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In this article, fifth order finite volume multi-resolution weighted essentially non-oscillatory (MR-WENO)
scheme is developed for solving one-dimensional non linear viscous quantum hydrodynamical model for
semiconductor devices with constant temperature. This non linear model consists of three equations, two
equations for the current density and electron density, and third equation is the Poisson equation. The first two
equations include the viscous and quantum correction terms. Further, numerical technique is used to obtain
the solution due to high non linearity of considered model. The multi-resolution technique is used to reduce
the computational cost of high resolution numerical scheme. In the procedure of derivation of the MR-WENO
scheme unequal central spatial stencils are used and linear weights can be chosen any positive numbers with
only restriction that their total sum is one. Various numerical test problems are considered to check the validity
and accuracy of the derived numerical scheme. Further, the results obtained from considered numerical scheme

are compared with those of kinetic flux vector splitting numerical scheme.

Introduction

Modeling and numerical simulation of semiconductor processes
are essential to increase the efficiency of new quantum devices and
equally important to reduce manufacturing cost and time. Quantum
semiconductor devices are playing an increasingly important role in
advanced micro-electronic applications, including multiple-state logic
and memory devices [1-4]. To model such type of devices, the clas-
sical hydrodynamic model for semiconductor devices was extended to
include 0(h%) quantum corrections [5]. In simulation of the semicon-
ductor devices, the small sizes (0.1 micro meter) of the characteristics
devices length make the modeling of quantum effects more important
and these effects are included by using the microscopic equations
such as Schrodinger or Wigner equations [6,7]. Initially, the kinetic
Wigner equation [6,7] is used to model the quantum semiconductor
devices. But in this equation the Wigner distribution function depends
on various parameters such as, wave vector, space and time, therefore
numerical simulation of such equation is computationally expensive.
So in recent years, macroscopic quantum equations are presented and
used for simulations of quantum devices, for further detail, the reader
is referred to [8-13]. This presentation of quantum equations has
various advantages such that, these equations are computationally less
expensive, can be described in the macroscopic quantities like current
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density and particle density, and the macroscopic boundary conditions
can be introduced [14]. By keeping all these advantages in mind, here
we have numerically investigated the viscous quantum hydrodynamical
model (VQHDM) that is derived from Wigner—-Fokker-Planck equations.
For extensive detail about derivation of the proposed model, the reader
is referred to [14,15].

Due to the importance of viscous quantum hydrodynamical model
for semiconductor devices, many researchers have paid special atten-
tion to analyze theoretically and numerically these types of models, for
detail see [14,16-21]. In the article [14], the viscous quantum hydro-
dynamic model was approximated by two different numerical schemes
namely central finite difference and relaxation schemes. The authors
show that central finite difference scheme is more appropriate to com-
pute the model numerically as compare to the relaxation scheme since
the presence of numerical viscosity in the relaxtion scheme changes the
nature of the numerical solutions. Subsequently, the authors used the
kinetic flux vector splitting (KFVS) scheme to numerically investigate
the viscous quantum hydrodynamic model [21].

In this article, fifth order finite volume multi-resolution WENO
scheme is developed to simulate the flow of electrons in semicon-
ductor devices based on the viscous quantum hydrodynamic model.
We borrow the idea of MR-WENO scheme from [22]. Just like the
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classical finite volume WENO schemes [23,24], the proposed numerical
scheme also resolves the sharp discontinuities efficiently and ensures
high order accuracy in the smooth regions, but the proposed numerical
scheme uses the series of unequal sized hierarchical central spatial
stencils, for further detail the reader is referred to the articles [22] and
references therein. Basically, the multi-resolution techniques [25,26]
were designed to reduce the computational costs of high resolution
numerical algorithms. Since these multi-resolution schemes concentrate
the regions of computational domain which include sharp gradients.

The organization of remaining article is as follow. In ‘Viscous quan-
tum hydrodynamic Model’, the mathematical form of viscous quantum
hydrodynamic model for semiconductor devices is explained. Next in
‘Scaling of parameters’, the scaling of proposed model is given and
then compact form of the proposed model and boundary conditions
are presented. In ‘The multi-resolution WENO scheme for viscous quan-
tum hydrodynamic model’, the multi-resolution finite volume WENO
numerical scheme is derived for the considered model. Subsequently,
in ‘Numerical test problems’, the numerical solutions obtained from the
considered numerical methods are compared with the results of the
kinetic flux vector splitting numerical scheme [21] and with results are
presented in [14]. Finally, in the section ‘Conclusions’, the conclusions
are presented.

Viscous quantum hydrodynamic model

In this section, mathematical form of viscous quantum hydrody-
namic model is explained. The current and electron density satisfy
Madelung equations when the Schrodinger equations in a single state
is separated into complex and real components.

an+ ivr=o, 1)
q
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q n m 6m? N

here, spatial derivatives are represented by V and J ® J represents
tensor whose components are J;J, for 1 < i < dalsol < k < d
and d is the number of dimension. The other symbols of well known
quantum hydrodynamic model are defined as: n—electron density,
J—current density, g—elementary charge, m—effective electron mass,
V—voltage and h—reduced Planck constant. In the article [27], the
author has also expressed the above model as pressure-less Euler equa-
tions. The quantum hydrodynamic models (QHDM) have no impurities
of the semiconductors such as electron’s collision. For all intents and
purposes these investigations of quantum hypothesis are in starting
stages, for detail see [9,11,28]. The Wigner equation with the help of
Fokker—Planck-type collision operator [29-31] can be re-written as

h q
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here, the cut-off frequency is represented by 2 and the momentum
relaxation time of the reservoir oscillators are represented by z,. The
phase-space diffusion matrix is established by the constant terms D,,,
D,, and D,,. and fraction term is represented by %{;w) as discussed
in [14]. By using Wigner-Fokker-Planck Eq. (3), the viscous quantum
hydrodynamics model for semiconductor devices can be derived [15]
as follows
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with Poisson equation
div(e,V, V) =q(n-C(x)),x € R4 (6)

here, the permittivity of semiconductor is represented by ¢, charge is
represented by ¢ and C is used for doping density profile. We treated
D,, /\ n and Dy, /\ J as viscous terms of order two.

Scaling of parameters

We introduce the characteristic length L (i.e device diameter) for
scaling the VQHD Eq. (4) to (6) and all other quantities are defined
as C* = sup|C]| is the characteristics density , J* = %:f% is the
current density and V* = % is the voltage and the mean free-path

ky Ty

2
I is given as I = TOTO We will get the value of r* from the relation

2
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L* = () kyTo )mB Y. The dimensionless parameters are given as
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where, the viscosity constant v is positive. The heterogeneous semi-
conductor materials are modeled by the external potential V,, (x)
introduced in Eq. (8). The value C* = 10** m? is assumed to consider
doping in m? The values of parameters obtained after scaling are given
as 42 =3.032x107%, €2 =3.893x 1073, T = 1.00585 and v = 9.935x 107*.

Compact form of the model

The compact form of the one dimensional VQHDM is presented in
this section. The VQHDM given in Egs. (7) and (8) is written as

W, +F(W), = (B(W;W,)) +SW), (10
along with the following Poisson equation
PV=n-Cx). 11

In Eq. (10), the left hand side shows a quasi-linear hyperbolic operator
and the right hand side shows the diffusive terms. Also, W, F, B and S
are the vector quantities which are defined as

w=| "1, FwW) = d
_[J]’ (W)= §+Tn

VR, _ 0
B(W,Wx):[ o ] s<w>—[ enrro), |

_ 2 _

where, Q and V are defined as 0 = “;L\/iﬁ and V =V +7V,,
n

respectively. we assuming L for representing the length of typical

device.
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The initial conditions and boundary conditions are as under

n(x,0) = C(x), J(x,0)=0. 12)

n (0,0 =n(L,N)=0, J.(0,0)=J(L,1)=0. 13)

We considered the fixed-type boundary conditions for the density n due
to the conservation of electron such as n(L, 1) = C(L) and n (0,7) = C (0).
Whereas, the boundary conditions for the potential V' and applied
voltage V), in the Poisson equation are given in the form

V(L)=V,, V(0)=0. a4

The multi-resolution WENO scheme for viscous quantum hydrody-
namic model

This section includes the extension of FV MR-WENO scheme for
solving the viscous quantum hydrodynamic model. First we consider
the homogeneous form of the considered model given in Eq. (10) as
follow
W, +FW), =0, 1>0,x€D (15)

and subdivide the domain ® into cells C; = [x,_;,x,, 1]andi=1,...,N.
2 2

2\t
cell and A x;. represents the i-th cell size. Integrating Eq. (15) over the
cell C; yields

The expression x; = & <x _1+x, 1 | represents the center of the i-th
2 2

d— 1 B
W0+ — <F(W(x,_+%,t)) - F(W(x,._%,t))> =0, (16)
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where W(x;,1) = i . +|2 W(x,1)dx. The Eq. (16) is approximated as
i "Timg
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-
Lax-Friedrichs flux (LFF)is used as a monotozne numericzal flux given
as
(W) = (v e -, )
it3 i+t3 2 i+3 i+5 i+t3 i+3
where 9 = maxy |F/(W)|. Now we compute the variables W,-(t) which
is used to approximate the cell average W(x[,t). The point-wise ap-
and W* |
i+3 it5
average values W; by WENO reconstruction. For the fifth order WENO
reconstruction, we choose three central candidate stencils, S;(i) =
(Gl S() = {C.1.Ci,Ciyy} and S3() = {Cip, Ci_y,C;, Cyy, Cipn )
and reconstruct the zeroth, second and fourth degree polynomials
p1(x), po(x) and p;(x) respectively, which satisfy

proximations W~ are calculated through the adjacent cell

x 1 o
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More precisely, the explicit expressions for p,(x), p,(x) and p;(x) are
given as follow

P =W,

Wi —2W, + W,

Wi+1 - Wi—l
——(x—-x)
2a X,

2a x;) T
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24 ’
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1920 [ (ax)*
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The point-wise reconstructed values W* are obtained
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by the following relations
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defined as :
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Where &1, + &y =1 13+ &3+ 83 =1and &5, &3 # 0. In these
expressions, & 5,&,, are the linear weights. For a balance between the
sharp and essentially non-oscillatory shock transitions in non-smooth
regions and accuracy in smooth regions, we set the linear weights as
& =1/11, &, = 10/11, & 5 = 1/111, &3 = 10/111 and &3 = 100/111
for the fifth order approximation, as described in [22].

The non linear weights w,; in Eq. (22) are defined as The non linear
weights are then given as

Z;nzl Cbl '

o, @,:5,,m<1+ u ) I=1,...,m; m=3. (30)

e+5,

Here ¢ is taken as 10710 in all the simulations. Here, & and B,
respectively denote the linear weights and smoothness indicators. These
smoothness indicators in general form is written as

koooxo & 2
_ ity 1 2j-1 Pn(X) _
%m_jzzl/xl h (—dxj dx, m=23, (31)
-3

where k = 2(m—1) for m = 2,3, respectively. Here, the values of 8,8,
and B; are defined in the same way as described in [22,32,33]. More
precisely, these smooth indicators are defined as follow

— . \2 —_ _\2
By = (Wi—l —-2W, +Wi+l) + (Wi—l _Wi+l> s (32)

I
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Table 1

L'-error and numerical order of accuracy for U = 0 in Test problem 1.
No of cells n

L'-error Order

100 0.97 -
200 0.041 4.56
400 0.0015 4.77
800 0.00006 4.644
1600 0.0000021 4.8365

1421461
().

1 \* 13 123 \* 781 2
%3=<n1+mn3) +—<n2+—n4) + (113) +

3 455 20 2275
(33)
where
1 J— R— J— J—
=g (11w,._2 — 82W,_, +82W,,, — 11Wi+2> , (34)
1 J— J— J— J— J—
m= e (—3w,.,2 +40W,_, —T4W,, | +40W,,, — 3w,.+2) , (35)
1 J— J— J— —_—
=1 <_Wi—2 +2Wi —2Wi + Wi+2) , (36)
1 — J— — J— J—
M= 55 (Wia = 4W,_y +6W, —4W,., + W5 ). @37

Now for resolving the discontinuities efficiently, the expression of B,
is defined as follow

. \2 _ __\2
b= (W=Wii) s 8= (Wit = W,.) (38)
z 1, 89 > 61, _ _
fou = { 10 ot;’)lerwilse > s =1=¢or (39
&
g = 77— &a=1-%.. (40)
o1 &1
2 2
|80 — 61 |60 — 61
= 1+ —, = l+ — ), o=o0y+o0.
%0 60’1( oo+ € o1 =4 o) +¢€ 7=%Ta
(41)

In Eq. (41), € is a small positive number to avoid the denominator to
become zero. Finally we set

B, = Lz (UO(WI' -W_ )+ (W, _Wi)>‘ (42)
c

The term = in Eq. (30) is given as

L <M). 43)

2

This completes the spatial reconstruction procedure.
Next, we discretize the right hand side of (10). We denote the B; and
Yird Yird
. (B(U:U,)), dx and [, > SW)dx

S; are approximations of the [,

[S7]
[N¥]

respectively and defined as follow

. =2n. +n. i —=2j. 4+ T
B,‘ — <v”l—l n; iyl Ji-1 Ji Ji+1 ) , (44)
(& x;)? (& x;)?
and
n; r
. i % % A A
S, = <0,(—Jj) + (ZA_xi)(ViH Vi1 + 04y — Q171)> , (45)

where T denotes the transpose. Next, the Poisson Eq. (11) is discretized
as follow

Vi =2V.+V,_
2 ) Sy _ox), i=1,...,N—1 (46)

(a x,-)2

and obtain the potential V; at the nth time level, by using the boundary
conditions that are described in Eq. (14). Finally, we end up with the
semi-discrete equation as follow
LW =-—(F ,-F L (B, +s
Ew,.(t)_—r wi—F +— (B;+S;), 47

i Axi
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or the above equation can be written as
%W,.(t) = L(W). (48)
Now, for solving the system of ordinary differential eq. (48), we apply
the third order TVD RK method [22] as follow

WO = W" + dre”),

3 1

we = 3w 1

4 * 4

WD = %W" + %(w@ +diL(W?)),

(WD 4 arewy), (49)

where £(u) is the spatial operator.
Numerical test problems

In this section, the performance and accuracy of the proposed
scheme is checked by taking various test problems. Further, the kinetic
flux vector splitting numerical scheme is used to compare the results
those obtained by proposed numerical scheme.

Test problem 1: First we investigate the effect of viscous and
quantum terms on a ballistic nt —n —n* diode. Here we consider same
initial data as taken in [14], for checking the efficiency of proposed
numerical scheme. The doping profile is taken as

C(x) =1 + 0.45(tanh(1000x — 600) — tanh(1000x — 400)), 0 < x <1, (50)
and scaled parameters are taken as follow
v=4267%x1073, € =0.00289, 1=0.1 and = = 0.125.

The solution profiles of density of electron for different scaled applied
voltages are given in Fig. 1. These different values are (i/)U = 0, (ii)U =
4,(iii)U = 5,(iv)U = 6. The oscillations in solution profiles for the
values of applied voltages U = 5 and U = 6 as shown in Fig. 1 are not
a numerical artifact. These oscillations are produced by the quantum
term, for more detail see [14]. The results obtained by KFVS scheme
and proposed scheme are compared with each other. From Fig. 1,
clearly, there is a good agreement between both schemes but KFVS
numerical scheme is more diffusive as compare to MR-WENO scheme.
Further, the order of numerical accuracy is calculated for the values
of applied voltage U = 0. The reference solution is calculated at 10,000
grid cells and treated as the exact solution. The L'-error and order of
numerical accuracy for the MR-WENO scheme are given in Table 1.

Test problem 2: Different Doping:

In this test problem, we considered C* = 10%* m® for measuring
doping in m>. We also considered a semiconductor whose length is
L =125 nm. The device consists of three regions that is (i) drain region
(ii) channel and (iii) source. The length of drain region is [75 nm, 125 nm]
and the length of source is [0 nm, 50 nm] whereas the length of channel
region is [50 nm,75 nm]. The following values are used for scaled
parameters such as A2 = 3.032x107%, ¢ = 3.893x 103, T = 1.00585 and
v =9.935x 10 — 4. A doping density profile for this test problem is as
under

C (x) = [1.0 4 0.4599 (tanh (10x — 750) — tanh (10x — 750))] x 10%*,
x € [0 nm, 125 nm] (51)

V. is defined below

(52)

0.209V, x € (50 nm,75 nm),
ext =
0, elsewhere.

The length of GaAs diode is to be considered as L = 125 nm which
is kept at T, = 77 K and applied voltage is V, = 1.5V. Fig. 2 shows
the numerical results on 200 grid points for physical variables. We
can observe the behavior of electron density which is steady state in
both source as well as drain region as shown in Fig. 2. we can see
the perturbation in channel by applying applied voltage and external
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Fig. 1. Solution profiles are computed by MR-WENO and KFVS numerical schemes.
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potential V,,,. Similarly, velocity, current and potential profiles show
the same pattern. The numerical results obtained by MR-WENO scheme
and KFVS schemes are compared with each other. The MR-WENO
scheme shows better performance while capturing peaks and resolving
the sharp discontinuities.

Test problem 3: Different external potential V,,,

The length of GaAs diode is to be considered as L = 0.6 pm which
is kept at T, = 77 K and applied voltage is ¥, = 0.8V. The doping
density profile is same as in Test problem 2. In this problem, we
checked the effect of external potential at its different values on current
density solution profiles, as shown in Fig. 3. The different values of
external potential V,,, = —2.09 x 107"V and V,,, = —2.09 x 1072V for
x € (0.1 pm,0.4 pm) are used in the first row of Fig. 3 and similarly
Vo = =2.09x 1073V and V,,, = —2.09 x 10~V for x € (0.1 pm, 0.4 pm)
are used in the last row of Fig. 3. The Fig. 3 shows that the current flow
in device increases when external potential is decreasing, such types of
results are showed in [21]. Again both schemes behave very well but

MR-WENO scheme captures the peaks more efficiently.

Test problem 4: The effect of different viscosities

In this test problem, we will analyzed the physical parameters such
as viscosity. Here, once again we will simulate the Test problem 2
for viscosity v = v,/y at different values of y such as y = 1,2,4,8.
The solutions of particle densities obtained from MR-WENO and KFVS
numerical schemes at different values of viscosity are shown in Fig. 4.
We observe that there is a smooth transition at large value of viscosity.
In other words, particles move from left side to right around the
junction and then they enter into the supersonic region at x = 1.
However, the solution obtained from inviscid [14] and viscous model
are same at small value of viscosity i.e v = é”o ~5.0x107.

Conclusions

Multi-resolution finite volume WENO scheme was developed to in-
vestigate the non linear viscous quantum hydrodynamical model for the
semiconductor devices. Despite the non linear transport phenomenon,
sharp gradients and source terms in the considered model, the pro-
posed numerical scheme captured the peaks efficiently and suppressed
the unwanted oscillations near the steep gradients. The accuracy and
robustness of proposed numerical scheme was checked by considering
the different test problems. Moreover, the results obtained by using the
considered scheme were compared with the results those obtained by
the KFVS numerical scheme. This comparison found the good agree-
ment between the both numerical schemes but KFVS numerical scheme
was more diffusive as compare to the MR-WENO scheme.
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