Journal of Physics: Conference
Series

PAPER « OPEN ACCESS You may also like

- Semiclassical theory of melting of shell

Quantum shell effects in the hydrodynamic efets 1 nucle wih temperatre
. . arjeet Kaur an uanir ain
equations of a quantum fluid

- Review on the proaress in nuclear
fission—experimental methods and

. . . theoretical descriptions
To cite this article: S E Kuratov et al 2019 J. Phys.: Conf. Ser. 1238 012037 Karl-Heinz Schmidt and Beatriz Jurado

- Nuclear fission: a review of experimental
advances and phenomenology
A N Andreyev, K Nishio and K-H Schmidt

View the article online for updates and enhancements.

c '. o ; " - DISCOVER

how sustainability

The ., Ak intersects with
Electrochemical ¢ ' |
Society

Advancing solid state &
electrochemical science & technology

This content was downloaded from IP address 18.217.190.58 on 14/05/2024 at 18:13


https://doi.org/10.1088/1742-6596/1238/1/012037
https://iopscience.iop.org/article/10.1088/0954-3899/42/11/115103
https://iopscience.iop.org/article/10.1088/0954-3899/42/11/115103
https://iopscience.iop.org/article/10.1088/1361-6633/aacfa7
https://iopscience.iop.org/article/10.1088/1361-6633/aacfa7
https://iopscience.iop.org/article/10.1088/1361-6633/aacfa7
https://iopscience.iop.org/article/10.1088/1361-6633/aa82eb
https://iopscience.iop.org/article/10.1088/1361-6633/aa82eb
https://pagead2.googlesyndication.com/pcs/click?xai=AKAOjsuTLrACeKPtvH9eiLOxzh4behqm7E1rDPKmlQzTxOpANZ2TBi8AZEtXvTziyDfZCdWI828VuYdtejiUAc_G-BDMBZFDJPilEsi6y6SUzeZlW_4rXEJbcIuSe3t3Vvl5eVWOiYUxainInnIU52bvUkwZoiNyj0ccZZi53A-CTFR1PGMSwqV1Xu9qxRfJ91xMQoe2I2-wYjapRZaogiBO2L-PHV5f8VJmWRTT_UvnLgAC1nmvdhtsNAMVg1Yo00LLN_59VicWOrd1kFwileTo7y9VqBG5I7c5j7zlyDB7pao7oRZYpuyvhUYAFpV8yDyjbcmCAXaeYxxjwjxUI04z4r5ZV5m3Ew&sig=Cg0ArKJSzCPHJRSyjqVW&fbs_aeid=%5Bgw_fbsaeid%5D&adurl=https://iopscience.iop.org/partner/ecs%3Futm_source%3DIOP%26utm_medium%3Ddigital%26utm_campaign%3DIOP_tia%26utm_id%3DIOP%2BTIA

LaPlas 2018 IOP Publishing
IOP Conf. Series: Journal of Physics: Conf. Series 1238 (2019) 012037  doi:10.1088/1742-6596/1238/1/012037

Quantum shell effects in the hydrodynamic equations
of a quantum fluid.

S E Kuratov', D S Shidlovski!?, I S Menshov!? and S I Blinnikov'

! Dukhov Research Institute of Automatics (VNIIA), Sushchevskaya street 22, Moscow,
127055, Russia

2 NRC “Kurchatov institute” — ITEP, Bol’shaya Cheremushkinskaya street 25, Moscow,
117218, Russia

3 Keldysh Institute for Applied Mathematics Russian Academy Science

E-mail: ser.evg.kuratov@gmail.com, dmitry.shidlovski@yandex.ru

Abstract. Numerical analysis of the hydrostatic equilibrium of a compressed gas bubble
was carried out by the DFT method. Based on this analysis, we modified the hydrodynamic
equations of a quantum fluid taking into account quantum shell effects. An external force acting
on the electronic subsystem is added to the modified hydrodynamic equations. A numerical
algorithm for solving of the system of modified hydrodynamic equations is discussed.
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1. Introduction

The effect of the spatial heterogeneity of degenerate electron distribution in a spherical well
was analyzed in [1]. The consequence of the effect is the appearance of an electric field acting
on the ion system and causing its movement. The characteristic size of the inhomogeneity is
of the order of the system size and, accordingly, by several orders of magnitude greater than
the distance between the particles. So the relaxation of the ions can be described using the
hydrodynamic approximation.

We analyze a spherical mesoscopic system — a compressed gas bubble of submicron size. The
characteristic values of the thermodynamic quantities of the compressed gas are the following:
Pgas ~ (10-30) g/cm?, N, ~ 103731 m™3, Ep ~ (20-100) eV, T; ~ T, ~ (0.1-1) eV. All electrons
are ionized and degenerated, and the ions are the classical gas.

The numerical analysis of the hydrostatic equilibrium of a gas bubble is presented in Section 2.
Numerical simulation of the electron distribution was carried out by the DFT method. The
analysis allowed us to formulate the simplest version of the hydrodynamic equations of a quantum
liquid. The quantum shell effects are taken into account by introducing an external force (the
oscillation potential) into the equation of motion of the degenerate electrons. Section 3 presents
a numerical algorithm for solving the system of modified hydrodynamic equations. We applied
this algorithm for the numerical analysis of ion relaxation in a compressed gas bubble.

2. Hydrostatic equilibrium of compressed gas bubble. DFT calculations.
To calculate distributions of electrons and ions in a spherically symmetrical bubble, we use DF'T
with spherical jellium background model and hydrostatic equation for ions [1, 2]. In the case
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of a spherical symmetry the electron density and the density of ion liquid satisfy the system of
equations (there we use atomic units, where h=c=e =1):

1 d? I(1+1

<_2dT2 + VKS(T) + (22)> Pnl(r) = 5annl(T)a Vks = -+ ch; (]—)

P2 (r)
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The first equation is the one-dimensional Kohn-Sham equation for radial wavefunctions P,
where V. is the exchange-correlation potential in a local density approximation. Equation (3)
is the hydrostatic equation for ion density nion, where P = njonkT. The last is the expression
for the electric potential ¢, which can be obtained from the Poisson equation. This system is
solved self-consistently using simple iteration method. Equation (3) can be simply integrated

Zion
kT

In(njon) = — o—InT + C. (5)
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Figure 1. The density distributions of electrons (solid lines) and ions (dashed lines) for 10000
electrons at average density 103°m=2 (a) and 103'm=3 (b).

We have made several calculations for gas bubbles. Figure 1 shows the electron density
distribution and the ion density in equilibrium for 10000 electrons at average density 103'm—3
and 103'm~3 with infinite potential wall at the border, the temperature of ions is 7; = 10 eV.
There are also distributions of free electrons and electrons in the case of uniform ion jellium. It
can be clearly seen that the density of ions is adjusted to the electron and the difference between
density distributions is smaller for higher average density. At the same time the electron density
get very close to free electron density and for average density 103'm ™3 they are almost coincide.

Quantum mechanical calculations can be applied for a relatively small number of particles
(N < 10°), so we need to use simpler method such as quantum electron fluid model [3] for
larger number of particles. We will consider equation for quantum electron fluid without
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Bohm potential, but with osillation potential Uy, which should reproduce density distribution
obtained in DFT calculations

1
——Vpe + iv@ + mLVUOSC =0. (6)

e Me

As we have seen earlier, the electron density in DFT calculations with ions in equilibrium and
with an infinite potential border almost equal to the free electron density. Also V¢ is rather
small, because both densities are very close to each other. So the oscillation potential

b

free
Te

VU ~ Vpe(niree). (7)

3. Numerical algorithm of hydrodynamic equations

We consider the sphere of the initial radius Ry consisting of gas of degenerate electrons ne(r,t)
and classical ions n;(r,t). It is assumed that the electron density satisfies the equilibrium
condition at each time moment:

0 1 Ope
_ea(()@ + Uosc — Ubar) + TTE or 0, (8)

where Uyse and Uy, is the oscillation and barrier potentials:

n 1/3 Ro(O)
100 )Ro(t)

eVo

Vber = = D (Ro — 1)/0]

v Uose = C ( f(T, RO(t)) (9)

where . = p/m, is the average electron density, and Vj and C' are the characteristic amplitudes
of the barrier and oscillation potentials, ¢ is the size of the barrier potential, and f(r, Ro(t)) the
spatial profile of the oscillation potential.
The electron pressure depends on the local electron density and is determined by the following
expression:
(37f2)2/3 h? 5/3

De = Tﬁne (10)
e

The motion of the ion gas is a result of the action on the ions of the electrostatic field created
by the instantaneous distribution of ions and electrons. The ion gas is assumed to be ideal, i.e.,
the effects of viscosity and thermal conductivity are negligible, and is calorically perfect with
the equation of state p = (v — 1)p(, where v = 5/3 is the adiabatic exponent, p is the pressure,
( is the specific internal energy.

It can be shown that the influence of nonequilibrium between the distribution of ions and
electrons takes place in a very small neighborhood of the wall. Therefore, in the gas dynamics
calculations described below, it is assumed that there is a local equilibrium at all points inside
the sphere n; = n.. Then the electron pressure will determine the ion distribution.

The medium inside the sphere is assumed to be electro neutral, therefore at each time moment
the distributions of electrons and ions satisfy the condition of zero total charge:

Ro(t) Rg(t)
/ ne(r, t)r?dr = / ni(r, t)r’dr, n; = p/ms, (11)
0 0

where m; is the mass of ion.
The ion motion is described by the standard system of Euler equations for gas dynamics
under the assumption of spherical symmetry, which is supplemented by the right-hand side
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corresponding to the change in momentum and energy due to the electrostatic field produced
by charged particles-gas ions and free electrons:

dp  OpU 2
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where e is the electron charge, E = U?/2 + ( is the specific total ion energy, H = ¢ + p/p is
the specific total enthalpy, ¢ = p/p(y — 1) is the specific internal energy of the ions, v = 5/3,
0 <7 < Ry(t). The potential ¢ is determined by the equation (8), where we use n; instead of
Ne.
We write the system of equations (8), (12) in dimensionless form. To do this, we choose the

scales of the characteristic physical quantities in the following form:

ps = 103kg/m? — density,

L, = 107%m — length,

U, =103m/s,

te = L./U, = 107 %s,

P = psU2 = 109N/m? — preasure,

U,
O, = mlt ® ~ 1.875 % 104V /m — electric field strength,
Elx
772
Ox = miU ~ 1.875 % 1072V — electric field potential.

The Valuees of the physical parameters of the model:
e =1.6+10"1°C - electron charge,
m; = 3% 1072"kg — ion mass,
g0 = 8.85 % 10712C/(V - m) — dielectric constant of vacuum,
e = 10* - relative dielectric constant of ions.
The system of equations (12) can be written in a conservative form. In dimensionless
variables, it has the following form:

or?p  or’pU _0
P By ) )
rpU L Orlp p) _ 27"p—p7“2£, (13)
Qt or or
or*(pE) n or*(pUH) U 2 0p
ot or o

where the gradient of the potential

% = kg% iy [0 e Rol0) 210 olt)
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Here K7, K3, K4 are dimensionless constants:
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If we introduce the total pressure @ = p + %K1p5/3, the system of equations (13) can be
rewritten as follows:

(0r2p  Or2pU B

aag (j 37"2 ;20, Ry(0) 17 oU; Ry(0) 0 Ro(t
g = [R?)((t))] o K R?)((t)) e ))}’
2 2 2
or é,toE) N or pU(gi—i- 7/p) :§K1p5/38gru_
2
2 { X, [f;(())((g;] Whas _ g, ﬁiiﬁ’i 01t Fa(t) }

(15)
Except for the right-hand side, the system of equations (15) coincides exactly with the classical
system of equations of gas dynamics. The EOS of the medium has the form

3
T = ('y—l)pe+gK1p5/3 (16)

Therefore, the numerical integration (15) can be performed by the Godunov method [4]:

" n 3At n-+1/2 n+1/2
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Here, S ; and S3; the right-hand sides of the equations connected with the barrier and oscillation
potential, and the values at the edges of the cells (half-integral indices) are determined from
the solution of the Riemann problem. To solve the Riemann problem on the edges of countable
cells, we use the local approximation of the EOS (16)

™= (v —1)pe+cG(p— po) (19)

where the parameters of the EOS ¢g and pg are approximated from the value of the local density

by the following relations:

2
po=5p =K, (20)

on the basis of splitting equations. At each time step, a hyperbolic system with zero right-hand
side is first solved.
The Courant number is determined by the speed of sound of the system (13)

+ 7o) pe + 2K p7/3 2
2= ~y(m 4+ ) p sL1p o= 7K1p5/3' (21)
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Figure 2. Stationary distributions of hydrodynamic quantities for different values of the
oscillation potential amplitude.

The numerical scheme (17), (18) is used to solve the stationary problem of the distribution
of the ion-electron system in a spherical region of radius 1 um. The calculated grid consists of
300 equidistant cells. The number of Courant in the calculations was 0.5. Initial distributions
in dimensionless quantities:

t=0: p=5 U=0, p=21

Calculations were carried out with 6 = 0.1Rg and three variants of the amplitude of the
oscillation potential C' =10V, 1V, 0.1V. The results of the distributions of hydrodynamic
quantities after the system’s output to the stationary mode are shown in Fig. 2. Black color
shows the results for C' = 10V, red — C = 1V and green — C' = 0.1V. We can see that the
influence of the oscillation potential is significant for C' = 10V and is insignificant for C' = 1V
and C = 1V.

4. Conclusion

Based on the analysis of the hydrostatic equilibrium of a compressed gas bubble, we derived
modified hydrodynamic equations taking into account the quantum shell effects. The method
is based on the addition of an oscillation potential to the equation of motion of the electrons.
A numerical algorithm for solving a system of hydrodynamic equations based on the Godunov
method is developed.
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The results of numerical analysis of the relaxation of a compressed gas bubble are presented.

They demonstrate the significant influence of the oscillation potential at hydrodynamic
quantities of compressible gas bubble.
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