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Abstract: A thin metal film subjected to an ultrashort laser pulse is considered. With a sufficiently high
laser intensity the process of the film heating may cause metal melting and even ablation. In this work,
the numerical model of the melting and resolidification processes is presented. The mathematical
model is based on the dual phase lag equation in which two positive constants appear, this means
the relaxation and thermalization times. The considered equation contains a second-order time
derivative and higher order mixed derivative in both time and space and should be supplemented
by the appropriate boundary and initial conditions. The model of the melting and resolidification
is presented in two versions. The first can be called ‘the introduction of the artificial mushy zone
sub-domain’, while the second ‘the two forms of the basic energy equation’. At the stage of numerical
computations, the implicit scheme of the finite difference method is used. The numerical algorithm is
tested for the two proposed models which are applied to the computations concerning the thermal
processes occurring in the cylindrical micro-domain (chromium, gold) subjected to an ultrashort
laser pulse.

Keywords: microscale heat transfer; dual phase lag equation; melting and resolidification; numerical
modeling; finite difference method

1. Introduction

In this paper, the application of the dual-phase lag equation (DPLE—see: Section 2) [1-4] for
numerical modeling of the problems related to the microscale heat transfer are discussed. In particular,
a thin metal film subjected to a laser pulse is analyzed. Generally speaking, the differences between
the macroscopic heat conduction equation basing on the Fourier law and the models describing the
ultrafast laser pulse interactions with the metal films appear because of an extremely short duration,
extreme temperature gradients and very small dimensions of considered domain [5]. The delay times
which are irrelevant in the case of the macroscopic heat transfer in the metals, play an important role in
the analyzed case. As a rule, the DPLE of the first-order is considered (this is determined by the number
of components in the Taylor series development), but the other forms of DPLE are also discussed.
For example, both the heat flux q and the temperature gradient VT in the generalized Fourier law are
expanded using the second-order Taylor formula (a second-order DPLE) [6,7]. The numerical solution
of the second-order DPLE using the implicit scheme of the finite difference method (FDM) is reported
by Chirita [8]. The mixed variants of DPLE are also considered, e.g., the second-order Taylor expression
of heat flux and the first-order Taylor expression of temperature gradient [9]. The physical correctness
of the higher order DPLE solutions and the limitations concerning the lag times are discussed by
Fabrizio and Quintanilla [10,11].
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A majority of the analytical or semi-analytical solutions of equations with two delay times refer
to the one-dimensional (1D) tasks, homogeneous domains and simple boundary-initial conditions.
An analytical solution devoted to the thermal processes occurring in the plate irradiated by the
short pulse laser is presented by Tang and Araki [12]. The solution is obtained using the Green
function method and finite integral transform technique. The solution concerning the heating of
the plate in which the thermal processes are described by the higher order DPLE supplemented
by the Dirichlet or Neumann boundary conditions and initial ones is reported by Castro et al. [13].
The interesting (from the practical point of view) analytical solution is discussed by Ciesielski [14].
The author solves the 1D first-order DPLE describing the heating/cooling process in the thin metal
film subjected to a laser pulse. The laser action is taken into account by the introduction of the internal
heat source (as in the presented paper). To find the analytical solution of the three-dimensional DPLE,
the Adomian decomposition method (ADM) and the Adomian double decomposition method are
used by Mohammadi-Fakhar and Momeni-Masuleh [15]. To solve the 1D dual-phase lag equation for
the non-homogeneous (multi-layered) cylindrical or spherical domain, the Laplace transform solution
method is used by Ramadan [16]. The dual phase lag model has (in recent years) been applied in the
scope of bio-heat transfer problems, too. Here, two papers can be mentioned. The analytical solution of
the dual phase lag bio-heat transfer equation using the finite integral transform is reported by Kumar
and Srivastava [17], while the analysis of thermal damage to the laser irradiated tissue is done by
Liu and Wang [18].

A large majority of the problems described by DPLE are solved using the numerical methods.
Generally, the different variants of the finite difference method are applied, but the solutions based on the
boundary element method [19], the finite element method [20-22], the control volume method [23-25] or
the lattice Boltzmann method [26,27] can be also found.

Wang et al. [28] apply the finite difference method for numerical modeling of double-layered thin
film heating. Multi-layered domains are considered by Majchrzak et al., also Majchrzak and Katuza [29,30].
The solution of 1D problem is obtained using the implicit FDM scheme. A three-dimensional FDM
numerical model of the thin metal film heating is reported by Dai and Nassar [31]. The explicit
scheme of the FDM for numerical solution of DPLE for axially symmetrical domain is used by
Mochnacki and Majchrzak [32]. The stability of this type of algorithm is discussed by Majchrzak
and Mochnacki [33]. The unconditional stability of the 1D implicit difference scheme is proved by
Majchrzak and Mochnacki [34]. In turn, the numerical solution of two-dimensional DPLE using the
alternating directions approach can be found by Ciesielski [35]. The FDM is also used for numerical
solutions of inverse problems related to the identification of the lag times or other parameters appearing
in DPLE (e.g., [25,36]). It should be emphasized that the number of papers devoted to FDM applications
for the numerical solution of the problems described by DPLE is, of course, much bigger.

Depending on the laser intensity and characteristic time of laser pulse in the considered domain,
not only the heating and cooling processes are observed but also the process of melting and
resolidification can take place. In such a case the basic algorithm should be supplemented with
the procedures of phase transformations modeling. It should be pointed out that definitely more phase
transformations models are related to the two-temperature approach, e.g., [37-39]. A relatively small
number of papers is devoted to this problem when the mathematical model is based on the DPLE
(e.g., [40-42]). In this paper, two models of melting and resolidification using the DPLE are presented.
One of them is based on the introduction of the artificial mushy zone sub-domain. In other words,
the melting/resolidification at a constant temperature is replaced by the melting/resolidification in
the temperature range. The second approach is based on the use of two forms of DPLE. The first form
describes the heating and cooling processes in the metal domain and then the internal heat source
related to the melting/resolidification process is equal to zero. The second form of DPLE describes the
heat transfer processes taking place at the stage of the melting and resolidification. Because of the pure
metals, the phase transition proceeds at the constant temperature, and the temperature derivatives
with respect to time are equal to zero and it leads to the other form of DPLE.
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This paper consists of the following parts. At first, the dual phase lag equation is presented and
the analyzed problem is formulated. Next, the DPLE solution based on the implicit scheme of the
finite difference method is described and the results of computations are shown. In the final part of the
paper, conclusions are formulated.

2. Governing Equations

The start point for the further considerations is a generalized form of the Fourier law [1-4]
q(X,t+15) = -AVT(X,t+17), 1)

where q is a heat flux vector, VT is a temperature gradient, A is a thermal conductivity, X, t denotes the

geometrical co-ordinates and time. The positive constants 7;, Tr correspond to the relaxation time and

thermalization time, respectively. The relaxation time 7, takes into account the small-scale response in

time, while the thermalization time 77 takes into account the small-scale response in space [43].
Using the first-order Taylor series expansions one has

q(X,t) + qu =-A {VT(X, t) + TTavg}t(’t)} . ()
From Equation (2) results
—q(X,t) = qu +A [VT(X,t) + TTE)V(ai(,t)} . 3)
Now, the well-known thermal diffusion equation
c% =-V.-q(X,t)+Q(X,t) 4)

is used. In this equation c is the volumetric specific heat and Q (X, t) is the capacity of internal heat
sources.
Introducing Equation (3) to Equation (4) one obtains

c% _ Tq% V- q(X,8)] + VAVT(X, 8)] + 17V [Aavg(tx,o} L O(X D). 5)
Because (c.f. Equation (4))
v-a(x, ) = 210 1 o), ©

thus, in the end [1,2]

C[aT(a)t(,t) +Tq62T(X,t)} = VP\VT(X, f)}‘k

n ‘ @)
TT%{VP\VT(X, O]} +Q(X,t) + 14 anigt)

The capacity of internal heat source Q(X, t) = Q(r, z, t) (the axisymmetric problem is analyzed,
as shown in Figure 1) in the considered case is a sum of two components. The first component Qy (r, z, f)
results from the laser action and according to the literature (e.g., [44]) the equation determining this
value is the following

41n2 T 2z (t—2t,)*
=1/ —2(1—-R)-L LA oY A
QL(r,z,t) —— ) 5, eXP[ 275 n B , 8)

where I [J/m?] is a laser intensity, t, [s] is a characteristic time of laser pulse, 5 [m] is an optical
penetration depth, R is a reflectivity of irradiated surface, rp [m] is a laser beam radius. The derivative
of Q. with respect to time can be found analytically. The second component Q(r, z, t) complementary
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the source function Q(r, z, t) is associated with the phase transformations and will be described in the
next section.

3. One-Domain Approach

The internal heat source resulting from the phase change is proportional to the local and temporary
melting/solidification rate, in particular [45,46]

_ sz t) _  9fi(rzt)

Q(rz,t) = LTESZE — TG, ©)
where L is a volumetric latent heat, fs is a volumetric solid-state fraction in the neighborhood of
the point considered, f; = 1 — fs. The function f; is a temperature dependent and for the border
temperatures limiting the mushy zone sub-domain takes the values f; (T1) =0 and f; (T2) =1 (T; and

T, correspond to the beginning and the end of the melting process). Thus

_LafL(r,z,t) _ _Lde(T) oT(r,z,t)

Qpn(r,z, 1) = ot aT at

(10)

where L is a volumetric latent heat. Finally, the source term controlling the evolution of latent heat can
be written in the form

2Q ,Z,t T) 9T
QPh(T’,Z/t) [EI pha(trz )2 dde(l 12 (522,1‘) (11)
d? | dT (r,z,t d T) 92T r,z,t .
qu{ fL(2 ){ (at )} fL(T) a(tZ )}

Very often the course of the function fs between the border temperatures is assumed in the linear
form, e.g., [46]
_ T(r,z,t)—T
fr(rzt) = R (12)
One can see that this function fulfils the conditions f; (T71) = 0 and f; (T2) = 1. The first derivative of
this function is equal to 1/(T, — T1), while the second derivative is equal to 0 and the source function
(11) takes a form

9Qpn (r/2,t) df (T) [aT(rz,t PT(rzt
Qpn(r,z,t) + 1y =5~ = —L de(T )[ (gtz >+Tq a(:zz I = 13
L T (r,z,t) BZT(r,z,t) . ( )
T h-T { o T ot2 ]
Thus, the Equation (7) can be written as follows
T (r,z,t PT(r,zt
(T [2H4t) + ¢ P12 | = GIN(T) VT (1, 2, 1))+ i~
TT%{VP\(T)VT(r, z, )]} +Qr(r,zt) + 74 aQLé;’Z’t)
while the parameter C is called ‘a substitute thermal capacity” and
CL T>T,
C(M)={ em+pty TST<T, (15)
Cs T<Ty

where c;, cs are the volumetric specific heats of liquid and solid state, while (for example) cy is the
arithmetic mean of ¢y and cg. the dual phase la.
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Additionally, the following definition of the thermal conductivity is introduced

AL T>T,
MD) ={ Ay TI<T<T,, (16)
As T <Thy

where A7, Ag are the thermal conductivities of liquid and solid state, while (for example) Ay, is the
arithmetic mean of A; and Ag.

It should be pointed out that Equation (14) containing the parameters C(T) and A(T) defined
according to (15) and (16) describes the thermal processes proceeding in a whole, conventionally
homogeneous metal domain. In the case of the macroscopic melting/solidification models such an
approach can be called “a one-domain method’.

The mushy zone sub-domain limited by the border temperatures T; and T, appears in the case of
the typical alloys melting/solidification. The melting or solidification of the pure metals proceeds at
the constant temperature T*. To apply the one-domain approach for this case, the artificial mushy zone
should be introduced. The artificial mushy zone is generated by ‘a stretching’ of solidification point T*
to a certain interval [T* — AT, T* + AT] and for this interval the function f] is assumed in the linear
form (as previously), this means

T(r,z,t) — T* + AT

fL(T’,Z,t) = AT 4 (17)
and then
CL T>T"+ AT
C(T) =< cm+ykr T"—AT<T<T*+AT . (18)
Cs T < T*—AT

The testing computations show that the assumed value of the interval AT (within a reasonable
range of the few degrees e.g., 2.5-4.5 K) does not change significantly the results of numerical
simulations [47].

4. Two Forms of the Dual Phase Lag Equation

The other approach to the numerical modeling of the melting/resolidification process discussed
in this paper consists of the local application of two mutually exclusive forms of Equation (7). For the
sub-domain in which the temperature did not reach the melting point, the dual phase lag equation
with the source function (9) resulting from laser action is used, while the source function related to the
melting and resolidification is equal to zero. The same situation takes place at the stage of the cooling
process. On the other hand, in the sub-domain where the temperature is equal to the melting point,
the source function related to the melting/resolidification process must be taken into account, while
the temperature derivatives with respect to time are equal to zero.

Let us rewrite the Equation (7) with more precisely defined source function (9) controlling the
melting /resolidification process

o[yt 4o, PN = VAT (1,2, 0]+

tr Z{VIAVT(r,2,1)]} + QL(r, 2, t) + 1, 2z (19)

of(r,z,t) 82f (rz,t)
L Lat _T‘JL LatZ

Parameters ¢ and A differ for solid and liquid phases, of course.

At the stage of cooling /heating process the function f; takes values 0 or 1 (solid or liquid) and the
source function related to the melting/resolidification is equal to zero. Thus, for the subdomains in
which the cooling /heating process takes place one obtains
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[ 2420 1 o EEEN] — VAVT(r, 2 )]+

- 0)
2 {VIVT(r,2,8)]} + Qu(r,2,1) + 7, 2ulrzt)

In turn, for the subdomains being at the stage of melting/resolidification process, the temperature
is a constant value (corresponding to the solidification point T*) and then the cooling/heating rate is
equal to zero, while the Equation (19) is of the form

L2620 4 o ZAGEN] = GOTT(r,2, )]+

- e
2 {VIAVT(r,2,8)]} + Qu(r,2,1) + 7, 22ulrzt)

At the stage of numerical computations the implicit scheme of FDM is used. For each grid node
the control volume (here in the form of rings) is assigned. Depending on the current situation the
thermal processes in the volume considered are described by Equation (20) or (21).

5. Boundary and Initial Conditions

The cylindrical domain is limited by the side surface and two bases. The surfaces r = Rj (external
radius of domain) and z = Z (bottom base of cylinder) are far enough away from the source resulting
from the laser’s action, that adiabatic conditions can be accepted both for Ry and Z. A similar condition
can be assumed for z = 0. The laser action is taken into account by the introduction of an internal heat
source, while the time of heat released outside (at the second stage of the process) is very short and
this effect can be omitted.

The no-flux condition in the case of the first-order DPLE application is of the form [14,30]

(22)

_)\ n- VT(r/Z,t) +TTWM:| — 0/

ot

where n is the normal outward vector, n - VT (7, z,t) is the derivative of temperature in the normal
direction. In the considered case the directional derivative corresponds to dT/0r or & 9T /dz.
The initial temperature of the metal domain and the initial heating rate are also known

oT(r,z,t)
ot

_ QL(r/ Z, 0)[ (23)

t=0:T(r,z0) =T, p
t=0

where T is the constant initial temperature.

6. Numerical Algorithm

To solve the problem discussed, the implicit scheme of the FDM is used. At first, the uniform time
grid with the constant time step At is introduced

0=<t<.. <t 2<ctf T <. <t <c0. (24)

The axially symmetrical metal domain with dimensions Ry and Z is covered by the regular
geometrical mesh with step &, as shown in Figure 1. The temperature T(ri,z]-, tf ) for time ¢ = f-At (f
> 2) at the node (i, j) is denoted as Tlf]

The FDM algorithm will be described for the heating/cooling processes. The FDM equations for
the melting /resolidification stages are very similar.
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Figure 1. Differential mesh.

The following finite difference approximation of Equation (20) is proposed

-1/ T/ —o1/ T/
R e
J (Af) J (25)
1 20, \/ '
BT 201+ (Quf+ (%),
where (c.f. [32,45])
T T T TS. P S, TS, .. —T°%.
Jj—1 , j+1 , 1, , +1, §
[V()\VT)]?’], = q’i,ﬂ% + CD,JZQ + @ i R]S Zn D; iy i ]S i (26)
ij1 ij2 i3 ij4
In the case of the axially symmetrical domain
r;;—0.5h r;,i+0.5N
@i = ]hriu’ Qi = ]hri,j ; Py=Dy = % ’ (27)
and 05h | 0.5h 051 | 05
Rf]l - >‘s + }‘z./—l’ Rfﬂ - }‘f] + 15:/}+1’
RS, :05h_|_ 05k s _03h . 05h - (28)
l’]3 l 1/, l’]4 }\Is,j )\?+1,]

The functions ® can be called the shape functions of the FDM mesh, while R are the thermal resistances
between the neighboring nodes, time level s = f or s = f — 1. The detailed mathematical considerations
concerning the FDM approximation of the operator V(AVT) for different co-ordinate systems can be
found in [45].

Thus, the Equation (25) can be written in the form

f _pf-1 f _opf-1, mf-2
oS T,-T; T T,;—2T;; +T;,
ij At q (A1)?

v 1 v v 1 . 1
At+T ij—1 i, ij+1 i, i1, i, i+1, i,
AT T q)i,jl ! 7 ! +q)i,j2 / 7 1 + O3 ; /4 @47} | —
Ri,jl R; 2 Ri,jS Rl/4 ,

(29)
(g T T T T @ T g, T T
Af q)l]l RI1 +q’i,jz RI1 + D3 i1 + Dy RIT +
i1 1]2 i3 ij4
f 200, \/
(QL)i,j+Tq o )i

7,
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or
Cfv(AtJrT ) P P
ij q At+TT ij1 ij2 f _
+ + + + T;
[ (ar)” & R{(/] R{JZ R{]3 R{]4 A
At+ ijl f 1 2 f [ f P f
AtTT< ]T]1+ ]T]+l+ 3Tl] 4Tz+1]
1]1 . (30)
x ,“1 ,“ AT ,“ T“v o o T T
ﬁ qu,]l 1 Jrq)z]Z 4 f1] +(1)3 I,Qflj + Oy R]fl'] +
1]1 1/2 1,j3 i,j4
cf,(At—&-ZT ) of f
ij )rf-1 € z/q f 24 f (@)
Denoting
f Attt Pij f  At+tr Qip f_ At+tr @
Ap = AtTlejlf Ay = AtTR{;’ Az = AtTR{;' -
31
f_ At @ F oAb af o af o af L (BT
A4—TTTRT‘2, A=A+ A + AL+ AL+ T
i,
one obtains
f frf frf frf frf
Ti,] A (Al Tz] 1 + A Tl]—i—l +A T'—lj +A Tl+1 ])
. f- 11 -1 f+ll 71 fll -1 j:rll _qf1
i Tij ij D ij P =l T e M
AgAt il lfﬂl + @i {]21 + &3 le]31 + leﬂl + (32)
f .
Gj(A2TY) Lf1  GiT of-2 f (aQL)f
Alan? U Al (ar)? T+ Af (Qui; it i
The approximation of the no-flux boundary conditions (22) is assumed in the form
At _
Z;T n-VT(r, 20 = - VT(r,2 0 =0, (33)

Because the normal derivative for the bottom and upper surface is equal to &= 9T/dz, while for the
cylinder side 9T /9r, consequently the approximation of n - VT(r, z, t) is very simple (the left and right
sides differential quotients are used). Thus, the final form of conditions (33) will not be presented here.
Obtained in this way the system of linear equations for transition # =1 — # is solved using the
iterative method. It should be noted that the presented algorithm is unconditionally stable [34].

7. Results of Computations

The calculations presented below are performed for a thin metal film of dimensions Z = 100 nm,
Ro =100 nm made of chromium and subjected to a laser pulse (laser beam radius rp = Ry /8, reflectivity
R =0.93, optical penetration depth 6 = 15.3 nm, c.f. Equation (8)). The mathematical form of internal
heat source resulting from the laser action suggests the orientation of the domain in the cylindrical
coordinates (axially-symmetrical task). The dimensions Z and Ry of the cylinder conventionally cut
from the metal domain are assumed in such a way that the adiabatic conditions on the side and
bottom surfaces can be accepted. The following values of chromium thermophysical parameters
are assumed: thermal conductivities Ag = 93 W/(m K), A;, = 35 W/(m K), volumetric specific heats
cs =3.2148 MJ /(m?3 K), ¢, = 2.79276 M]/(m> K) melting point T* = 2180 K, volumetric heat of fusion
L = 2904 MJ/m?3 [48], relaxation time 7; = 0.136 ps, thermalization time 77 = 7.86 ps [1]. The solution
obtained for the artificial mushy zone model corresponds to AT = 3 K, while the thermal conductivity
and volumetric specific heat of this sub-domain are equal to the arithmetic means of the liquid and solid
parameters. The initial temperature of the domain is equal to T, = 300 K. The step of the geometrical
regular mesh h = 2 nm, while the time step At = 0.0002 ps (the testing computations show that the
further compaction of the grid does not change the numerical results).
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The main purpose of the computations is to compare the melting/resolidification modeling results
using two models, namely: model 1—melting at the temperature interval (artificial mushy zone),
model 2—melting at the constant temperature.

The laser intensity and the characteristic time of the laser pulse are selected in such a way that the
melting and resolidification take place, but the evaporation process does not appear. At the beginning,
the laser intensity Iy = 1.6 x 10* J/m? and three values of the characteristic times of laser pulse £, = 5 ps,

tp =10 ps, t, = 11 ps are taken into account (for t, > 11 ps the phase change has no place).

In Figure 2, the heating/cooling curves at points P; (0, 0) and P, (0, 20 nm) for #, = 10 ps are
shown. At the most heated point P; the differences are visible, but at the other points (nodes) the
courses of heating and cooling curves are almost identical. The next Figure shows the changes of the
volumetric liquid state fraction at the point P;. The left part of Figure 3 illustrates the melting process,
while the right part of this figure illustrates the resolidification process. Here, the differences are more
visible, although the durations of these processes are comparable. The linear course of f; corresponds
to the artificial mushy zone model (it results from theoretical considerations—Equation (12)).

2400
—e— P;, model 1

2100 77 e P;, model 2
< 1800 - —o— [P, model 1
’ == %, model 2
j% 1500 A
< 1200 1
5
&~ 900 A

600 -

300 == —

0 5

Time [ps]

Figure 2. Temperature history at the points P; (0, 0) and P; (0, 20 nm), model 1—artificial mushy zone
(AT =3 K), model 2—melting at the constant temperature, chromium, Iy = 1.6 X 104 J/m?2, tp, =10 ps.

1.0 -
0.9 1 f

\ = model 1
“é 1

0.8 -

0.7 1 f

| ) == model 2
i
0.6

2051 7' \
0.4 | %
0.3
0.2 1 ; 1

0.1

1

0.0
22.5

L

\
f“é‘

A/i’ Y“%
22.7 229 231 233 235 28.0 282 284 28.6 288
Time [ps]

Time [ps]
Figure 3. Changes of the volumetric liquid state at the point P; (0, 0), model 1—artificial mushy zone
(AT =3 K), model 2—melting at the constant temperature, chromium, Iy = 1.6 x 10*J/m?, t, = 10 ps.
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In Figure 4, the temperature histories at point P; (0, 0) for different values of characteristic times

of laser pulse (for both models) are shown. Analysis of the mathematical form of the source function
(8) confirms that for a smaller value of t,, the value of Q, (r, z, t) is greater, which causes that a higher

local maximum of temperature is achieved. One can see that the time after which the local temperature

reaches the maximum is significantly shorter.
temperatures determined by two considered models are equal to 325.5 K for ¢, = 5 ps, 51.5 K for

The comparison of the obtained solutions shows, that the maximum differences between the
tp =10 ps and 17.1 K for t, = 11 ps. Smaller differences are observed for higher values of t,.

ps|, model 1

Il

5
5 [ps], model 2

—_—
t

P
t, = 10 [ps], model 1

== t, =10 [ps], model 2
t, =11 [ps], model 1

3300

3000

2700 1
"’/:;5!;*. —== t, =11 [ps], model 2

2400

——

[
[\
=
8
!
—— —

g
S 1800 A
8,
§ 1500 1 f
&~ |
f !
1200 - / y T~
~,
/ K ™~
900 - / > ’
/ / ,’, T —
600 - / e 7
,’/ - /',
e e €5 T T T T T T T T T
3 9 12 15 18 21 24 27 30 33 36 39 42 45
Time [ps]

300
0
Figure 4. Temperature history at the point Py (0, 0), model 1—artificial mushy zone (AT = 3 K), model

2—melting at the constant temperature, chromium, Iy = 1.6 X 104 J/m?%
Similar computations are performed for the greater value of laser intensity, namely Iy = 2.6 x 10* J/m?

and characteristic times of laser pulse t, = 19 ps, t, = 23 ps and t, = 28 ps, respectively (for t, <19 ps
the evaporation temperature is reached, while for ¢, > 28 ps the phase change has no place). In Figure 5
the temperature histories at the point P; (0, 0) for different values of characteristic time of laser pulse

and for both models are shown. The following differences are obtained: 149.2 K for t, = 19 ps, 75.7 K

fort, =23 psand 8.3 K for t, = 28 ps.
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Figure 5. Temperature history at the point P; (0, 0), model 1—artificial mushy zone (AT =3 K), model
2—melting at the constant temperature, chromium, Iy = 2.6 X 10% ]/ m?

Comparing the two solutions presented above (Figures 4 and 5), one can notice that for the greater
laser intensities and the greater characteristic times of laser pulse, the solution resulting from the
artificial mushy zone model is closer to the results corresponding to the two forms of DPLE application.

The results of numerical computations allow, among others, to observe the temporary shape and
dimensions of the pool of molten metal. In Figure 6 the final shape of the pool before the stage of
resolidification is presented.

molten area (7> 2180 K)
100 7% ]
WPD1—® /
|
80+ §/ -
I o)
70 1A

z [nm]

T L] 1 1 1 T 1

0 10 20 30 40 50 60 70 80 90 100
r [nm]

Figure 6. Temperature distribution after 25 ps, melting at the constant temperature, chromium,
Ip=1.6 x 10*J/m?, t, = 10 ps.
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To investigate more accurately the ‘action’ of the model using two forms of DPLE, the material
with significantly different (in comparison with chromium) thermophysical parameters is taken
into account. Thus, the cylindrical domain (Rg = 100 nm, Z = 100 nm) made of gold is considered.
The material parameters are the following: Ag = 315 W/(m K), Ay = 105 W/(m K), volumetric specific
heats cg = 2.4897 MJ /(m? K), ¢, = 2.8757 MJ/(m3 K) melting temperature T* =1336 K, volumetric heat
of fusion L = 1229.99 MJ/m?3. Relaxation time T4 = 8.5 ps, thermalization time tr = 90 ps [49]. The laser
beam parameters: rp = Ry/8, laser intensity: I =5 x 10% J]/m?, characteristic time of laser pulse:
tp = 5 ps. The initial temperature of domain is equal to T, = 300 K.

In Figure 7, the heating/cooling curves at the selected points from the metal domain are shown.

The results of computations are (from a qualitative point of view) similar to those obtained
previously. It can be seen that the maximum temperature at the node (0, 0) is obtained after the
time of 11 ps, while in the case of chromium, this time is equal to 13.5 ps (for the same characteristic
time of laser pulse). This may be surprising because chromium should be heated to a much higher
temperature to initiate the melting process, which should last longer. It results from the fact that the
thermal conductivity of the gold is significantly bigger, which causes the some equalization of the
temperature field in the domain and significantly reduces local temperature gradients (heat fluxes).
Additionally, the lag times of gold are much longer than in the case of chromium. These factors mean
that despite such different materials, the heating/cooling curves with respect to time are quite similar.
The local and temporary temperatures are, of course, quite different.

1400

1300 1 —
1200 1 = P5(0,20nm

,:o

0)

1000 4 ===== P4(0,60nm
900 4 === F5(0,80nm
800 -
700 - i
600 1 / o s v S O Y
- ‘ I i =P P
400 - ;
300 +———

01 2 3 45 6 7 8 910111213 14 1516 17 18 19 20

Time [ps]

0,

( )
— 1100 4 === P5(0,40nm)

( )

5 ( )

Temperature [K

Figure 7. Temperature history at the points P; (0, 0), P, (0, 20 nm), P3(0, 40 nm), P4 (0, 60 nm) and
P5(0, 80 nm), gold, I =5 x 10*]/m?2, t, =5 ps.

8. Conclusions

Two variants of numerical modeling of melting and resolidification occurring in thin metal films
subjected to an ultrashort laser pulse have been discussed. In the first variant, the artificial mushy zone
was introduced (melting and resolidification in the interval temperature), while the second variant was
based on two forms of a dual phase lag equation. From the numerical point of view, the developed
computer programs are of similar complexity, although the program for the artificial mushy zone
approach is somewhat simpler.

The discussion of the obtained results has been presented in detail in Section 7. Summing up, in the
case of microscale heat transfer modeling the numerical solutions based on the two proposed models
to some extent differ from each other, but it seems that in the practical applications such differences are
acceptable. The closer results of solutions have been obtained for the greater values of characteristic
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times of laser pulse t,. The heating/cooling curves presented in the previous section concerned the
most intense regions of the heat exchange, while in the peripheral sub-domains, the differences
between the solutions were insignificant.

The authors” approach to phase change modeling was not used. Taking into account the micro-
technologies based on the melting or solidification phenomena, one can believe that this type of
numerical models should be useful at the stage of technology design.

Further research in this area is expectd to tackle the phenomenon of ablation caused by the heating
of material to very high temperatures.
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Definition of Symbols
The following symbols are used in this manuscript:
c volumetric specific heat [W/ (m3K)]
C substitute thermal capacity [W/ (m3K)]
f level of time
fs volumetric solid-state fraction
fr volumetric liquid state fraction
Iy laser intensity [J/m?]
volumetric heat of fusion [J/m3]

heat flux vector [W/m?]

q
Q capacity of internal heat sources [W/m?]
QL source function resulting from the laser action [W/ m3]
Qph source function related to melting [W/ m?3]
R reflectivity of the irradiated surface
Ry domain radius [m]
D laser beam radius [m]
T temperature [K]
T* melting temperature [K]
[Tq, Ts] temperature interval in which the melting process takes place
Ty initial temperature [K]
t time [s]
ty characteristic time of laser pulse [s]
X ={r,z}  geometrical co-ordinates
VA domain depth [m]
Greeks:
5 optical penetration depth [m]
A thermal conductivity [W/(mK)]
Tr thermalization time [s]
Ty relaxation time [s]
References

Tzou, D.Y. Macro- to Microscale Heat Transfer: the Lagging Behavior, 2nd ed.; Wiley: New York, NY, USA, 2014.
. Zhang, Z.M. Nano/Microscale Heat Transfer; McGraw-Hill: New York, NY, USA, 2007.
3. Smith, A.N.; Norris, PM. Microscale heat transfer. Heat Transfer Handbook; Chap. 18; John Willey & Sons:
Hoboken, NJ, USA, 2003; pp. 1309-1357.
4. Faghri, A,; Zhang, Y.; Howell, Y. Advanced Heat and Mass Transfer; Global Digital Press: Kanpur, India, 2010.



Materials 2018, 11, 2116 14 of 15

10.

11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

Tamma, K.K.; Zhou, X. Macroscale and microscale thermal transport and thermomechanical interactions:
some noteworthy perspectives. J. Therm. Stress. 1998, 21, 405-449. [CrossRef]

Deng, D.; Jiang, Y.; Liang, D. High-order finite difference method for a second-order dual-phase-lagging
models of microscale heat transfer. Appl. Math. Comput. 2017, 309, 31-48. [CrossRef]

Askarizadeh, H.; Baniasadi, E.; Ahmadikia, H. Equilibrium and non-eqilibrium thermodynamic analysis of
high-order dual-phase-lag heat conduction. Int. |. Heat Mass Transf. 2017, 104, 301-309. [CrossRef]
Majchrzak, E.; Mochnacki, B. Implicit scheme of the finite difference method for a second-order dual phase
lag equation. J. Theor. Appl. Mech. 2018, 56, 393—402. [CrossRef]

Chirita, S.; Ciarletta, M.; Tibullo, V. On the thermomechanical consistency of the time differential dual
phae-lag-models of heat conduction. Int. |. Heat Mass Transf. 2017, 114, 277-285. [CrossRef]

Fabrizio, M.; Lazzari, B. Stability and second law of thermodynamics in dual-phase-lag heat conduction.
Int. ]. Heat Mass Transf. 2014, 74, 484—489. [CrossRef]

Quintanilla, R.; Racke, R. A note on stability in dual-phase lag heat conduction. Int. |. Heat Mass Transf. 2006,
49,1209-1213. [CrossRef]

Tang, D.W,; Araki, N. Wavy, wavelike, diffusive thermal responses of finite rigid slabs to high-speed heating
of laser-pulses. Int. ]. Heat Mass Transf. 1999, 42, 855-860. [CrossRef]

Castro, M.A.; Rodriguez, F; Escolano, J.; Martin, J.A. Exact and analytic-numerical solutions of lagging
models of heat transfer in a semi-infinite medium. Abstr. Appl. Anal. 2013, 2013. [CrossRef]

Ciesielski, M. Analytical solution of the dual phase lag equation describing the laser heating of thin metal
film. J. Appl. Math. Comput. Mech. 2017, 16, 33—40. [CrossRef]

Mohammadi-Fakhar, V.; Momeni-Masuleh, S.H. An approximate analytic solution of the heat conduction
equation at nanoscale. Phys. Lett. A 2010, 374, 595-604. [CrossRef]

Ramadan, K. Semi-analytical solutions for the dual phase lag heat conduction in multi-layered media. Int. J.
Therm. Sci. 2009, 48, 14-25. [CrossRef]

Kumar, S.; Srivastava, A. Finite integral transform-based analytical solutions of dual phase lag bio-heat
transfer equation. Appl. Math. Model. 2017, 52, 378-403. [CrossRef]

Liu, K.C.; Wang, J.C. Analysis of thermal damage to laser irradiated tissue based on the dual-phase-lag
model. Int. J. Heat Mass Transf. 2014, 70, 621-628. [CrossRef]

Majchrzak, E. Numerical solution of dual phase lag model of bioheat transfer using the general boundary
element method. Comput. Model. Eng. Sci. 2010, 69, 43-60.

Kumar, D.; Rai, K.N. A study on thermal damage during hyperthermia treatment based on DPL model for
multilayer tissues using finite element Legendre wavelet Galerkin approach. J. Therm. Biol. 2016, 62, 170-180.
[CrossRef] [PubMed]

Kumar, D.; Kumar, P,; Rai, K.N. A study on DPL model of heat transfer in bi-layer tissues during MFH
treatment. Comput. Biol. Med. 2016, 75, 160-172. [CrossRef] [PubMed]

Kumar, P; Kumar, D.; Rai, K.N. A numerical study of dual-phase-lag model of bio-heat transfer during
hyperthermia treatment. J. Therm. Biol. 2015, 49, 98-105. [CrossRef] [PubMed]

Kumar, S.; Srivastava, A. Thermal analysis of laser-irradiated tissue phantoms using dual phase lag model
coupled with transient radiative transfer equation. Int. ]. Heat Mass Transf. 2015, 90, 466—479. [CrossRef]
Phadnis, A.; Kumar, S.; Srivastava, A. Numerical investigation of thermal response of laser-irradiated
biological tissue phantoms embedded with gold nanoshells. J. Therm. Biol. 2016, 61, 16-28. [CrossRef]
[PubMed]

Mochnacki, B.; Ciesielski, M. Micro-scale heat transfer. Algorithm basing on the control volume method
and the identification of relaxation and thermalization times using the search method. Comput. Methods
Mater. Sci. 2015, 15, 353-361.

Patidar, S.; Kumar, S.; Srivastava, A.; Singh, S. Dual phase lag model-based thermal analysis of tissue
phantoms using lattice Boltzmann method. Int. ]. Therm. Sci. 2016, 103, 41-56. [CrossRef]

Ho, J.R,; Kuo, C.P; Jiaung, W.S. Study of heat transfer in multilayered structure within the framework of
dual-phase-lag heat conduction model using lattice Boltzmann method. Int. . Heat Mass Transf. 2013, 46,
55-69. [CrossRef]

Wang, H.; Dai, W,; Melnik, R. A finite difference method for studying thermal deformation in a
double-layered thin film exposed to ultrashort pulsed lasers. Int. J. Therm. Sci. 2008, 47, 7-24. [CrossRef]


http://dx.doi.org/10.1080/01495739808956154
http://dx.doi.org/10.1016/j.amc.2017.03.035
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2016.08.060
http://dx.doi.org/10.15632/jtam-pl.56.2.393
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2017.06.071
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2014.02.027
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2005.10.016
http://dx.doi.org/10.1016/S0017-9310(98)00244-0
http://dx.doi.org/10.1155/2013/397053
http://dx.doi.org/10.17512/jamcm.2017.1.03
http://dx.doi.org/10.1016/j.physleta.2009.11.037
http://dx.doi.org/10.1016/j.ijthermalsci.2008.03.004
http://dx.doi.org/10.1016/j.apm.2017.05.041
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2013.11.044
http://dx.doi.org/10.1016/j.jtherbio.2016.06.020
http://www.ncbi.nlm.nih.gov/pubmed/27888931
http://dx.doi.org/10.1016/j.compbiomed.2016.06.002
http://www.ncbi.nlm.nih.gov/pubmed/27289539
http://dx.doi.org/10.1016/j.jtherbio.2015.02.008
http://www.ncbi.nlm.nih.gov/pubmed/25774032
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2015.06.077
http://dx.doi.org/10.1016/j.jtherbio.2016.08.002
http://www.ncbi.nlm.nih.gov/pubmed/27712656
http://dx.doi.org/10.1016/j.ijthermalsci.2015.12.011
http://dx.doi.org/10.1016/S0017-9310(02)00260-0
http://dx.doi.org/10.1016/j.ijthermalsci.2007.01.023

Materials 2018, 11, 2116 15 of 15

29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

41.

42.

43.

44.

45.

46.

47.

48.

49.

Majchrzak, E.; Mochnacki, B.; Greer, A.L.; Suchy, J.S. Numerical modeling of short pulse laser interactions
with multi-layered thin metal films. Comput. Model. Eng. Sci. 2009, 41, 131-146.

Majchrzak, E.; Katuza, G. Analysis of thermal processes occurring in the heated multilayered metal films
using the dual-phase lag model. Arch. Mech. 2017, 69, 275-287.

Dai, W.; Nassar, R. A compact finite difference scheme for solving a three-dimensional heat transport
equation in a thin film. Numer. Methods Partial Differ. Equat. 2000, 16, 441-458. [CrossRef]

Mochnacki, B.; Majchrzak, E. Numerical model of thermal interactions between cylindrical cryoprobe and
biological tissue using the dual-phase lag equation. Int. J. Heat Mass Transf. 2017, 108, 1-10. [CrossRef]
Majchrzak, E.; Mochnacki, B. Dual-phase-lag equation. Stability conditions of a numerical algorithm based
on the explicit scheme of the finite difference method. J. Appl. Math. Comput. Mech. 2016, 15, 89-96.
[CrossRef]

Majchrzak, E.; Mochnacki, B. Implicit scheme of the finite difference method for 1D dual-phase lag equation.
J. Appl. Math. Comput. Mech. 2017, 55, 839-852. [CrossRef]

Ciesielski, M. Application of the alternating direction implicit method for numerical solution od the dual
phase lag equation. J. Theor. Appl. Mech. 2017, 55, 839-852. [CrossRef]

Mochnacki, B.; Paruch, M. Estimation of relaxation and thermalization times in microscale heat transfer
model. J. Theor. Appl. Mech. 2013, 51, 837-845.

Zhang, Y.; Chen, ] K. Melting and resolidification of gold film irradiated by nano- to femtosecond lasers.
Appl. Phys. A 2007, 88, 289-297. [CrossRef]

Huang, J.; Zhang, Y.; Chen, ] K. Ultrafast solid-liquid—vapor phase change in a thin gold film irradiated by
multiple femtosecond laser pulses. Int. |. Heat Mass Transf. 2009, 52, 3091-3100. [CrossRef]

Chen, ] K,; Tzou, D.Y.; Beraun, J.E. A semiclassical two-temperature model for ultrafast laser heating. Int. J.
Heat Mass Transf. 2006, 49, 307-316. [CrossRef]

Singh, S.; Kumar, S. Numerical study of triple layer skin tissue freezing using dual phase lag bio-heat model.
Int. |. Therm. Sci. 2014, 86, 12-20. [CrossRef]

Singh, S.; Kumar, S. Freezing of biological tissues during cryosurgery using hyperbolic heat conduction
model. Math. Model. Anal. 2015, 20, 443-456. [CrossRef]

Majchrzak, E.; Turchan, L. Modeling of phase changes in the metal micro-domains subjected to ultrafast
laser heating using dual-phase lag equation. Materialwiss. Werkstofftech. 2016, 47, 409—418. [CrossRef]
Tzou, D.Y. A unified field approach for heat conduction from macro- to micro- scales. J. Heat Transfer 1995,
117, 8-16. [CrossRef]

Grigoropoulos, C.P.; Chimmalgi, A.C.; Hwang, D.J. Nano-Structuring Using Pulsed Laser Iradiation. Laser
Ablation and Its Applications; Springer Series in Optical Sciences; Springer: Boston, MA, USA, 2007;
pp. 473-504.

Mochnacki, B.; Suchy, J.S. Numerical Methods in Computations of Foundry Processes; PFTA: Cracow, Poland,
1995.

Dombrovsky, L.A.; Nenarokomova, N.B.; Tsiganov, D.I.; Zeigarnik, Y.A. Modeling of repeating freezing of
biological tissues and analysis of possible microwave monitoring of local regions of thawing. Int. |. Heat
Mass Transf. 2015, 89, 894-902. [CrossRef]

Majchrzak, E.; Mochnacki, B. Dual-phase lag model of thermal processes in a multi-layered microdomain
subjected to a strong laser pulse using the implicit scheme of FDM. Int. |. Therm. Sci. 2018, 133, 240-251.
[CrossRef]

lida, T.; Guthrie, R.I.L. The Thermophysical Properties of Metallic Liquids, Volume 1: Fundamentals; Oxford
University Press: Oxford, UK, 2015.

Tzou, D.Y. Experimental support for the lagging behavior in heat propagation. J. Thermophys. Heat Transf.
1995, 9, 686-693. [CrossRef]

® © 2018 by the authors. Licensee MDPI, Basel, Switzerland. This article is an open access
@ article distributed under the terms and conditions of the Creative Commons Attribution

(CC BY) license (http:/ /creativecommons.org/licenses/by/4.0/).


http://dx.doi.org/10.1002/1098-2426(200009)16:5&lt;441::AID-NUM3&gt;3.0.CO;2-0
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2016.11.103
http://dx.doi.org/10.17512/jamcm.2016.3.09
http://dx.doi.org/10.17512/jamcm.2017.3.04
http://dx.doi.org/10.15632/jtam-pl.55.3.839
http://dx.doi.org/10.1007/s00339-007-4016-7
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2009.02.009
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2005.06.022
http://dx.doi.org/10.1016/j.ijthermalsci.2014.06.027
http://dx.doi.org/10.3846/13926292.2015.1064486
http://dx.doi.org/10.1002/mawe.201600516
http://dx.doi.org/10.1115/1.2822329
http://dx.doi.org/10.1016/j.ijheatmasstransfer.2015.05.117
http://dx.doi.org/10.1016/j.ijthermalsci.2018.07.030
http://dx.doi.org/10.2514/3.725
http://creativecommons.org/
http://creativecommons.org/licenses/by/4.0/.

	Introduction 
	Governing Equations 
	One-Domain Approach 
	Two Forms of the Dual Phase Lag Equation 
	Boundary and Initial Conditions 
	Numerical Algorithm 
	Results of Computations 
	Conclusions 
	References

