF-current of the transistor. The NDR
behavior of the pin-diode (peak-to-valley ratio, shape, temperature
dependence) provides useful information about the involved tunnel-
ing mechanisms, the density of states (DOS), and the doping profile.
The latter is hard to determine precisely because of the small dimen-
sions of nanowire (NW) TFETs and the unknown magnitude of
incomplete ionization.” TFET performance is restricted by a number
of non-ideality effects’ including the presence of band tails.

tion mechanisms is still a matter of debate. Among the latter,
Shockley-Read-Hall (SRH) generation and defect-assisted tunneling
(DAT) at interfaces® and in bulk regionsl”l are the most prominent.
Another field-enhanced generation process is tunnel-assisted impact
jonization,'” an intrinsic limitation to the SS of TFETs.'®

DOS tails extend the available states for band-to-band tunneling
(BTBT) into the gap, leading to an earlier but also smoother
onset of tunneling in TFETs due to the gradual increase of
the joint DOS. Tails also extend the voltage range of BTBT
recombination beyond the value where the alignment of the sharp
band edges vanishes. This is illustrated in Fig. 1. The strength of
the associated current depends not only on the characteristic
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FIG. 1. Schematic band edge diagram of a semiconductor with DOS tails.
Tunneling from CB tail states to VB tail states enables recombination after the
alignment of the sharp band edges has disappeared under forward bias.

(band tail spreading) energy n and the spectral shape of the tails
but also on the degree of localization of the wave functions. Origins
of band tails are random doping and defects,’’ " as well as
thermal fluctuations of the lattice.”’ Pioneering work to derive the
tail DOS comprises the Thomas—Fermi approximation by Kane,””
the minimum counting method by Halperin and Lax,” and the
optimal fluctuation method by Shkiovskii and Efros.”*

In experimental studies, the tail DOS is usually approxi-
mated by an exponential [Aexp(— (AE)/n)] or by a Gaussian
[Aexp( — (AE)? /)] function.”> Redfield”® assumed Gaussian
shape and 7 in the range between 30 meV and 60 meV to interpret
experimental conductivity data of compensated GaAs (doping
~3x10"® cm™3). Pankove’ fitted optical absorption data of
uncompensated n- and p-type GaAs (doping range 4 x 10'¢
cm—1 x 102 cm™3) to an exponential tail DOS. He obtained
limits of 77, ~ 24 meV at Ny = 10?° cm™> for the conduction band
(CB) tail and of 7, ~ 20 meV at Np = 10" cm™> for the valence
band (VB) tail. His and the cited prior data by other authors
revealed overall small values of 7 in the range between 5meV and
10 meV up to a doping level of 7 x 10'® cm™>. As for bulk InAs,
Dixon and Ellis® measured a shift of the absorption edge by
13 meV for Ny = 2.4 x 107 cm™> which, however, includes the
rigid shift caused by doping-induced bandgap narrowing (BGN).
From the slope of their a(hv)-curve, one can infer 7. ~ 9 meV.
Their extracted Urbach temperature””® of 80K compares well
with the value of 70K found later by Malyutenko and
Chernyakhovsky ™’ from thermal emission experiments with samples
of Np — Njy = 1.6 x 101 cm™3. A value of 7. ~ 7meV can be
extracted from absorption measurements at InSb samples’’ with
Ny =9.5%x 10 cm™3. Memisevic ef al'' measured InAs/
InGaAsSb/GaSb NW TFETs in forward-biased diode configuration
and extracted 7 by fitting the negative slope of the semi-log NDR
current peak in a small interval around Vsp = +0.2 V. With the
model assumption that the slope of the current in this range only
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depends on the exponential tail DOS and that the voltage depen-
dence of the tunnel probability can be neglected, the authors derived
values of 60 meV. However, they assigned the tails to a hetero-
interface Dy. This raises the interesting question of how a spatial
localization of the tails in tunnel direction changes the picture
obtained with constant 7. The interpretation of their data is also
hampered by the fact that only a few defects are present in the tiny
active volume of the NW."* The continuum theory developed below
is more appropriate to bulk-like homo-Esaki diodes. Such InGaAs
devices were fabricated at IMEC and simulated by Bizindavyi et al."”
In prior simulation work, except Ref. 12, the tail states were treated
as extended (Bloch or plane-wave) states. In Ref. 12, we developed a
theoretical model of tail-to-band tunneling (TTBT) where the tail
states are localized. We argued that tunnel transitions between oppo-
site tail states, i.e., tail-to-tail tunneling (TTTT), are negligible com-
pared to TTBT because of the localization of the wave functions. It is
the aim of the present paper to demonstrate this in great detail.

The paper is organized as follows. In Sec. II, a quantum-
mechanical model for tunneling between tail states is developed.
First, the microscopic transition rate between two opposing,
localized tail states in a homogeneous electric field of arbitrary
orientation is derived. Then, a compact analytical form of the mac-
roscopic (average) tunnel generation rate at single-level tail states is
approximately calculated. Assuming that the Gaussian and expo-
nential tail DOS represent a ladder of closely spaced single-level
DOSs, the corresponding weight functions are found to synthesize
them. This leads to the TTTT generation rate in the form of a
double energy integral. Further physical insight is gained by fully
analytical solutions that are achievable for Gaussian tail shape in
the cases of high field (HF) and very low field (VLEF), respectively.
At the end of Sec. II, the homogeneous field case is used to
compare all tunneling rates with each other over a broad range of
field strengths and characteristic tail energies 1. Section IIT presents
the device application of the developed model. It is shown how the
TTTT rate is implemented in the commercial device simulator
Sentaurus-Device (S-Device) of Synopsys'’ using the Dynamic
Nonlocal Path (DNLP) algorithm. An in-depth simulation study of
InGaAs pin-Esaki diodes fabricated at IMEC'*"” is then performed
based on the information from physical and electrical characteriza-
tion. All physical processes and parameters that possibly influence
the IV-curves are painstakingly investigated. In particular,
injection-dependent bandgap narrowing (BGN) is determined with
a random-phase-approximation (RPA)-based model, and the tem-
perature dependence of the gap is revised. The electrically active
doping is found by fitting the measured peak and reverse current.
For this, the value of the light-hole mass is extracted from full-band
calculations of the imaginary dispersion. The contributions of TTBT
and TTTT are highlighted for spatially constant and doping-
dependent characteristic energies of exponential DOS tails. As
tail-induced tunneling cannot explain the strong measured valley
current, zero- and multi-phonon DAT are included. Section IV sum-
marizes the main findings, discusses limitations of the approach and
gives an outlook on future applications. Appendix A contains the
derivation of the RPA-based BGN model for Ings3;GagyyAs.
Appendix B provides the ratio of the BTBT rates of Kane’s two-band
model and one-band effective mass approximation (EMA) model,
which is needed for compatibility with the BTBT model of S-Device.
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Il. QUANTUM-MECHANICAL MODEL FOR TUNNELING

TABLE I. Localization radii r., v

(in nm) for various values of the effective masses

BETWEEN TAIL STATES Mg, V.
A. Transition rate between two localized tail states in E,, tv=0.01¢eV E., tv=0.025eV E,., tv=0.05eV
a homogeneous electric field of arbitrary orientation
Myc, tV(mO) o V Myc, tv(mO) T'e, V My, tV(mO) o V
We consider localized tail states with zero-field binding
energies Ei.., measured from the corresponding band edges E., sit- 0.001 87.34 0.001 5524 0.001 39.06
uated at arbitrary positions Xy = {X,¢ 1v; Zcv}. The homogeneous 0.01 27.62 0.01 17.47 0.01 12.35
electric field F is assumed to be aligned with the z-direction. 0.025 17.47 0.025 11.05 0.025 7.81
To model the wave functions, the pseudo-8-potential model*” is 0.05 12.35 0.05 7.81 0.05 552
used as it facilitates analytical solutions for the total potential 0.1 8.73 0.1 5.52 0.1 391
—eFz + 4ﬂEtc,w1‘£’,V5(X)[1 +x-Vx]. When the single-band enve- 1 2.77 1 175 1 1.23
lope™ method is applied to this problem, the influence of the
crystal potential can be taken into account via “effective” masses
My Of the localized electrons, which are related to their localiza- F(t) = A (t)? — tAi(1)%, (5)
tion radius 7., by
E+ eFz,
g v = W >
Etc,tv thc,tvr ( 1 ) ( 6)

This relation can be viewed as fitting of the parameters m, to the
localization radii .. Since tail states split from their corresponding
bands, the effective masses will be comparable to the band masses,
but not necessarily equal to them. Reasons for deviations are the
presence of heavy and light holes, the band anisotropy, and the
effect of the respective opposite band. Table T lists the localization
radius ., for various values of ., at three values of Ei.ty."”

The normalized ground state @ = of the envelope in the

potential —eFz + 47Ey, r25(x)[1 + x - Vy] is given by

—
Df (% xy) = W i '
VEG Fe) + e

1,12

222\
h@w = <e )
27'71tv

Here, Ai and Bi are Airy functions of the first and second kind,

respectively, and Ej

= 2 /(2my,) denotes the transverse energy.

The normalized ground state @}, , of the envelope in the
potential —eFz + 47E,r28(x)[1 + x - V] is analogous to Eq. (2),

5000 x) = A
VFCENW FAE) + (&)

X J dk1 J dkz exp[zk . (XJ_ — XLC)]
0 0

00 00 X {g(gc)Al(§c+ Etlc)Al(éc_’_Et%_‘_eF(z_zc))
X J dr, J dic, expli - (X1 — X14)] h6: 6
0 0 EL
1 1 _ - -7:(‘:5) [@(Zc Z)Al <§c )
{Q@V)Az (év 4 E—)Az (§V + %&m) ..
v n B
EJ_ X Bi (éc +M) +0(z — z)
- FE) [ oA (@ 5 ) o,
N Ai<§ +E¢+eF(z—zc)> <§ EL)H
« Bi <§V n Ey + ;1;(2 - Zv)) L0z c 1By T
tv (7)
E{; + eF(z — z,) EJ- ]
><Az(§ +v_— = "IB e ) (5 +h9w)}} with
(2) . 1 [E
) G(E) =GE) +- ﬁ, (8)
where E = E + E4 and T ke
E + eFz
E _ C
(&) = G, + T 3) =T he.
ne, — 2\ 3 ©)
G(t) = Ai'()Bi'(t) — tAi(t)Bi(t), (4) € ( 2myc >
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Here, EtLC = hzkz/(thc) denotes the transverse energy. All
energy variables are illustrated in Fig. 2. Note that above wave
functions are proportional to the square root of the density of
localized single-level states, which, in the limit of vanishing
field, turns into a J-function of energy with a zero at the
binding energy,

th,w(& Eirw) = 6(€ — Eicv)s (10)

27r3

oV

where € = E for states of the VB DOS and € = —E' for states
of the CB DOS, respectively. As tunneling between tail states in
Esaki diodes and TFETs might be an important process in the
low-field range, the relevant energies E are close to Ey,
whereas the relevant energies E' are close to —E;.. Due to this,
G < F, and the first term in the curly braces of Egs. (2) and
(7) (proportional to G) can be skipped. Using

O(x — y)Ai(x)Bi(y) + ©(y — x)Bi(x)Ai(y)

= —H dxl?Ai(l—i-x)Ai(ﬂ. +9) (11)

where P is the Cauchy principal value, and introducing a func-
tion D(£) by the definition

F(&)
DE) = (12)
g FHE) +GH©)
E Eedge,c
Hep CB
| ¢ A -----—---- }CB tail
states
v-Etc th(Etc)
A Etv
ou(Ey)

E=E-E, o }VB tail
T i = = i states
E=0 VB

Eedge,v

FIG. 2. Representation of energy variables in the calculation of the macroscopic
generation rate of tail-to-tail tunneling. Note that E;; is positive, i.e., —E; is @
negative energy on the E’-axis.
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the wave function o7 00 takes the form

e| |’ D(E,) J‘” r o
D (%) =4 —————2 | diy | dicy LX)
8005 ) =\ g3 (g Jo 1 Jy 4

0 P EL+eF(z—2z)\ . . EL
i Aif 242 Ai A=)
XLO s ’( T e, e,

(13)

In the same way, the wave function ®f, , becomes

F ZD 00 00 .
(I)E’OO(X; X)) = e|5 |h (fC) J dk, J dk, elk'(xL_xLC)
\ 875(h6) mic Jo 0

© P EL—eF(z—z) EL
Ail A+ A A+ ).
X J—oo d/l/l - éc 1( * he’rc l( * -hetc)

(14)

In Egs. (13) and (14), the functions /D(&,.) are proportional
to the respective single-level DOSs p . that have the zero-
field limit (10) and that will be later used to define the tail
DOSs in Eq. (46). In calculating the transition matrix
element,

Mtv,tc(x\n X5 E, E,) = (‘DYAOO(XV)FI)]CE’OO(XC))

:szxLJ dz Y (5 X)PE00(x X), (15)
the space integration can be done exactly by means of
[ s e o0 — ot — xpath

and the auxiliary relation™

00 . ) 1 . y+Bx
Lw dr Ai(x + t)Ai(y — Br) = 1 +ﬁ3)1/3Al((1 +ﬁ3)l/3)’

(16)

1/3

where B = (my/my)’” > 0. The transition matrix element

takes the form

Mtv,tc(xv: Xcs E: E,) = MJW dt]y (ll\/z)
pr -hared 0

X Jw de ro de’ L L Ai(t - €+ eFZC)
—00 —o0 e —F €’ +e€—E hgtc

[t e+€'+erv) |t €
x Ai| 5+ ————)Ai| 5 +— |,
<ﬂz hb ﬂ% -hered

(17)
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where J, denotes the Bessel function of the first kind, of zero distance of the “traps,” r., enters the Bessel function, which
order,” and rapidly decays with growing distance perpendicular to the

field direction.
DM h0,c For the further calculation of the transition matrix element, it
= e To = X —xul, is necessary to manipulate the product of the Cauchy principal
(18) values of integrals over €’ in Eq. (17). The same step must be done
e*h2F? 13 Mred 1/3 in the proof of the normalization of the wave functions Egs. (2)
hred = <2mre d) » Be= (m_tc) ’ and (7). One can show by direct computation’® that
Loy (19) rpP_r __ 7 L
Mred  Mhe MMy € -EFEe+e-E E—(E-€)le—(E-¢) €—-F

29(T ! T !
Note that the overlap in field direction (z-integral) leads to +7n°8(E—e—E)S(E—€e—€). (20)

the occurrence of the reduced effective mass myq in the
factor that later determines the tunnel probability. The radial The transition matrix element becomes

|
Myselxe, xs B, By = V2D r dtfo (/1) {ﬂzAi (t B eFZ°)Az S M) z(} + E)
0

ﬁ”zhared hetc hetv hered
0 0 P P P € + eFz. t €+¢€ +eFz, t €
T a2 WSS W2 AW T
J—w o E—(E-ele—(E—€ €- ROy 2 h6y 2 hBred
@1
Due to energy conservation, it is only needed for E = E’ (Golden Using the low-field limit, the first term in curly braces in
Rule). For fixed positions and given zero-field energy levels of the Eq. (21) becomes

tail states, the possible tunnel energies E are restricted to a narrow
range, because the lifetime broadening of the binding energy is

t  Ey t E
rather weak in the low-field regime of interest. The functions wAi <t + h@tc) (ﬁ + W)A’ <ﬂ2 + h@id) : (25)
D(&, ) [Eq. (12)] are proportional to the respective DOS py, ., ¢

As straightened out later, this term is small compared to the
D(&,) = 47°r)\/ E 6y pyy (&) second one and hence discarded in the following. It remains

— 22 By hOGB(E + By + eFz, — Ey) DD, [

= )
for 6y, < Eg, (22) Muyc(xv, X E, E') = T Oy Jo dtfo (e/t)
D(E,) = 4’12 \/Echbi pi (£, y J‘” ae P i + . J‘” P
2 ! —o0 € M -hetv A
27°\/ E;h6: 5 (E' + eFz. + Ey)

t  E
X Ai| = +-——+p )Az(t+§ +/1)

2 c c
for hfy < E,. (23) B: hbrea hbyc

e o0
They are sharp Lorentzians with peak positions close to the energy +Ai(t Tt 719tc) J dﬂil_)
zeros of the §-functions in Egs. (22) and (23) (only displaced by a o
small Stark effect). As the transition probability is ~ D(&,)D(,), . 8 g l) Ai(ﬂi +E - € i 1)
the product of the two §-functions results in the condition BE hbg 207 hly

(26)

>

Zc T2y = (Eg — Ey — Etc)/eF- (24)
with
A tunnel process between two tail states is only possible if their dis-
tance in field direction equals the tunnel length |z. — z,| given by 13
Eq. (24). The corresponding tunnel barrier is the bandgap reduced B, = (@) .
by the two binding energies.
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The principal value integrals over 4 can only be calculated approxi-
mately' " assuming 8 . < 1,

00

J dl;Ai(x + B, MAily+ 1) = — Z/—DAi(x — By (27)

With this, one obtains

= o VDEIDE,) [*
Mtv,tc(xv> x;; E, E ) = ﬁﬂ'z-h—gmljo dtfy (0{\/{)

xj dez[[i L Ai<[%+§v+e)
o €| e—1

X Ai('lg'i'i _ﬂcéc +ﬁv€)

1P
ﬁe_Tv

ﬁS h ered

X Ai(t+ &, +e)Ai(ﬁct+ hlzg - —ﬁf" +ﬁce)],

(28)

with the abbreviations

re= Bt +&) rvzé<ﬂ%+fv). (29)

The product of the Cauchy principal values of integrals over € in
Eq. (28) is again decomposed with the help of Eq. (20), and the
new principal value integrals are again computed using the approx-
imation (27). This results in

= o VDEIDE,) (7
MtV,tC(XV) x; E E) = WJ@ dt]o ((Z\/Z)

E
an(s-§)oli-5)
E
+ 178 (1y)Ai (£, — ﬁzgv)Ai( heid - g_;>
P P P\ [ Eg
+T_c (Tv +Tc/ﬂ_;)Al(m_ﬂc§c _ﬁvév)

P( P P\, [ E
+T_V (Tc +ﬁTv_f_c>Al (h@red_ﬁ"§" _ﬂC§C>:|‘

(30)

Due to the sharp maxima of D, ) at &, .~ Eyc/hOue [see
Egs. (22) and (23)], 7y > 0 V¢, and the delta-functions §(zy) are
always zero. Furthermore, the Cauchy principal values become
obsolete. The transition matrix element takes the final form

T V D(gv),D(Ec) . Eg
Myt (Xv, X E, E') = — B WO, Ai (—hered _:ngv _ﬁc§c>

°° Jo(a/7)
dt—————.
“, (e b
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According to the envelope method,” the tunnel rate between the
two tail states (dimension 1/s) is given by

F 2.2 E, B 0 ~
Gooae (s X0) = %J g dEJ dE M2 (x,, xs E, ) 8(E — E),

tv,tc
0 ~E,

(32)

where z., is the interband transition matrix element’®
Z = w2/ (4m.E;) with the reduced effective mass m, = mcm,/
(mc + my) = memy /ms. For the completion of the band-to-band
process (measurable as terminal current), it is assumed that the
thermionic emission step between the tail state and its corresponding
band is very fast and, therefore, not rate limiting.

Taking advantage of the low-field limits Egs. (22) and (23),
the emission rate can be easily evaluated,

2(hered)zmre:cl VBB VEwE«
Fim, 8 E,

x Af* (M) Uw gt Jo(av/1)

Flered 0 (t+;;:c )(#4_%)

Gtv,tc (Xva Xc) =

X 6(Eg — Etv — Etc - eF(Zc - ZV)))
(33)

where the parameter a = ,/Mrcv contains the radial distance

rey. The integral over t could now be calculated approximately;
however, for the derivation of the macroscopic tunnel generation
rate in Sec. II B, it is beneficial to use Eq. (33) as is.

B. Macroscopic tunnel generation rate at single-level
tail states

To obtain the macroscopic tunnel generation rate at single-
level tail states, one has to multiply Gy (xy, Xc) by the density of
states at sites x. and to sum over all sites x,. Choosing x. as origin
of coordinates this results in

1 1 00 00
G(Etv) Etc) = 3 3 J dZVZ”J drCVrCVGlV,tC(XV) 0) (34)
2rr? 271 ) o 0

Inserting Eq. (33) in Eq. (34), the z, integration is trivial and the
rey-integral yields

277J drcvrcvjo (}/\/Zrcv)]o (7\/?7(;\;) = #5(\/2 — \/t.,)
0

= %60 -1, (35)

with 2 = 2m 6,/ K%, The generation rate becomes

G(Etv, Etc) _ 40red”’:reimtvmtc (EtvEtc)2 Alz <Eg — Ew — Etc)
eFm?h™m.p E, h6red
« 1
x J dt ; . (36)
0 (t ) (G )
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The exact solution of the t-integral is

I(Ew,Etc):det - !
0 (Bt )

4(Etcmtc)z_(Etvmtv)zJFZEtcEwmtcmw In (i;:vzt)

E, my E 3
EtcEtvmtcmtv (ﬁ - mz hé:’c)
(37)
As this is cumbersome and not feasible for further analytical treat-
ment, an elegant way of simplification is to use Ey iy = Ecy in

I(Ey, E.), which means that the localization radii are assumed to
be equal: r. = r, [see Eq. (1)]. For this special case,

h0, 16, >/
e B =4 (EW—E> , (38)
tvlte

and the macroscopic tunnel generation rate at single-level tail states
takes the final form

2eFHrecl Mred/ My Mic / EtvEtc

— Ei
G(Eq, Ei) = .
( tv tc) 3”2h2 Eg ( hered )
(39)
This can be also written as
1 Oreq 2 Eg — Ey — Exc
G(Ey, Ec) = — =, 40
(B> Bie) 372 rerely ( Breq “0

with the localization radii 7., and the interband tunnel length
l; = Eg/eF. Dimensions are determined by the electro-optical
frequency 04 (1/s) and the effective volume 7.1l (cm®). The
order of magnitude of the tunnel probability is governed by
the factor Ai* which can be replaced by its asymptotic form
(semi-classical limit)

Alz(y) = Wy eV > (41)

as long as the tunnel barrier E; — Ey
than /60,cq.

— E,. is much larger

C. DOS tail models

According to Kane’s theory,”” the DOS in the presence of
random dopant fluctuations and crystal defects takes the form

(2myy, tc)

tll
QUl(E) ="t

Ve YG/exp(E/nvc (42)

where 7, is the characteristic energy of the valence band (VB) and
conduction band (CB) tail, respectively. In Eq. (42), the energy E
counts from the respective band edge into the gap. The two stan-
dard models of DOS tails, Gaussian (G) and exponential (exp), will
be used in the following. In the case of Gaussian tails the function
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YG(E/n) is given by

Yo(x) = — J A\ /x—Cel, (43)

NR
which can be approximated by

2
e %

Yo(x) — PR 1S

(44)

with'? s = 0.566.
In the case of exponential tails,

1(* 1
=z Jx—Cell = <
ZJ,m df\/x e 4\/7_te forx <0. (45)

Y(E/1n) becomes

Yexp (x)

D. Tail-to-tail tunnel generation rate

The tail DOS Eq. (42) is assumed to be a ladder of closely
spaced single-level DOSs defined in Egs. (22) and (23) and will be
composed with weight functions w(Ey) as

) Eg/2
oB(E) = J B s (Bresc) 0 (B Enge). (46)

Eedge,fv.c}

The energy variables used in this equation are defined in
Fig. 2. The integration over tail states is restricted to
Eedgejv) < E < Eg/2. The lower limit Eedge v, separates localized
states from continuum states, and it is assumed that
0 < Eedgefvi) < M. Thus, Eeggefve plays the same role as the
“mobility edge™”” in transport.

The weight functions w(Ey ) immediately follow from equat-
ing Egs. (42) and (46) and using the strongly localized character of
the single-level DOSs,

Ve

WG,exp (Etv,tc) E3/2 YG ,eXp (Etv tc/nv c) (47)

tv,tc

The tail-to-tail tunnel generation rate (in a homogeneous field,
assuming occupied initial and empty final electronic states) is
given by

GG,exp =

2“31'—"0re4.imred\/ My Mic JEB/Z dE JEE/Z dE Ve
3z hzmr g Eedgec tc Eedgey Y EnEi EivEx

Etv Etc Eg B Etv - Etc

X YG,exp (TIV) Yo ,exp (ﬂc >Al < hered ) . (48)
An analytical estimate can be obtained in the case of Gaussian
DOS with the method of steepest descent.'” The two-dimensional
integrand has a sharp global maximum due to the exponential
decrease of the tail DOS and the exponential growth of the tunnel
probability with increasing Ey .. Using the WKB form of A, the
two-dimensional exponent is developed up to second order
around the global maximum (A, Ay), whereas the pre-exponential
factors are taken at E;. = A. and Ey, = A,. The resulting expression
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is integrated over the upper-right quadrant of the E -Ey-plane
without any further approximation. With the general and reasonable
assumption 7, . < Eg, simple analytical formulas can then be found
in the cases of high field (HF) and very low field (VLE), respectively.
In the first case, one obtains

3/2

GHF _ (eF)z V My MicMred (nvnc)
© 768V W Egm, AAc\/Eg — Ac — A

3
L8 (Roaoa)?
exp { nwooon 3 116rea

3/2 3/2 ? (49)
@/ 4] [a/m? +4]
with
/E 2
Ave ~ 4%/52 (50)
(hered)
and s=0.566. These expressions can only be wused if

F > 5 x 10* V/cm (see Fig. 3).
In the limit F — 0, the generation rate takes the analytical

form
EZ
g
exp| — , 51
p( = M%) (51)

which is only applicable if F < 5 x 10* V/cm (see Fig. 3).
When the one-band effective mass approximation and the
WKB limit are applied to compute the generation rate of direct

4
GVLF — (eF)’h vV My M (ni + 7]5)

G 371'529E§ Mred My (77c77v)9/2

30

10 LI T T LI T ‘I“_I_;
Lt —
++ -+ BTBT rate .
20|_|—— ExactTTTT rate
10 — — High-field approx.
) Low-field approx.

1010

Generation Rate (1/cm™ sec)
3

) T R AR e
10°
Electric Field (V/cm)

FIG. 3. Generation rates due to tunneling between tail states with Gaussian
DOS in a homogeneous electric field. The analytical approximations for high
field equation (49) and very low field equation (51) are compared with the
double-integral form Eq. (48). The BTBT rate with band masses of InAs,
me = 0.023mg, and m, = 0.026 m, is shown for comparison. Parameters:
Ey =0.36eV, me = my = 0.1mg, and n, = n, = 0.025¢eV.
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BTBT (with ideal DOSs), one obtains*’~**

(eF)? 4 (E\}
S R ey e A N 52
G 64nhEz T |3\ 1o, (52)

Figure 3 compares the analytical solutions Egs. (49) and (51) with
the double-integral form Eq. (48) for a Gaussian tail DOS and
moderate localization of the tail states. The agreement is reason-
able in the two relevant field ranges. For the chosen parameters,
the TTTT rate is lower than the corresponding BTBT rate
equation (52) for F>2x 10* V/cm. Generation rates below
101 cm=3s7! are irrelevant for device application. Thus, the HF
case, Eq. (49) should be compared with the BTBT rate Eq. (52).
Three differences become obvious: (i) the tunnel barrier (Eg) is
effectively reduced by A, + A. due to the energetic separation of
the tail states from the ideal bands, (ii) the imaginary dispersion is
determined by the reduced effective mass myeq [Eq. (19)] instead of
the reduced band mass m,, and (iii) the pre-exponential factor in
NV U exp (_ A A%).

(52) is approximately scaled by 2t (Enn ) =5 —
r(Egily e

noon

In Ref. 12, we argued that TTTT is always negligible with
respect to TTBT(and hence to BTBT) due to the localized nature of
the tail states. In order to confirm this statement, it is necessary
to contrast the TTTT rate (48) with the TTBT rate'” for the same
parameter set. The TTBT counterpart to Eq. (48) reads in the
case of tunneling from the VB tail to the CB edge [compare
Ref. 12, Eq. (29)]

Gir—c _ (eF)* /‘heumc\/ﬁrgﬁ i @ v (&) F (Eg — Ew)
G ﬂﬂthmrEg Eege " t3v/2 oo v —heu ’

(53)
with F defined in Eq. (5) and 1/u=1/m+1/my. The compari-
son is shown in Fig. 4 for Gaussian (red curves) and exponential
(blue curves) tail DOS, assuming symmetrical tails with three dif-
ferent values of the characteristic energy n(=n.=n,). In order to
facilitate the highest probability for tail tunneling, the effective
masses My, were set to the band masses mc,. In the case of
small tails [7=5meV, Fig. 4(a)], TTTT is much weaker than
TTBT in the whole field strength range relevant in device applica-
tion. The situation becomes different for moderate tails
[n=25meV, Fig. 4(b)]. Here, TTTT between Gaussian tails dom-
inates over TTBT up to F~4 X 10* V/cm, whereas TTTT between
exponential tails dominates over TTBT up to F~7 x 10* V/cm.
In the case of strong tails [n=50 meV, Fig. 4(c)], TTTT between
Gaussian tails dominates over TTBT up to F~7x 10*V/cm,
whereas TTTT between exponential tails dominates over TTBT
up to F~1.5x 10° V/cm.

Figure 5 gives further information about the importance of
TTTT. The ratio of TTTT and TTBT rate is plotted as a function
of the characteristic tail energy n for three different values of the
electric field. In general, an exponential tail DOS has a much larger
effect than a Gaussian tail DOS as the former penetrates deeper
into the gap. At F=4x 10* V/cm, the ratio exceeds 1 for
n > 10meV, whereas at F =8 X 10 V/cm, an n > 27 meV is

J. Appl. Phys. 128, 014502 (2020); doi: 10.1063/5.0008709
© Author(s) 2020

128, 014502-8


https://aip.scitation.org/journal/jap

Journal of
Applied Physics

w
o

a)

—— TTTT rate, Gaussian DOS /’
—— TTTT rate, Exp. DOS o 4
— — TTBT rate, Gaussian DOS Y

-
o

3

Generation Rate (1/cm” sec)
o

-

(=]
n
(4]

. — — TTBT rate, Exp. DOS ]
- BTBT rate ]
10" ;
(1] AEETPEENY | L 1
10
10* 10°
Electric Field (V/cm)

W
o

-
o

T T T T T T T T

3

Generation Rate (1/cm” sec)
=)

10'°
1] ST A Ll L
10
10* 10°
Electric Field (V/cm)
1030 T T T T T T
2
® c) /,

LN L L L

Generation Rate (1/cm” sec)
o

10 10
Electric Field (V/cm)

FIG. 4. Comparison of the different tunneling rates as a function of the electric
field for three values of the characteristic tail energy n = n,,: (a) n = 5meV,
(b) n = 25meV, and (c) 7 = 50 meV. InAs band masses are used in all cases,
i.e., mg = mg = 0.023 myand my, = m, = 0.026 my. The TTBT rate is that for
tunneling from the VB tail to the CB edge. The bandgap is E; = 0.36eV. Red
curves belong to Gaussian tail DOS and blue curves to exponential tail DOS.
Equations (48), (53), and (52) were evaluated for TTTT, TTBT, and TBTB rate,
respectively.

necessary. In the case of Gaussian tail DOS, the corresponding
n-values increase to 24 meV and 50 meV, respectively.

For Esaki diodes and TFETs, it is interesting to see at which
characteristic tail energy n TTTT starts to outnumber BTBT.
Figure 6 shows the ratio of TTTT and BTBT rate as a function of 7
for three different values of the electric field in the case of Gaussian
(red curves) and exponential (blue curves) tail DOS, respectively.
At F=8x10*V/cm, the ratio exceeds 1 for 7> 20meV
(n > 58 meV), whereas at F=1.6 x 10° V/cm, an 1 > 39 meV
(n>70meV) is required for exponential (Gaussian) DOS tails.
These results for homogeneous field already demonstrate that a
degradation of the device performance due to TTTT can only be
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FIG. 5. Ratio between TTTT and TTBT rate as a function of the characteristic
tail energy n = n,, for different values of the electric field as indicated in the
legend. InAs band masses are wused in all cases, ie,
me = me = 0.023 mgand my, = my = 0.026 mgy. The TTBT rate is that for tun-
neling from the VB tail to the CB edge. The bandgap is E; = 0.36eV. Red
curves belong to Gaussian tail DOS and blue curves to exponential tail DOS.
Equations (48) and (53) were evaluated for TTTT and TTBT rate, respectively.

expected in the presence of very strong DOS tails. Note that the
smallest possible effective masses (i.e., the values of the band
masses) were used for mycy. Stronger localization will further
increase the n-values needed to make TTTT the dominant process.
Figures 3-6 refer to InAs, the TFET material in Ref. 12, where
the impact of TTBT on the SS was studied. It is tempting to apply
the TTTT model to other materials of interest and to figure out the
characteristic tail energies, which make TTTT as strong as TTBT or
BTBT. Figure 7(a) shows the value 1, where the TTTT rate
becomes equal to the TTBT rate as a function of the electric field
for six materials: InAs, InGaAs, GaSb, Ge(111), GaAs, and Si(111).
The solid curves are the implicit solutions of GG,SXP(n») =
Gg;;(n*) based on Egs. (48) and (53) for exponential DOS tails.
Figure 7(b) provides the value 1", where the TTTT rate becomes
equal to the BTBT rate as a function of the electric field for the
same materials. Here, the solid curves are the implicit solutions of
GG,exp(n*) = Gprp based on Eq. (48) for exponential DOS tails and
Eq. (52) for BTBT. For a given field strength, 17" increases from Si
toward InAs. This increase is approximately proportional to
1//Egiiea. Therefore, in a material with larger gap and reduced
effective mass, smaller DOS tails are able to make tail-induced tun-
neling as strong as BTBT for the same field. However, in the device
application, the electric field is related to the gap. As can be seen
from Fig. 7, for a given material, the characteristic tail energy n
increases nonlinearly with rising field. This means that in steeper
junctions, the DOS tails are less detrimental to the TFET operation.
The described behavior can be understood analytically by the
following approach. The dominating WKB exponent of the TTTT
rate is developed up to first order in A (Gaussian tails) or 1 (expo-
nential tails). Then, 1" is approximately defined by setting the ratio
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FIG. 6. Ratio between TTTT and BTBT rate as a function of the characteristic
tail energy n = n,, for different values of the electric field as indicated in the
legend. InAs band masses are used in all cases, ie.,
M = me = 0.023mpand my = m, = 0.026 my. The bandgap is
Eq = 0.36eV. Red curves belong to Gaussian tail DOS and blue curves to
exponential tail DOS. Equations (48) and (52) were evaluated for TTTT and
BTBT rate, respectively.

of the rates to unity, but treating the pre-exponential terms as con-
stants, i.e., neglecting any field- and n-dependence in them. This
immediately leads to

3/2
(16:ca) = const L (54)

\/Fg \ Eg Myed

The outcome of this equation is shown by the curves with
circle symbols in Fig. 7. The pre-factor & was fitted to 2/3 for
TTTT/TTBT and 4/7 for TTTT/BTBT, respectively. The agreement
with the solid curves is reasonable—even the linear field depen-
dence fits for smaller 7". The observed scaling behavior with
1/,/Egimrea now becomes obvious from the last denominator in
(54). It also explains the material dependence. The curves for
InGaAs and GaSb are indistinguishable because both, gap and
reduced effective mass, have almost the same value in these materi-
als. In Ge(111), the value of ,/Egmyq is very close to the one in
InGaAs and GaSb. Si(111) has the largest and InAs the smallest
Egmyeq-product. Hence, Eq. (54) allows a quick estimate of n just
from the knowledge of gap, reduced effective mass, and internal
field. It has a universal character as it holds for any semiconductor,
for any of the ratios TTTT/TTBT, TTTT/BTBT, and TTBT/BTBT
(with different &), as well as for exponential and Gaussian
DOS tails.

The models for TTTT and TTBT were developed for direct
semiconductors. BTBT in Si and Ge is, however, phonon-assisted.
Tunnel recombination between strongly localized CB tail states and
the VB could be direct, if the spread in k-space is sufficient to
enable momentum conservation without participation of a phonon.

n(F)=¢
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FIG. 7 Character|st|c tail energy n*(F) that fulfills the condition (a)
Geexp(n G""‘c *) and (b) Ggexp(17*) = Gara in different materials as indi-
cated in the Iegencf For the solid lines, Egs. (48), (53), and (52) were evaluated
for TTTT, TTBT, and BTBT rate, respectively. Symbols represent the outcome of
the simple expression (54) with (a) ¢ =2/3 and (b) £ = 4/7. Band masses
are used in all cases, i.e., me = mcand my = m,.

This also holds for tunnel recombination between the CB edge and
strongly localized VB tail states. In these cases, the inclusion of Si
and Ge in Fig. 7(a) is justified. For n'(F) in Fig. 7(b), which
involves the BTBT rate, the inclusion of Si and Ge can also be justi-
fied, because the WKB form of the BTBT rate for indirect transi-
tions is similar to Eq. (52) with two modifications: (i) the gap is
changed to E; & fiwpp,, where fioyy is the energy of the participat-
ing phonon and (ii) the pre- exponentlal factor is different, in par-
ticular, the field dependence.”’ These differences do not prevent
the application of the above-sketched analytical treatment.

I1l. DEVICE APPLICATION

A. Implementation of tail-to-tail tunneling model
using the dynamic nonlocal path (DNLP) algorithm

The analytical forms of the generation rates for TTTT have
been derived for the case of a homogeneous electric field. For the
real case of a finite depletion zone bounded by quasi-neutral
regions, the numerical computation must exclude invalid tunnel
paths and account for the continuously changing field. This is
accomplished in the commercial device simulator S-Device™* by the
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so-called Dynamic Nonlocal Path (DNLP) Algorithm, where the
tunnel rate is obtained by integrating the action on dynamically
extracted tunnel paths. The algorithm tests if a tunnel path actually
connects CB and VB states. For the adaptation of Eq. (48) to
the DNLP algorithm, the energetic tunnel rates are transformed
into position-dependent rates defined along a tunnel path
with length L and direction x (see Fig. 8). At every pair of
points at locations xy, X € {x1,x1 + L} satisfying xy < xp,
Etc - Ec(xtl) _~Etun> with dEtc - eF(xtl)Axtl and Etv - Etun_
E,(x;), with dEw, — eF(x)Axy. In this way, Eq. (48) becomes
locally defined at x;,

x1+L x+L
Gi(x) = Z Z gn(xu, X2)s (55)

X1 =X1 X2 =X1

with

2eFav ered Myedy/ My Mic
3mth? m;Eg

% Y(— E(xu1) — Etun) Y(— Euun — Ev(th))
Ne Ty

Eg — Ec -+ Ev
x A,'Z( g (;rglr)ed (xrz)) [falxa) = fo(x2)]-
(56)

Sit (X015, X2) =

Here, xi1, X2 € {x1, x1 + L} are, respectively, the locations of the
CB tail state and VB tail state along the tunnel path, Axy, Ax,
the discretization intervals, F,,(xi, X2) = w the electric
field averaged over the segment of the tunnel path between
x =xuy and x = x; (also used in %i6eq), and Ey,, the CB energy
at the beginning of the tunnel path. E.(x), Ey(xw), and F(xjcy)
are, respectively, the CB edge, the VB edge, and the electric field
at the location of the tail state. g is the generation rate at

{xu1, x2} and Gy the total generation rate along the tunnel path.

: i'ztv(xtz)

FIG. 8. Schematic representation of the tunnel path with various variables used
in Egs. (55) and (56).
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The function fn/P(x) = [exp (Ewun — Epn/p(x)) JkeT + 11! repre-

sents the Fermi distribution at x. The value of Y is calculated at each
Xty using Eq. (43) or Eq. (45) for Gaussian or exponential tails,
respectively. Note that the generation rate between the tail states
git(x1, Xp) is introduced in the generation-recombination term of
the continuity equation at the vertices nearest to xy; and x,. In this
way, the total generation is indirectly included in the simulations,
and no explicit computation of Gy is required, i.e., the double inte-
gral in Eq. (48) becomes obsolete.

The analytical forms of the functions Y are used. Equation (56)
has been implemented in S-Device using the Physical Model
Interface (PMI) Nonlocal Generation-Recombination. The original
DNLP BTBT model requires the effective tunnel barrier and the
electron/hole effective masses as input parameters. In addition to
these parameters, for the new DNLP TTTT model, one has to
provide the effective masses . and my, as well as the characteristic
CB and VB tail energies 7. and 7,. For the sake of better conver-
gence, the implementation employs an effective average electric
field for the computation of the rate, which substitutes for the
numerical integration of the action integral over the imaginary dis-
persion in the original DNLP BTBT model of S-Device. The loss in
accuracy may be compensated through calibration of the parame-
ters 7)., and My

As in the original DNLP model for BTBT, the TTTT model
involves the search for active tunnel paths. Once all of them are
found at a given bias voltage, the TTTT rates are calculated at each
discretization point using Eq. (56). Thermionic transitions between
tail states and the associated band continuum are assumed to be
very rapid and thus not rate-limiting. The densities of generated
holes and electrons enter the Poisson equation and self-consistently
impact the solution of the drift-diffusion equation system.

B. Simulation results for InGaAs Esaki diode
1. Basic physical models and parameters

In order to assess the importance of TTTT in realistic devices,
InGaAs Esaki diodes fabricated and characterized at IMEC'™"” were
simulated with S-Device of Synopsys™* using the above-described
model implementation of Eq. (48). The diodes labeled “A” and “B”
have cross sections of 19.3um? and 204 um?, respectively. The
BTBT-dominated parts of the IV-characteristics at 300 K and 77 K
serve to determine material-dependent parameters of Ings3Gag.a7As
and the electrically active doping in the pin-junction. The analysis
starts with the evaluation of effective tunneling masses, bandgap, and
imaginary dispersion. The effective electron mass is set to 0.043 m,
(Ref. 45, and references therein). Experimental data for the light-hole
mass™ range from 0.048m, to 0.054 mo.***" We determine the
value of the light-hole mass based on full-band calculations of
the imaginary dispersion in the gap of bulk Ings3Gag47As with
OMEN" in comparison to the corresponding dispersion from
Kane’s two-band model.”>*" The latter is implemented in
S-Device and used here for the simulation of BTBT. As shown in
Fig. 9, the best value of my, = 0.047 my results in a very good fit,
both for Kane’s’® and Flietner’s model.”” In addition, this value is
equal to the one suggested in Ref. 51.

The review article by Vurgaftman et al."” recommends to use
a value of 0.816¢V for the gap at T = 0K as composite average
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FIG. 9. Calculated imaginary dispersion K%E) in the gap of Ings3Gag47As at
T = 0K. The full-band curve from OMEN" gblack dashed) is compared with
the two-band models of Kane™ and Flietner (solid red and green, respec-
tively) and with the one-band effective mass approximation (EMA) model*’
(solid brown). Parameters: Eq = 0.85eV, m; = 0.043 mo, and my, = 0.047 my.

over the experimental range between 0.810eV and 0.821eV.
The measured temperature dependence’” is almost linear between
130K and 300K, but exhibits a sharp saturation behavior for
T < 100K. It is impossible to fit these data with the Varshni
model.”® Therefore, the linear relation Ey(T) = Eg(0) — o T with
E4(0) = 0.841€V and a = 3.363 x 107* is applied in the simula-
tion, which reproduces the needed values E¢(77 K) = 0.815eV and
Eg(300K) = 0.74eV. The obvious overestimation of Eg(0) has no
bearing on the present analysis.

Because of the exponential dependence of the tunnel probability
on the value of the gap, bandgap narrowing (BGN) must be taken
into consideration. The widely used empirical model for III-V mate-
rials™ would result in a vanishing gap in the n-type region of the
device. Therefore, the rigid shifts of both band edges are computed
with the random-phase-approximation (RPA)-based model of
Ref. 55, which is available in S-Device for silicon only (called
“Schenk Bandgap Narrowing Model” there). As it does not
become obvious for the user of this simulator how to adapt the
parameters to other materials, Appendix A provides the expres-
sion of the simplified version (valid for T = 0K) as well as the
parameters for Ings3;GagsyAs. Because the BGN effect is rather
small in the Esaki diode under study (see below), the temperature
dependence is neglected for simplicity. The rigid shifts represent
exchange-correlation energies and depend on the free-carrier den-
sities and the doping concentration. The free carriers have the
largest contribution and make the BGN injection-dependent. This
is demonstrated in Fig. 10 where the profile of the electrically
active doping from Fig. 11 is used. The total BGN in the quasi-
neutral n-region (N = 1.4 x 10" cm™*) amounts to 52 meV, the
BGN in the quasi-neutral p-region (N, = 1.3 x 10 cm™) to
43 meV. This is the expected order of magnitude for any material,
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FIG. 10. Bandgap narrowing profiles across the pin-junction due to exchange-
correlation effects. Solid curves are for equilibrium and dashed curves for a
forward bias of +0.5V. The arrows indicate the position of the maxima of the
electron (left) and hole (right) BTBT recombination rates at +0.3 V.
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since BGN is relatively independent on band-structure details.
At a forward bias of +0.5V, where diffusion starts to dominate
the current, the injected carriers increase the BGN at the bound-
aries of the depletion region. However, the value inside drop
to 10 meV.

There are three physical processes that might influence the
valley current at higher forward bias: Auger recombination, radia-
tive recombination, and electron-hole scattering. Measured Auger
coefficients” > C are scattered around2 x 10726 cm ™ s™!. We use
Cop =2.5x 1072 cm™ s7! following Ref. 59. To model radiative
recombination, the coefficient B in 7rq = (BN)™! is set to
0.96 x 1071 cm =3 s71,°" which is close to 1.43 x 1071 cm =3 57!
found in Ref. 57. Electron-hole scattering is simulated with
Brooks—Herring screening. The default parameters of the S-Device
model immediately result in the best fit to the measured I'V-curves
as can be seen from the solid curves in Fig. 13, which bend for
V> +06V (300K) and for V> 40.8V (77K), respectively.
Without electron-hole scattering, they would be straight and would
intersect the experimental curves. The size of the diffusion current
at 300K is well reproduced with SRH minority carrier lifetimes
Thp =1ns and constant mobilities x, =3000cm?*/Vs and
U, = 500 cm?/Vs.

As the diode is bulk-like, a quasi-1D simulation suffices. The
SIMS profiles of the silicon and beryllium implants'® are presented
in Fig. 11. If they are taken as electrically active doping in the simu-
lation, the BTBT current is overestimated by a factor of 5 both in
reverse and forward direction. This is a huge effect—the same
would, e.g., require to change the light-hole mass by a factor of 2.
Lind et al®' found 1.4 x 10" cm™ as the upper limit of active
silicon doping in Ings3Gags;As. We adapt this value (red solid
plateau in Fig. 11) and reproduce the junction profiles by
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FIG. 11. Measured SIMS profiles (symbols) of the Ing53Gag47As Esaki diode'
and electrically active doping used in the simulation (solid curves).

Gaussians with a decay rate of 6 nm/dec.'” The possible limit for
the beryllium activation remains unclear. Tell et al.”* achieved peak
values close to 1 x 10 cm~ with RTA. We use the active beryl-
lium concentration as the only free parameter to match the simu-
lated BTBT current to the IV-data in the voltage interval [—0.1V,
+0.1 V]. The obtained value is Ny = 1.3 x 10" cm™* (blue solid
plateau in Fig. 11). The corresponding capacitance is shown by the
solid line in Fig. 12. It deviates by less than 4% from the measured
capacitance.”” Shifting the beryllium profile by 1 nm toward the
junction yields the best fit (dashed curve). This increases the BTBT
current by a factor of 1.4, which could be compensated with a
larger light-hole mass. However, we refrain from such modifica-
tions and use the calibrated active doping shown in Fig. 11 as a
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=)

I
©

@® exp 77K
r —_— sim_77K 1
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FIG. 12. Measured” (symbols) and simulated (lines) capacitance of the
Ing.53Gag 47As Esaki diode at 77 K.
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reliable electrostatic reference system for the further analysis. The
BTBT currents (without tails) are presented in Fig. 13. For the
green dashed curve, BGN was turned off. By comparing with the
solid black curve (including BGN as described above), one observes
that BGN is completely negligible at reverse bias. It slightly
increases at low forward bias due to the injection effect. If the
tunnel length of the dominant tunnel paths is defined by the dis-
tance between the sharp maxima of the electron and hole genera-
tion/recombination rates (indicated by the arrows in Fig. 10), one
observes that it increases from 7 nm at —0.5V to 12nm at +0.3V,
whereas the extension of the space—charge region (SCR) (defined by
the positions where the carrier concentrations equal 5 x 10'¥ cm~—3)
decreases from 17nm to 12nm. Therefore, the effect of BGN
remains negligible over the tunnel length at reverse bias. The
maximum effect at forward bias is relatively small because the tunnel
barrier is notably reduced only in the vicinity of the boundaries of
the SCR. The difference in the diffusion branch is caused by the
changed minority carrier density.

At high reverse voltage, the simulated currents become too
large. The measured IV-curves (symbols) had been corrected for
series resistance.'” One possibility is that this correction was too con-
servative (however, one would roughly need twice as much series
resistance for a match with the simulation). Another possible reason
is the breakdown of the WKB approximation. At —0.5V the ratio
between electro-optical energy (measure for the Franz-Keldysh tails)
and the gap energy is /i6.q/E; ~ 1 and not <1. Thus, the WKB
approximation, linked to the Kane model, has indeed broken down.
The measured reverse current at 77 K is smaller than at 300 K, but
the difference is more pronounced than in the simulation, where it is
solely caused by the carefully calibrated temperature dependence of
the gap. The same difference naturally shows up in the simulated
peak current, whereas no temperature effect can be seen in the
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FIG. 13. Measured (symbols) and simulated (lines) currents at 300 K and 77 K.
Simulations include BTBT, electron-hole scattering, Auger recombination, and
radiative recombination. For the dashed curve, BGN was turned off.
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measured peak currents. It should be noted that a symmetrical
temperature effect at small bias was measured by Convertino
et al.®” in InAs/GaSb Esaki diodes on SOIL.

In the following, it is the goal to understand the origin of the
strong valley current in the voltage interval [+0.1V, +0.65V].
Before turning to the role of tails, we briefly discuss the impact of
the aforementioned physical processes. It turns out that both Auger
and radiative recombination are at least two orders of magnitude
too weak to become visible. Also, trap-assisted Auger recombination
can be safely ruled out, although it is a tempting deep-level-related
mechanism that becomes stronger with increasing injection density.
Electron-hole scattering only starts to “bend down” the I'V-curve at
about +0.55 V at 300K, i.e,, it has no influence on its shape for lower
bias. Therefore, none of these processes has an effect on the valley
current. We now study the effect of DOS tails.

2. Contribution of tail-to-band and tail-to-tail tunneling

In the presented model, DOS tails are simplistically parame-
terized by characteristic energies 7., which have no functional
dependence on position and temperature. In principal, these
parameters depend on position via the doping concentration, and,
if taken as representative for all effects, also on temperature because
of the thermal lattice vibrations. In Ref. 12, it has been argued that
TTTT is negligible compared to TTBT even if band masses are
used for the effective masses .y, that parameterize the tail states.
The analytical ratio between TTTT rate and TTBT rate for expo-
nential tail DOS as a function of the characteristic tail energy
n =1, is depicted in Fig. 14. Relevant values of the maximum
electric field in the forward bias range of the Ings3;Gaga7As Esaki
diode were used for the homogeneous-field approximation. The
middle green curve corresponds to +0.4V and shows that for a
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FIG. 14. Ratio between TTTT rate and TTBT rate for exponential tail DOS as a
function of the characteristic tail energy n = 7, for relevant values of the
maximum electric field in the forward bias range (indicated in the legend). Band
masses are used, i.e., me = me = 0.043mpand my = m, = 0.047 my. The
bandgap is E; = 0.74 eV. Equations (48) and (52) were evaluated for TTTT and
BTBT rate, respectively.
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10%-effect the characteristic tail energy 17 would have to be as large
as 100 meV. For 1 =50 meV, the TTTT fraction reduces to 2%.
This will be confirmed in the more realistic device simulation
below.

To be compatible with Kane’s two-band model of BTBT
implemented in S-Device, the TTBT and TTTT rates are scaled up
using the homogeneous-field approximation. This is demonstrated
in Appendix B. The black curve in Fig. 15 is the field-voltage rela-
tion extracted from the simulation. The red curve in Fig. 15 shows
the corresponding ratio of the BTBT rates of Kane’s two-band
model and one-band EMA model. The strong rise of this ratio with
increasing bias (decreasing field) is caused by the larger action inte-
gral in the one-band EMA model. As can be seen in Fig. 9, the
integral over x(E) becomes significantly larger in the one-band
EMA model, and because of dx = dE/(eF), the WKB-exponent is
scaled by F~1.

Figures 16(a) and 16(b) show the sum of TTBT current and
diffusion current at 300 K (solid curves) in comparison to experi-
mental data (symbols) and BTBT without tails (thick black-dashed
curve). In Fig. 16(a), n is spatially constant, whereas in Fig. 16(b), n
has two different values depending on the local doping concentration.
In the inner of the depletion region, ¥ = 7 (Ngop < 10" cm™3) was
fixed to the small value of 10 meV, whereas in the outer of the deple-
tion region n@ =n (Naop > 10 cm~?) was varied up to an extreme
value of 150 meV. In the first case, the maximum of the TTBT current
exceeds the measured peak current for all 7 > 50 meV. Hence, in this
region, which contains the shortest tunnel paths and determines the
peak current, 77 cannot be larger than 50 meV. The valley current is
only slightly affected at this limit. All 7 < 30 meV have practically no
impact. In the second case, the increase of 17(3) does not change the
peak current at all. It could only influence the slope around
V = +0.2V (see below). Under no circumstances, TTBT can explain
the strong measured valley current.

Ratio Kane-2Band/1Band-EMA
Maximum Field (V/cm)

|
0.2 0.4 0.6 0.8
Voltage (V)

!
-04 -02 0.0

FIG. 15. Maximum electric field (black curve) and ratio of the BTBT rates of
Kane's two-band model and one-band EMA model (red curve).
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FIG. 16. Measured (symbols) and simulated (lines) forward characteristics at = 10
300 K. For comparison, the exclusive BTBT current is shown as thick black-
dashed line. Parameters: m = m; = 0.043my, my, = my, = 0.047 my, and
Ey = 0.74eV. Solid lines represent the contribution from tail-to-band tunneling
for different values of the characteristic energy of the exponential tail DOS. (a)
spatially constant 1 = 1., and (b) 7% = 7 (Nuop < 10'® cm~=3) = 10 meV and
7@ =1 (Ngop > 10 cm~3) varied.

The joint contribution of TTBT + TTTT (thin dashed curves)
to the total diode current is depicted in Fig. 17. For comparison, the
exclusive fraction of TTBT is shown by thin solid lines. To extend
the voltage range where the influence of TTTT could be possibly
seen, the diffusion current was artificially suppressed by reducing
the mobility until convergence ceased (indicated by the arrow).

10 I I I
0.0 0.1 0.2 0.3 0.4 0.5 0.6

However, there is no visible difference. This confirms the conjec- Voltage (V)
ture in Ref. 12 that TTTT is a negligible second-order effect.

In order to prove that TTTT was turned on in the simulation, FIG. 18. Integrated tunnel generation rates in the Inp.53Gap47As Esaki diode
Fig. 18 presents the integrated rates of TTTT and TTBT in the as a function of bias with spatially constant 1 = 7, = 60meV. TTTT

exceeds TTBT beyond V ~ + 0.55V. Parameters: m = m, = 0.043my,

pin-junction as a function of applied bias. The extraction was done My — m, — 0.047 mo, and £, — 0.74eV.

for a spatially constant characteristic energy n = 60 meV. TTTT
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Figures 19(a) and 19(b) compare the sum of all tunnel cur-
rents with the measured data for spatially constant and doping-
dependent 7, respectively. One can draw the following conclusions:
(i) The effect of DOS tails on the forward characteristics cannot be
ruled out, but their characteristic energy would be limited to
~30meV in the interior of the depletion region, since for larger
values, the simulated peak current exceeds the measured peak
current. (ii) Extremely strong tails at the boundaries of the
pin-junction lead to a minor increase of the valley current but do
not affect the peak current. (iii) TTTT is a negligible process for all
feasible characteristic energies. (iv) Tail-induced tunneling cannot
be the reason behind the strong valley current.
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FIG. 19. Measured (symbols) and simulated (lines) forward characteristics at
300 K. Solid lines show the sum of all tunneling currents (BTBT, TTBT, and
TTTT) for different values of the characteristic energy of the exponential DOS
tails. (a) Spatially constant n = ., and (b) 7 = 7 (Ngp < 10®cm=3) =
10meV and 7@ = (Ngp > 10" cm~3) varied. Parameters: m, = m, =
0.043mg, my = m, = 0.047 my, and E; = 0.74 eV.
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3. Resolving the theory-experiment discrepancy:
Defect-assisted tunneling (DAT)

Deep centers are well known as the origin of leakage currents in
many types of devices, e.g,, tunnel FETs.”* In the pin-junction of the
Ing 53Gag 47As Esaki diode, such levels can facilitate field-enhanced
multi-phonon recombination, zero-phonon defect-assisted tunneling,
and resonant tunneling.> Models of the first two mechanisms are
available in S-Device. They are now combined with BTBT to study
the effect on the valley current. For simplicity, the spatial defect dis-
tribution is assumed to be homogeneous in the following. This
neglects a possible doping dependence across the pin-junction.
Figure 20 presents the results for field-enhanced multi-phonon
recombination.”® The model (called “Schenk Trap-assisted Tunneling
(TAT)” in S-Device) assumes homogeneously distributed midgap
levels with strong phonon coupling>” and is implemented as
field-enhancement of SRH lifetimes. The effective phonon energy
was fixed to 30 meV, and the same tunneling masses as above were
chosen. The Huang-Rhys factor® S was varied to obtain different
lattice relaxation energies. The best fit turns out with S = 6.8 which
results in a lattice relaxation energy of €, = Shwer = 204 meV. The
good matching starts at V = +0.4V, where the DOS alignment
enabling BTBT or TTBT has already ceased.

SRH lifetimes of 1ns are an indication for the presence of
defect levels at or close to midgap with a relatively high concentra-
tion. But it is also likely that other defects with levels closer to
the bands exist in the measured diodes. Whereas the model of
field-enhanced multi-phonon recombination is a simulation model
for strong electron-phonon coupling (hence not applicable for the
case of few or even zero phonons), the available zero-phonon DAT
model in S-Device adapted from Ref. 69 is a simulation model for

O exp 300K
— — BTBT

- —— BTBT+DAT, S=8.0
NE BTBT+DAT, S=6.8

3 BTBT+DAT, S=6.0
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FIG. 20. Measured (symbols) and simulated (lines) forward characteristics at
300K assuming field-enhanced multi-phonon recombination as origin for the
vally current.  Parameters:  fiwes = 30 meV,  m = me = 0.043my,
my = my = 0.047my, E; = 0.74eV, and 7,, = 1ns. Huang-Rhys factor S
indicated in the legend.
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FIG. 21. Measured (symbols) and simulated (solid lines) forward characteristics FIG. 22. Measured (symbols) and simulated (lines) forward characteristics at
at 300K using exclusively zero-phonon DAT via homogeneously allocated 300K including all processes. Mutual parameters: m; = 0.043my,
single-level defects. Parameters: me = 0.043 my, my, = 0.047 mq, my, =0.047my, and E;=0.74eV. Parameters for zero-phonon DAT:
Ey = 0.74€eV, Ny = 1 x 10" cm=3, and Vi = 0.1 nm®. Energy level £, mea- Dy =4 x 10" cm%eV~"  V, =03nm?, Gaussian trap DOS with
sured from midgap indicated in the legend. The pure BTBT current is shown for Ep = —0.2eV, and E, = 0.08 eV. Parameters for field-enhanced multi-phonon
comparison. recombination: S = 7, hwer = 30 meV, and z,, = 1ns. Solid black curve: no

DOS tails. Red dashed curve: including exponential DOS tails with
Mg =ms, my=m, and 71" =7 (Ngp <10"®cm=3) =30meV and
7® =1 (Naop > 10® cm~3) = 150 meV.

the opposite situation, i.e., no electron-phonon coupling. The first

model is effective at larger forward bias (>0.4V), where the

growing distance between the band edges favors a multi-phonon

process. Close to band alignment (V < +0.4V), zero-phonon

DAT becomes more probable, and defect levels inside the tunnel

window located between midgap and band edge can contribute to 4

the valley current. In Fig. 21, homogeneously distributed single- WEgErT T T T

level defects were assumed and the zero-phonon DAT current was u o exp_A 300K

simulated for different energy levels E; measured from midgap. - \ A exp_B 300K

This current is proportional to the product of defect concentration “e . sk exp_A 77K

Ny and “effective trap volume” V. The fraction of total defect = 10 e - z:m :7“7)&'( _§

volume N Vi, = 107> was kept unchanged in all cases. As can be < C ]

seen, energy levels in the interval between —0.2eV and +0.1 eV 2 i ]

from midgap yield current maxima covering the whole bias range 2 5

from +0.25 V to +0.5 V. ] 10°F 3
Figure 22 presents a fit for 300 K obtained with the combination b= o ]

of BTBT, zero-phonon DAT, field-enhanced multi-phonon recombi- g i ]

nation, and diffusion (black solid curve). Parameters are given in the 8 =

caption. In order to see an effect of DOS tails (TTBT) around +0.2'V, 10 F missing multi- E

the largest possible value of 7% = 1 (Ngop < 10" cm ™) = 30 meV E phonon-recombination

and the huge value of 1'¥ =1 (Ngop > 10" cm™?) = 150 meV have [, T T R B T

to be used. The DOS tails make no difference at all, if ® < 100 meV. -0.1 0.0 01 0.2 03 04 05 0.6 0.7 0.8 09
Interestingly, zero-phonon DAT can also explain the weak Voltage (V)

temperature dependence of the valley current. Figure 23 shows a

comparison for 300K and 77 K using the same parameters. Two FIG. 23. Measured (symbols) and simulated (ines) forward characteristics at

Gaussian defect distributions centered at +0.16 eV from midgap 300K (black) and 77 K (blue) using exclusively zero-phonon DAT via homoge-

with otherwise equal parameters were assumed. Multi-phonon neously allocated traps assuming two Gaussian distributions centered at

E(()” = —0.16eV and E(()Z) = +0.16eV from midgap. Mutual parameters:
me = 0.043my, my, = 0.047my, Eg=0.74eV, Vy=03nm>, S=0,
hower = 30 meV, E, = 0.08¢eV, and Dy = 4 x 10" cm=3eV—",

recombination had to be skipped because both S-Device models
did not converge at 77 K. The poorer agreement for 77 K is partly
due to the temperature dependence of the bandgap in the
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simulation, which is not seen in the measured peak currents. It
should be noted that the used defect distributions and parameters
are hypothetical and they only demonstrate that zero-phonon DAT
is a possible explanation for the valley current.

IV. CONCLUSION

A compact theoretical model of tail-to-tail tunneling in semi-
conductors has been developed taking the localized nature of tail
states into account. The three-dimensional pseudo-delta potential’
yields s-like states with a localization radius that is parameterized
by the effective mass of the localized electron. Hence, the masses
My are adjustable parameters that enter the tunnel probability.
The potential model allows to include the field-induced lifetime
broadening of the states. The microscopic transition rate between
two opposing, localized tail states in a homogeneous electric field
of arbitrary orientation was derived and found to be governed by
the reduced effective mass built from ). These effective masses
could be identified with the band masses, since tail states split from
their corresponding bands, and the typical localization radii cover
many unit cells. In the device application part of this paper, we
chose m, — m. and m,, — my, in order to maximize the effect of
tail-to-tail tunneling. As in our treatment of tail-to-band tunnel-
ing,'” a ladder of closely spaced single-level DOSs of the lifetime-
broadened localized states was assumed to form the tail DOS. The
weight of each single-level DOS is obtained from the Gaussian or
exponential shape. Therefore, two further model parameters are
needed: the characteristic (band tail spreading) energies 7. In
the application section, they were treated as piecewise constants,
but they could also be empirically modeled as a function of doping
and temperature. The final expression for the macroscopic genera-
tion rate due to tail-to-tail tunneling takes the form of a double
integral over the tail energies. Only for Gaussian tail shape, a fully
analytical solution could be derived in the cases of high and very
low electric field, respectively. This yielded insight into the effective
tunnel barrier, the tunneling mass, and the reduction of the pre-
exponential factor compared to band-to-band tunneling.

Both the homogeneous field case and the in-depth analysis of
InGaAs pin-Esaki diodes revealed that tail-to-tail tunneling is a
completely negligible process compared to tail-to-band tunneling
due to the localized nature of the wave functions. Furthermore,
tail-induced tunneling can be excluded as the reason behind the
strong measured valley current. In contrast, zero-phonon defect-
assisted tunneling alone can reproduce the magnitude and the
temperature dependence of the latter using reasonable parameters
for concentration and defect volume. In order to slightly change
the negative slope in the NDR region, one has to assume that
Ny} > 100meV in the heavily doped regions of the diode.
Whether such a value is feasible remains an open question, at least
it contradicts all optical measurements of band tails in III-V mate-
rials. On the other hand, various approximations were necessary
for the final form of the model and its numerical implementation
in a commercial device simulator. Most notably are the limit of
“strong” localization of the states (at length discussed in Ref. 12),
the approximate treatment of the radial distance, and the numerical
integration of the action. Furthermore, the developed model is a
continuum model, which requires that the active volume is large

ARTICLE scitation.org/journalljap

enough for a proper average over random disorder caused by
doping. Nanowire TFETs and Esaki diodes might only contain a
countable number of doping atoms. Then, band tails in the above-
described sense lose their meaning and an atomistic simulation
method like tight-binding non-equilibrium Green’s function
(NEGF)® becomes indispensable.

The model of tail-to-tail tunneling was developed for direct
materials. It might also be suitable for Ge nanowires, where elastic
and inelastic tunneling are comparable.”” In Si and Ge bulk-like
homo-junctions, phonon-assisted band-to-band tunneling domi-
nates. Here, tail-to-tail tunneling could be direct, if the strong local-
ization of the tail states in real space results in a sufficient spread in
k-space and thereby relaxes the need of a phonon for momentum
conservation. In Si/InAs hetero-junctions, the imaginary dispersion
in the gap was found to be continuous and smooth,”” which allows
to fit both effective band masses, to extract an effective “tunnel
gap” for the bandgap, and to use these parameters in the model.

A renewed interest in tail-to-tail tunneling has emerged recently
in the context of quantum computing and MOSFET operation at
cryogenic temperatures.”* The experimentally observed saturation of
the sub-threshold swing toward very low temperatures could involve
elastic tunneling between conduction band tail states or deeper lying
trap states.”” It is appealing that the saturated swing could just reflect
the characteristic energy of an exponential tail DOS. Many aspects of
our theory could be used to develop a mobility model that leads to
the saturation of the swing at a certain temperature.
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APPENDIX A: BAND GAP NARROWING IN InGaAs

The random-phase-approximation (RPA)-based BGN model
of Ref. 55 implemented in S-Device™ for silicon as default can be
applied to any material, if effective masses ¢ nnn}, band multiplic-
ities, and permittivity €, are known. For the computation of the
model parameters, lengths have to be scaled by the excitonic Bohr
radius g, and energies by the excitonic Rydberg energy Ry,

g = 28 _ " (A1)
ex ez,tf > Vex z‘u:agx .
The effective mass u” is given by
«  momy . 32 L[ 3 3/2
u = m with mv/ = E (mlh + LLONN ) . (A2)

The mass m, is the average hole DOS mass. Band and valley multi-
plicities, as well as spin degree of freedom, are contained in the
model parameters gen;. The values of the material-dependent
parameters for the case of Ings3Gag 47As are provided in Table II.
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TABLE Il Ing.53Gag47As Material-related parameters®®="%" used in the BGN
model.”

me/myg mp/mq Mpn/ Mg my/mg w¥Imgy
0.043 0.047 0.363 0.236 0.0364
Ze &h xde Oh R)’ex Aex €

2 4 0846 0.154 2.56meV  20.25x 1077cm  13.9

For simplicity, only the zero-temperature limits of the rigid
band shift are considered,

1/3
— DPe . e
A =— {(%) +ceIn(1+ denf) +Ndop—°;§?§’],
1/3
Av = - I:(%) +ch ln(l + dhn5h> + Ndop OILZ?fh:l .
P

Here, n, = a.n + app and N, = a.Nj + apN, with o, =u"/m
and o, =y /m,. Ngop denotes the electrically active doping.
The first term is the exchange energy and the second the low-
temperature limit of the free-carrier correlation energy.”’ The
parameters Ciepy» dienp> and piepny had been fitted for silicon,” but
can be assumed to depend only weakly on the material. They are
given in Table III. The last term is the low-temperature limit of the
ionic part of the correlation energy.”' The BGN is given by

AE; = |Ac| + |A]. (A3)

Note that in the S-Device manual®* (the correctly implemented) N,
is confused with 7,

APPENDIX B: RELATION BETWEEN KANE'’S
TWO-BAND MODEL AND ONE-BAND EMA MODEL

The BTBT rate for homogeneous electric field calculated with
Kane’s two-band model™® reads

Glane _ () iy <_§E_38\/ﬁ> (B1)

BB T i8zh? \ B T\ 2 KF

The WKB limit of the one-band EMA model as given by Eq. (52)
in Sec. II D is

GIB-EMA _ (eF)’ (_ EEE vV 2mr> ' (B2)

BB T 64zhEz T\ 3 AF

TABLE IIl. Fit parameters used for the low-temperature limit of the free-carrier cor-
relation energy 55 and 44.

Ce Ch de dh pe ph
1.3346 1.2365 0.893 1.153 0.2333 0.2333

ARTICLE scitation.org/journalljap

Thus, the ratio takes the form

Kane % %
GXan _32,/‘mr15gexp{4}3@/2;11r (1 31 )] (83)

Tscal = Glla%—BEMA - 9heF g hF - 8\/5

which is used as a scaling function in the simulation of tail-induced
tunneling currents. For this, the field dependence was substituted
by the F(V)-curve shown in Fig. 15. The outcome of Eq. (B3) is
presented in the same figure.
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