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SUMMARY

We investigate the problem of finite-difference approximations of the velocity—stress for-
mulation of the equation of motion and constitutive law on the staggered grid (SG) and
collocated grid (CG). For approximating the first spatial and temporal derivatives, we use
three approaches: Taylor expansion (TE), dispersion-relation preserving (DRP), and com-
bined TE-DRP. The TE and DRP approaches represent two fundamental extremes. We derive
useful formulae for DRP and TE-DRP approximations. We compare accuracy of the numerical
wavenumbers and numerical frequencies of the basic TE, DRP and TE-DRP approximations.
Based on the developed approximations, we construct and numerically investigate 14 basic TE,
DRP and TE-DRP finite-difference schemes on SG and CG. We find that (1) the TE second-
order in time, TE fourth-order in space, 2-point in time, 4-point in space SG scheme (that is the
standard (2,4) VS SG scheme, say TE-2-4-2-4-SG) is the best scheme (of the 14 investigated)
for large fractions of the maximum possible time step, or, in other words, in a homogeneous
medium; (2) the TE second-order in time, combined TE-DRP second-order in space, 2-point
in time, 4-point in space SG scheme (say TE-DRP-2-2-2-4-SG) is the best scheme for small
fractions of the maximum possible time step, or, in other words, in models with large velocity
contrasts if uniform spatial grid spacing and time step are used. The practical conclusion is
that in computer codes based on standard TE-2-4-2-4-SG, it is enough to redefine the values
of the approximation coefficients by those of TE-DRP-2-2-2-4-SG for increasing accuracy of
modelling in models with large velocity contrast between rock and sediments.

Key words: Numerical solutions; Numerical approximations and analysis; Computational
seismology; Wave propagation.

1 INTRODUCTION

The finite-difference (FD) method is an important tool for numerical modelling in both earthquake and structural seismological investigations
(e.g. Robertsson et al. 2012; Moczo et al. 2014). It is computationally efficient especially for simulating wave propagation and earthquake
ground motions in local surface sedimentary structures.

At present, the FD method in seismology means, in fact, a large diverse family of computational schemes and algorithms based on FD
approximations of temporal and spatial derivatives, and discrete representation of a medium. Majority of schemes approximate either of the
strong forms of the equation of motion and constitutive law—displacement—stress, displacement, displacement—velocity—stress or velocity—
stress (VS). The VS formulation is the most used formulation for three main reasons: (1) both the equation of motion and constitutive law
(mainly Hooke’s law for an elastic or viscoelastic continuum) are the first-order hyperbolic partial differential equations (PDE); (2) it is very
naturally FD approximated if a staggered space—time grid is used; (3) particle velocity and stress tensor as field variables are equally suitable
for seismic wave propagation, earthquake ground motion and rupture dynamics. These aspects are clearly advantageous. A disadvantage
of the VS formulation compared to the displacement—stress and displacement—velocity—stress formulations is larger memory requirements
(17/14 times in the elastic case, 20/17 times in the viscoelastic case; see Moczo et al. 2001).

Grids. In principle, the VS formulation can be discretized on different space—time grids in order to obtain alternative VS schemes. Four
rectangular grids are shown in Fig. 1. The staggered grid (SG) was introduced into seismology by Madariaga (1976) and Virieux (1984, 1986).
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Figure 1. Collocated grid, Lebedev grid, partly staggered grid and staggered grid.

More on the SG FD schemes as well as many references can be found, for example, in Moczo et al. (2014). The partly SG was introduced
by Andrews (1973), recent elaboration and application can be found, for example, in Saenger et al. (2000) and their further publications.
The Lebedev (1964) grid was introduced into seismology by Lisitsa (2007) and Lisitsa & Vishnevskiy (2010). The concept of the CG was
introduced into seismology probably by Bayliss et al. (1986). The CG was recently efficiently used, for example, by Zhang & Chen (2006)
and Zhang et al. (2012).

In the SG, each of the particle-velocity components as well as each of the shear stress-tensor components has its own spatial grid position
whereas the normal stress-tensor components share another grid position. For the second-order approximations of the first derivatives,
SG exactly maps structure of the first-order equation of motion and Hooke’s law: grid positions of field variables are unambiguously
complementary and each variable is located only at a grid position where it is needed for approximating derivatives. This is a key aspect
of SG with important consequences. Whereas the staggered spatial distribution of field variables has its clear advantage with respect to
approximating derivatives, obviously, it complicates application of boundary conditions or implementation of a constitutive law where
different or all components of a field variable (or variables) are needed at one spatial position. The three other types of grids overcome the
latter difficulty by partial or complete removal of the staggered distribution.

In the partly SG, all particle-velocity components share a grid position whereas all stress-tensor components share another position
located at the centre of a grid cube whose vertices are grid positions of the particle-velocity vector. The consequence is that the first spatial
derivative in a coordinate-axis direction is an arithmetic average of four derivatives approximated along the nearest grid lines in the same
direction.

In the Lebedev grid, the stress—tensor position is located at the centre of a gridline between two neighbouring grid positions of the
particle-velocity vector. Clearly, this is a natural staggered distribution for a general anisotropy.

In the CG, each grid point is a spatial position of both the particle-velocity vector and stress tensor.

One should choose type of grid and scheme that are most appropriate for an investigated problem. Therefore, it is suitable to have such
choice available.
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Grid dispersion. Due to the temporal and spatial discretization of the equation of motion and constitutive law, the phase and group
velocities of a wave simulated in a grid depend on the size of the spatial grid spacing and time step. The grid velocities thus differ from the
true velocities in continuum. In other words, dispersion relation of a wave in a grid differs from that in continuum. This phenomenon, known
as the grid dispersion, is probably the best known aspect of inaccuracy of FD schemes (for more see, e.g. Holberg 1987; Kindelan e? al. 1990,
and for comparison with local errors see Moczo et al. 2014).

In order to have sufficiently accurate numerically simulated wave, it is necessary to reduce (the complete removal is practically impossible)
grid dispersion to a level appropriate for an investigated problem. In order to be also computationally efficient, it is necessary to reduce or
minimize the number of spatial grid spacings per wavelength that is to be sufficiently accurately propagated, and reduce or minimize the
number of arithmetic operations for updating wavefield.

Because the simplest FD schemes (whatever type of grid and approximation) with second-order accuracy in time and space, say (2,2), are
significantly inefficient, a variety of approaches for reducing grid dispersion has been developed. We briefly mention some of the optimization
approaches.

Optimizations based on Taylor expansion. There are several approaches that use approximations based on Taylor expansion (TE) of
temporal and spatial derivatives. The simplest approach is to use a higher-order approximation of spatial derivative. The first such (2,4) VS
SG scheme was developed by Levander (1988), later more modellers developed even higher-order (in space) schemes. All these schemes are
limited, however, by the second-order accuracy in time.

One possibility to increase also the temporal accuracy was introduced by Lax & Wendroff (1960): higher temporal derivatives in TE of
the first temporal derivative are replaced by spatial derivatives through the corresponding equation (equation of motion or constitutive law).
Blanch & Robertsson (1997) successfully applied this approach to model wave propagation in viscoelastic medium. Moczo et al. (2014)
compared the (2,4) VS SG scheme with three alternative (4,4) Lax-Wendroff optimized VS SG schemes. They showed that effect of the
optimization is significant for large fractions of the maximum possible time step but all (4,4) schemes degenerate to the (2,4) scheme for a
small fraction of the maximum possible time step. The latter is the case of a heterogeneous medium with a large velocity contrast—usual in
models of surface sedimentary basins and valleys. MacCormack (1969, 1971) developed a predictor—corrector alternative to the Lax-Wendroff
approach. His approach was introduced to seismology by Bayliss ez al. (1986).

It is worth mentioning the optimally accurate scheme by Geller & Takeuchi (1995, 1998) although it is not applicable to the SG. Their
optimization is based on requiring a truncation error whose leading term is identically equal to zero in the case of normal modes in a
homogeneous medium. The scheme is extremely accurate. There is one technical and thus practical difficulty, however: the scheme is implicit.
Geller and Takeuchi suggested a predictor-corrector algorithm with the second-order conventional scheme as predictor. This scheme is very
inaccurate in medium with a large P-wave to S-wave speed ratio and corrector is unable to remove the imposed inaccuracy.

Tan & Huang (2014) developed two new VS SG schemes with the fourth-order and sixth-order accuracy in time by including a few
off-axial grid points in approximating derivatives. The effect of optimization decreases with decreasing fraction of the maximum possible
time step.

Optimizations based on minimization of an integral discretization error. Tam & Webb (1993) introduced concept of dispersion-relation-
preserving (DRP) schemes for computational acoustics. They aimed to obtain a FD scheme that has the same or almost the same dispersion
relation as the original PDE. Dispersion relation is usually obtained by applying the space and time Fourier transform to the PDE. Consequently,
Tam & Webb (1993) approximate the spatial derivative in the following way: The first spatial derivative is approximated by a finite series
of weighted functional values at grid positions neighbouring the position at which the derivative is to be approximated. The weights are
the coefficients of approximation. Application of the space Fourier transform leads to definition of an effective numerical wavenumber.
Coefficients are then determined by minimizing difference between the true and numerical wavenumbers. Coefficients of approximation of
the first temporal derivative are determined analogously using an application of time Fourier transform and minimizing difference between
the true and effective numerical frequencies.

Hixon (1997) applied the DRP approach to spatial discretization, and the low dispersion and dissipation Runge—Kutta scheme of Hu
et al. (1996) for the time integration to obtain several high-accuracy MacCormack schemes with the best trade-off between accuracy and
computing efficiency. Zhang & Chen (2006) and Zhang et al. (2012) successfully applied the scheme in their FD modelling of seismic wave
propagation on the collocated curvilinear grids.

Chen et al. (2015) used the stencil suggested by Tan & Huang (2014) and determined approximation coefficients by minimizing the
residual between the Fourier transform of the FD operator and first-order k-space operator of Tabei et al. (2002) in the least-square sense (k
meaning the wavenumber).

Finally, let us also mention two other recent approaches. Song et al. (2013) developed a novel FD scheme based on the lowrank
approximation of the mixed-domain space-wavenumber propagator. Liang et al. (2015) suggested satisfying the dispersion relation for a
number of uniformly distributed wavenumber points within a wavenumber range with the upper limit determined by the maximum source
frequency, the grid spacing and the wave velocity.

As far as we know, the two basic approaches to approximating spatial and temporal derivatives, that is the TE and DRP approach have not
been systematically analysed and compared. We consider the SG and CG. Of the four previously mentioned types of grids, the SG and CG may
be considered extreme cases in terms of distribution of field variables and approximation of derivatives. We derive DRP FD approximations
for the two grids. We investigate the trade-off between the order of approximation and DRP, and the effect of the two aspects on accuracy of
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simulating wave propagation. We compare TE, DRP and TE-DRP schemes for their accuracy. For the basic analysis and comparisons, we
restrict to the 1-D problem. After we identify two best approximations, we extend the analysis and comparison for the 3-D problem.

2 PROBLEM FORMULATION

The equation of motion and Hooke’s law (the stress-strain relation) together with the initial and boundary conditions fully describe a problem
of elastic wave propagation. Consider a Cartesian coordinate system with spatial coordinates (x, y, z) or, interchangeably, (x1, x,, x3). Let
o(x;); i € {1,2, 3} be density, A(x;) and u(x;) Lamé’s elastic coefficients, ¢ time, v(x;, t) particle-velocity vector, }‘(x,-, t) body-force per unit
volume, and o;;(x¢, t); i, j, k € {1, 2, 3} stress tensor. The equations of motion and Hooke’s law in the VS formulation are

aUI' 30,/
P = ax, T
aO','/' ka aUl‘ 31)/'
o ox ’“‘(axj t o @

Einstein’s summation rule over a repeating index is assumed in eq. (1). It is not used, however, in the rest of the article.
The equations simplify in the 1-D problem. For a plane wave propagating in the x-direction they are

dv do

Par = a+f,

do dv

7=C—, 2
Jt ox @

where either v(x, ¢) is the x-component of the particle velocity, o (x, ¢) is the xx-component of the stress tensor, f(x, ¢) is the x-component of
the body force, and C(x) = A(x) + 2u(x) in the case of P wave, or v(x, t) is the y- or z-component of the particle velocity, o (x, ¢) is the xy-
or xz-component of the stress tensor, f(x, ¢) is the y- or z-component of the body force, and C(x) = w(x) in the case of the SH or SV wave,
respectively.

We will consider FD schemes solving the 1-D problem on the CG and SG. Note that the P, SV and SH configurations are numerically
identical in 1-D.

3 APPROXIMATIONS OF SPATIAL DERIVATIVES BASED ON TAYLOR EXPANSION
AND DRP CRITERION ON THE COLLOCATED GRID

3.1 Approximation of spatial derivatives using Taylor expansion

Let Ax be a grid spacing and / be an integer number. For approximating the first spatial derivative of a field variable fat grid positionx = [ Ax,
we can use values of this variable at grid points at x = j Ax; j =0, 1,2, 3, .... Hence, the approximation of the first spatial derivative may
be written as

af .
(a)l ~ ;ajflﬂ (3)
or, equivalently,
af . _
S0~ B;a/‘f(x‘f'JAx)s )

where a; are coefficients of approximation. The number of coefficients a; in approximation (4) is M — N + 1. The coefficients are determined
so that the TE of the sum on the right-hand side (r.h.s.) of eq. (4) eliminates all derivatives except the first derivative of function f(x).
Considering the TE of f(x + jAx),

0f() jAx 0/ A

AX) = - 5
S+ jax) = flx) + S8 4 SRS ®)
the following system of equations should be satisfied:

M

Y jaj=8, r=0,....M—N. (6)
j=N

Here, ), is the Kronecker delta. Coefficients g; are obtained straightforwardly by solving system (6). Approximation (4) is accurate up
to order (Ax)*“" where order = M — N.
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3.2 Approximation of spatial derivatives using DRP criterion

Recall the DRP approach by Tam & Webb (1993). In approximating spatial derivative, Tam and Webb determine coefficients so that the
numerical wavenumber be as close as possible to the wavenumber of the true waves. The numerical wavenumber can be obtained using spatial
Fourier transform

+00

=5 [ rmeta ™)
“o0

where i denotes the imaginary unit. By applying the Fourier transform to relation (4) we obtain

S - ijkax | 7

ikf ~ E;aje 7. (8)

We can see that the expression in parentheses in relation (8) has the meaning of ik and & may be defined as the numerical wavenumber
in approximation (4):

.M
7 —1 ij x
k:EZa‘je’kA. )
j=N
Define the following L2-norm error between k Ax and k£ Ax in a desired range [4, B]:
B
EE/ |k Ax —F Ax|’ d(k Ax). (10)

A

Here, ||| denotes norm, k is equal to 27t /A, where A is the wavelength, and k£ Ax = 27 /N, with N; = A/Ax being a spatial sampling
ratio. Consequently, 4 and B are dimensionless numbers, inversely proportional to N;, specifying the range in which the & should be as close
as possible to k. Although we can choose 4 and B arbitrarily, it is reasonable to determine them according to the minimum wavelength. The
smaller the range, the closer are coefficients to the coefficients obtained using TE. Considering, for example, wavelengths longer than 4Ax,
Amin = 4Ax = 27 kyax. Consequently |k, Ax| = 7 /2and 4 = —B = —m /2. Let us note that we consider a general range [4, B] in eq. (10)
which is different from Tam & Webb (1993) who used [— /2, 7/2].

We want to find coefficients that would minimize error E. Therefore, we consider condition
oE .
—=0 j=N,...,M. (11)
da;

Rewrite the error (10)

B

E= / [(Re [kax =k ax])’ + (Im[kax - k Ax])’} deear)

B M 2 M 2

Re | kAx +i)  a;e +[m [ kAx+i) apete d(kAx). (12)
4 J=N j=N

Denote p = kAx and rewrite eq. (12)

B 2 2

M M
E :f Re p—l—iZajeijp + | Im p—l—iZajei“’ dp
y J=N j=N
B M : M :
:/ p—Y a;sin(ip) | + [ D ajcos(ip)| dp. (13)
4 Jj=N Jj=N

Using eq. (13), we can write system of eq. (11) in the form

B

M M
oE
32 =/ -2 p—;aj sin(jp) | sin(sp) + 2 j:ZNaj cos(jp) | cos(sp) ¢ dp = 0,

s=N,....,M. (14)
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This can be further rearranged as

B M B
f psinGsp)p) = 3 1, / [cos(jp) cos(sp)+ sin(jp) sin(sp)] dp
4 J=N 4
M B
= Z a; /cos((j —s)p)dp ¢. (15)
j:N A

B B
If we define G,; = [cos((j — s)p)dp and d; = [ psin(sp)dp, system of eq. (15) takes a simple form of a system of linear algebraic
4 Y/

equations for unknown coefficients a;:

M

Y Gya;=d, s=N,....M. (16)
j=N

Note that evaluation of the integrals gives simple formulae
—sin(4(j —s)) +sin(B(j — )

st = . ]#S
j—s
G;=B—-4 j=s
sin(Bs) — Bs cos(Bs) sin(As)— As cos(A4s)
d.vz 5 - > S#O
s s a7
d; =0 s =0.

3.3 Combination of the DRP criterion and Taylor expansion

By minimizing error (10) we do not ensure consistency of approximation that we quantify by the order of approximation in the standard TE
approach. For ensuring such a consistency, it is possible to combine the DRP criterion with the traditional TE approach. We can choose NFP
coefficients, say free parameters, to satisfy eq. (11), and consequently eq. (16), in order to minimize error (10). Hence, eq. (6) should be
satisfied forr =0,..., M — N — NFP. The all coefficients are thus determined by solving one system of equations that is a combination
of eq. (16) for s = subscripts of free parameters and eq. (6) forr =0, ..., M — N — NF P. Due to the choice of NFP free parameters the
order of accuracy decreasesto M — N — NFP.

Consider, for example, N = —2, M =3, A = —n /2, B = 7 /2, and approximation (4) accurate to order (Ax)>. This means NFP =2,
that is, eq. (16) should be satisfied for two coefficients as free parameters. If we choose a_, and a,, we require 0 E /da_, = 0 and d E /da, = 0.
Hence, eq. (6) should be satisfied forr =0, ..., 3 and eq. (16) for s = —2, 2. We obtain

a_, = 0.07453, a_, = —0.58514, ay= —0.23809,
a; = 097979, a, =—-0.27741, a; = 0.04632. (18)
Appendix A illustrates details of calculating these coefficients.
Consider now symmetric free parameters and M = —N. The number of coefficients is M — N + 1, eq. (6) should be satisfied for
r=0,...,M — N — NFP and the order of accuracy is M — N — NF P. Let us include a as a free parameter; this is possible because a,
is located at the centre and thus does not contradict the symmetry. Eq. (6) still should be satisfied forr =0,..., M — N — NF P. However,

eq. (6) is automatically satisfied forr = M — N + 1 — NF P and consequently the actual order of accuracy is M — N + 1 — NFP. This is
because in the case of symmetry, there is no difference between considering ay as a free parameter or not. In both situations, a is found equal
to zero. In other words, it is meaningless to consider a, as a free parameter in the case of symmetry.

In Fig. 2, we show the real part of difference kAx — k Ax as a function of kAx for four collocated-grid approximations: S-TE-2-
3-CG—TE second-order 3-point (N = —1, M = 1), S-TE-4-5-CG—TE fourth-order 5-point (N = —2, M = 2), S-DRP-0-5-CG—DRP
Oth-order 5-point (N = —2, M = 2) and S-TE-DRP-2-5-(-1,1)-CG—combined TE and DRP second-order 5-point (N = —2, M = 2) with
coefficients a_; and a, calculated as free parameters. In DRP approximations, 4 = —B = —n2 is used in the evaluation of error (10). The
capital S in our abbreviations refers to the spatial derivative.

As expected, S-TE-4-5-CG behaves better than S-TE-2-3-CG. The TE-DRP variant of the second-order approximation, S-TE-DRP-
2-5-(-1,1)-CG, also behaves better than S-TE-2-3-CG. Comparison of S-DRP-0-5-CG and S-TE-DRP-2-5-(-1,1)-CG with S-TE-4-5-CG is
more complicated. Due to the uniform convergence of TE approximations both considered TE approximations diverge to the positive values.
However, both S-DRP-0-5-CG and S-TE-DRP-2-5-(-1,1)-CG for small values of kAx have oscillations around zero value. This is due to the
fact that the DRP approximation is based on minimization of the L, error.

The range of kAx with ‘acceptably small’ values of kAx — k Ax increases from S-TE-2-3-CG through S-TE-4-5-CG and S-TE-DRP-
2-5-(-1,1)-CG and is the largest for S-DRP-0-5-CG. For a fixed number of points, the use of the DRP criterion, as compared to the TE
approximation, increases the acceptable range of kK Ax but decreases the order of approximation.
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Figure 2. The real part of difference k Ax — k Ax as a function of k Ax for four collocated-grid approximations: S-TE-2-3-CG—TE second-order 3-point
(N =—1, M = 1), S-TE-4-5-CG—TE fourth-order 5-point (N = —2, M = 2), S-DRP-0-5-CG—DRP Oth-order 5-point (N = —2, M = 2), S-TE-DRP-
2-5-(-1,1)-CG—combined TE and DRP second-order 5-point (N = —2, M = 2) with coefficients a_; and a; calculated as free parameters. In the DRP
approximations, [4, B] = [—n/2, w/2].

3.4 Centred and non-centred collocated-grid approximations

If M % —N, k is complex. The imaginary part of k can cause instability. On the other hand, if M = — N, a spatial odd-even decoupling may
occur. The spatial decoupling is due to the centred approximation of the first spatial derivative on the CGs. We can avoid the spatial odd-even
decoupling by using a non-centred approximation. In addition, we can elude the complex k by using the averaging

af 1] 1 & _ 1 X ,
—(x) = Za;f(x + jAx)+ A Z a; f(x+jAx)|. (19)

ax T2 | Ax e i

In this case, the imaginary part of & in the first term of r.h.s. of eq. (19) is negative of the imaginary part of k in the second term. Hence,
if we approximate the first spatial derivative on the CG by eq. (19), the final % is real.

As a consequence, choice of some coefficients as free parameters should not prevent elimination of the imaginary part of k. If we choose
a; as a free parameter in the first term of the r.h.s. of eq. (19), we have to choose a_; as a free parameter in the second term.

The elimination of the imaginary part of & is illustrated in Fig. 3. The figure shows the imaginary parts of k¥ Ax as a function of kAx for
four approximations on the CG: S-TE-4-5-CG(1)—TE fourth-order 5-point (N = —3, M = 1), S-TE-4-5-CG(2)—TE fourth-order 5-point
(N = -1, M =3), S-TE-DRP-2-5-(-1,1)-CG(1)—combined TE and DRP second-order 5-point (N = —3, M = 1), and S-TE-DRP-2-5-
(-1,1)-CG (2)—combined TE and DRP second-order 5-point (N = —1, M = 3); the two latter approximations with coefficients a_; and
a, calculated as free parameters. The imaginary parts of k Ax for S-TE-4-5-CG(1) and S-TE-DRP-2-5-(-1,1)-CG(1) are negative of the
imaginary parts of k Ax for S-TE-4-5-CG(2) and S-TE-DRP-2-5-(-1,1)-CG(2), respectively. Hence, approximation (19) leads to real k.

Let us note that for sufficiently small Ax, there is k Ax < 1 and the imaginary parts of ¥ Ax for the above approximations are close to
Zero.

3.5 Partial summary

In Section 3, we derived useful formulae for approximating spatial derivatives on the CG based on TE, DRP criterion and combination of
the two approaches. We analysed the approximations. We may point out that for a fixed number of points the use of the DRP criterion, as
compared to the Taylor-expansion approximation, increases the acceptable range of kAx but decreases the order of approximation. We also
investigated the use of centred and non-centred approximation for spatial derivatives.
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Figure 3. The imaginary parts of X Ax as a function of k Ax for four collocated-grid approximations: S-TE-4-5-CG(1)—TE fourth-order 5-point
(N = -3, M =1), S-TE-4-5-CG(2)—TE fourth-order 5-point (N = —1, M = 3), S-TE-DRP-2-5-(-1,1)-CG(1)—combined TE and DRP second-order 5-
point (N = —3, M = 1) with coefficients a_; and a; calculated as free parameters, and S-TE-DRP-2-5-(-1,1)-CG(2)—combined TE-DRP second-order
S-point (N = —1, M = 3) with coefficients a_; and @) calculated as free parameters. In the DRP approximation, [4, B] = [—n/2, 7/2].

4 APPROXIMATIONS OF TEMPORAL DERIVATIVES BASED ON TAYLOR EXPANSION
AND DRP CRITERION ON THE COLLOCATED GRID

For approximating temporal derivative in FD, we can use two different approaches. Let Az be a time step. We want to approximate the first
temporal derivative of a field variable f at a time level m corresponding to time t = m At.
The first approach. We can consider a time marching scheme. If the solution is known until time level m we can use the approximation

M 9 f m—j
fm+l _ fm ~ Atz.‘sj (E) (20)
=0
or, equivalently,
L/ f
f(t+At)—f(t)%AtZﬁj§(t—jAt). @1
j=0
The second approach. We can approximate temporal derivative analogously to approximating the spatial derivative:
9 f m 1 M=l )
e ~ b m+j 22
(m) a2 bif (22)
j=N
or, equivalently,
9 f 1 M=1
—t)~ — b, f(t+ jAr). 23
mo‘mg,ﬂ+1> (23)

Coefficients B, and b; are the coefficients of approximations.
Appendix B illustrates how the two approaches can be applied to an equation with the temporal derivative.

4.1 The first approach

4.1.1 Approximation of temporal derivatives using Taylor expansion
Application of the TE to the left-hand side (1.h.s.) of eq. (21) and to the derivative on the r.h.s. of the equation gives, respectively,

ALOf () AP ALYS @)
1! ot 21 012 31 983

S+A)—f()= 24
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and

Af 1 —jAn _af (1)  jALdPf() | (A 8PS @)
at =T T 0 e T e T 25)

The number of unknown coefficients 8, in approximation (21) is M + 1. It follows from eqs (21), (24) and (25) that the unknown
coefficients §; have to satisfy the following system of equations:

/X(;( ])ﬂj_(r+1)'=r+l r=0,..., M. (26)

Coefficients B, are obtained straightforwardly by solving system (26). Approximation (21) is accurate up to order (A7)°"" where
order = M.

4.1.2 Approximation of temporal derivatives using DRP criterion

In approximating temporal derivative, Tam & Webb (1993) determine coefficients so that the numerical frequency be as close as possible to
the frequency of the true waves. We can obtain a numerical frequency using the Holomorphic Fourier transform

+0o

A 1 .

J@ = o [ e @)
0

(Tam and Web called it Laplace transform.) Application of the transform to the Lh.s. and r.h.s. of eq. (21) gives, respectively,
+00

Holomorphic Fourier { /(¥ + At) — f(¢)} = % / Lf@+ At)— f()] el®ldy
0

_ ) (e - 1) (28)
and
M af
Hol hic Fouri At —(t — JAt
olomorphic Fourier ;ﬁ, at( JAt)
+o00o M
1 af i
s At L — At 1wrdt
o Zﬂj 3f( A e
0 =0
M ]
=—Atiof(w))_ pe". (29)

j=0
In the latter equation, we assumed zero initial conditions. The numerical frequency @ can be defined as

s (po—iw At 1
&o = 1(eM—). (30)

At Z :3] eija)AI
j=0

As shown by Tam & Webb (1993), the relation between @ and w is not one to one; we will illustrate this later. Consequently, the marching
scheme (21) will contain spurious numerical solutions.
Tam & Webb (1993) introduced a weighted integral error £, for quantifying difference between @ and w in the range [—0.5, 0.5]:
0.5
= / {x(Re [w At — & At])’ + (1 — x) (Im [w At — & At])’} d(wA?). (31)
—0.5
Here, x has a role of weighting the degree of emphasis on having better wave propagation characteristics (real part) or damping
characteristics (imaginary part). Tam & Webb (1993) used x = 0.36 as a well-balanced choice. Unknown coefficients 8; in eq. (21) can be
found by minimizing E;:

0E, .
— =0, ,=0,...,M. (32)
9B,

Eq. (32) make a system of nonlinear equations. Tam & Webb (1993) solved the system combining the TE and DRP criterion. In such
an approach, only one coefficient, say free parameter, is calculated using eq. (32), and eq. (26) should be satisfied for» =0, ..., M — 1. For

example, if M is equal to 3 (Tam and Webb used only M = 3), four coefficients have to be determined. Consequently, four equations are
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Figure 4. w At versus @ At for coefficients in eq. (33). The relation between @ A ¢ and @ A ¢ is not one to one.

9E,|

needed. If we select B as a free parameter, according to eq. (32), 5 % should be equal to zero. Eq. (26) should be satisfied for » = 0, 1 and 2.
Thus, first it is necessary to calculate the relation between S, 8, and B; on one hand, and S, on the other hand using eq. (26). Then, using

equation ‘;;‘;‘1 = 0, it is possible to determine all coefficients:

53
Bo=230256. i =3+ 1 = 249100,

16 23
Po=3p— 5 = 157434, fy = —po+ 3 = —0.38589. (33)

In this calculation x = 0.36. Fig. 4 shows the relation between @ and w for the calculated coefficients. For a given @ A¢, there are four
values of @ At which satisfy relation (30). One of the roots has positive imaginary part for ® At > 0.4. Tam & Webb (1993) showed that this
root can cause numerical instability. They pointed out that instability can be prevented by imposing a sufficient condition

Im(wy At) <0 k=1,2,3,4 (34)

4.1.3 Partial summary on the first approach

Independently of method of calculating unknown coefficients (TE or DRP), the first approach to approximating temporal derivative leads
to spurious numerical solution that can cause instability. An application of the DRP criterion leads to the system of nonlinear eq. (32) for
unknown coefficients. The nonlinearity restricts us to calculate only one of the coefficients according to the DRP criterion. In other words,
the application of the DRP criterion in the first approach cannot be effective.

4.2 The second approach

By using eq. (23) instead of (21), we can avoid the spurious numerical solution and the difficulty of solving system of nonlinear eq. (32).

4.2.1 Approximation of temporal derivatives using Taylor expansion

Application of the TE to eq. (23) leads to the following system of equations for determining coefficients b;:

1
> ibj=8,.r=0,...,1-N. (35)
j=N

Approximation (23) is accurate up to order (A¢)*"*" where order = 1 — N.
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4.2.2 Approximation of temporal derivatives using DRP criterion

Applying the temporal Fourier transform
| +o0
f@ =5 [ 1o (36)
2
—00
to eq. (23) we obtain
1 M=1
s T A ijow At e
iof ~ | Z b el 7. (37)
j=N
The expression in the parentheses can be considered i@, where @ may be defined as a numerical frequency:
i M=1
~ ijwAt
w_A—thijef . (38)

@ At is a periodic function of w At with period 27. Let us point out that the relation between @ and w in eq. (38) is one to one—unlike
relation (30). This is a very important benefit of using eq. (23) instead of eq. (21).

In order to have the numerical and true frequencies as close as possible in a range [4, B], we can define error

B
E = / [xRe [0 At — & A1) + (1 — x)(Im [0 At — & At])* } d(0 AL). (39)
4

A and B are dimensionless numbers. Similarly as in the case of error (10) for the spatial approximation, we consider also here a general range
[A4, B] whereas Tam & Webb (1993) used [—0.5,0.5].

We can find unknown coefficients b; by minimizing error (39). Condition

OF o j=n 1 (40)

ob, ~ O Jj=N,...,

provides a system of linear algebraic equations for coefficients b;.
We can rewrite eq. (39):

B M=1 2 M=1 2
E1=/ x|Re|¢+i) bellt +( =) |Im |z +i) bel/t de
) j=N j=N
B M=1 2 M=1 2
= [{x[c- T osnvo ] +a-0 (Loesio) pa. (1)
4 Jj=N Jj=N

Using eq. (41) it is possible to simplify eq. (40):

H M=1 M=1
oE . .
E)bl :/ 2x1¢ - E bjsin(j¢) |sin(s¢)+2(1—x) E bjcos(j¢) | cos(s¢) g ds =0. (42)
s y! j=N j=N

This can be further rearranged as

B M=1 B
[ resinsrae = 3", [ txsinGorsinGse)+ (1 = 10 cos 6 cos (e | @3)
Y J=N 4
If we define
B

G, = / [ sin (7€) sin (s2) + (1 — x) cos (j¢) cos (s )ld¢

A

and
B

dxzv/.x;sin(s{)d{,

A
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Figure 5. The real part of difference w At — & At as a function of w At for four collocated-grid approximations: T-TE-2-3-CG—TE second-order
3-point (N = —1, M =1), T-DRP-0-3-CG—DRP Oth-order 3-point (N = —1, M = 1), T-DRP-1-3-(-1)-CG—combined TE-DRP first-order 3-point
(N = —1, M = 1) with coefficient b_; calculated as a free parameter and T-DRP-1-3-(1)-CG—combined TE and DRP first-order 3-point (N = —1, M = 1)
with coefficient b; calculated as a free parameter. In the DRP approximations, range [4, B] and y are [—m/2, w /2] and 0.5, respectively.

Eq. (43) takes a simple form of a system of linear algebraic equations for coefficients b;:

M=1

Y Gybj=d, s=N,....1

~.

=N
ij = (SX _.]X _S)

cos(A4 j) sin(As)— cos(B j) sin(Bs)
Sz_jz
. . cos(As) sin(A4 j)— cos(Bs)sin(Bj) .
+Gx—Jjx+J) e J#+£s
st:B—A+(2X_1)sm(2As)—sm(ZBs) =520 (44)
2 4s
A—B —sin(2 4 in(2 B
Gy =@x—1) T i) j==s#0
2 4s
G,;=A-B)x-1 Jj=5=0
d;=0 s=0
A cos(As)— B cos(Bs) sin(A4s) —sin(Bs)
dy = x B — X e s#0

4.2.3 Combination of the DRP criterion and Taylor expansion

By minimizing error (39), we do not ensure consistency of approximation that is quantified by the order of approximation in the TE approach.
For ensuring such consistency, it is possible to combine the TE approach with the DRP criterion. We can choose NFP coefficients, say
free parameters, to satisfy eq. (40), and consequently eq. (44), in order to minimize error (39). Hence, eq. (35) should be satisfied for

r=0,...,1 — N — NFP. The all coefficients are thus determined by solving one system of equations that is a combination of eq. (44) for
s = subscripts of free parameters and eq. (35) forr =0,...,1 — N — NF P. Due to the choice of NFP free parameters the order of accuracy
decreasesto 1l — N — NFP.

Consider an example. It is obvious from approximation (23) that always M = 1. Let us choose, for example, N = —3. If we want that the

approximation (23) be (A¢)? accurate, this leaves two coefficients as free parameters. It means that eq. (35) should be satisfied for» = 0, 1, 2.
It is possible to choose two free parameters in a way that minimizes error £, eq. (39). We can select any two of the four coefficients as free
parameters. Taking, for example, by and b_, as free parameters, 0 £, /dby and 9 £, /db_, should be equal to zero. It means that eq. (44) should
be satisfied fors = 0, —2.

Let us point out that it is not usual to consider more than 3 points for approximation of the temporal derivative on CG in seismic wave
modelling.

Note that the explanation on the order of approximation in the symmetric case in Section 3.3 is also true here for the case of symmetry
in coefficients and free parameters including by; in the case of symmetry considering b, as a free parameter has no practical meaning.
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Fig. 5 illustrates the real part of difference w At — @ At as a function of w At for four alternative 3-point approximations
on the CG: T-TE-2-3-CG—TE second-order 3-point (N = —1, M = 1), T-DRP-0-3-CG—DRP Oth-order 3-point (N = —1, M =1),
T-TE-DRP-1-3-(-1)-CG—combined TE-DRP first-order 3-point (N = —1, M = 1) with coefficient b_; calculated as a free parameter,
and T-TE-DRP-1-3-(1)-CG—combined TE-DRP first-order 3-point (N = —1, M = 1) with coefficient b, calculated as a free parameter. In
the DRP approximations, range [4, B] and x are [— /2, 7 /2] and 0.5, respectively. Note that capital T indicates the temporal derivative.

For T-DRP-0-3-CG, in comparison with the three other approximations, the range of w At with acceptably small values of w At — & At
is larger. The three other approximations have the same difference, although their coefficients are different.

4.2.4 Partial summary on the second approach

In the second approach to approximating temporal derivative, the application of the DRP criterion does not have problem of the first approach.
The second approach makes it possible to consider more than one coefficient as a free parameter. Moreover, we can obtain one system of
linear equations for calculating coefficients by requiring the numerical frequency being as close as possible to the true frequency. For having
consistency in the TE-approach sense, we can combine this system of linear equations with condition (35). However, the application of the
DRP criterion cannot give better than the first-order accuracy (that matches T-TE-2-3-CG in terms of the w At — @ At difference) if we use
not more than 3 time levels (M = 1, N = —1, the updated time level is calculated from two previous time levels).

5 APPROXIMATION OF DERIVATIVES BASED ON TAYLOR EXPANSION AND DRP
CRITERION ON THE STAGGERED GRID
5.1 Approximation of spatial derivatives

For approximating the first spatial derivative of a field variable f at grid position x = I Ax, we can use values of this variable at neighbouring
grid points at x £ j Ax; j = 1/2, 3/2, 5/2,.... An approximation of the first spatial derivative may be written as

af 1 &
(a), N A i (45)
j=N
or, equivalently,
Bf 1 M .
SO~ — Z S+ jax), (46)

where N = —(2n + 1)/2 and M = 2n + 1)/2, with n € {0, 1,2, 3, ...}. The two latter equations are similar to eqs (3) and (4), the only
difference being in the nature of N and M: they are integers in eqs (3) and (4). Consequently, an application of the TE leads to eq. (6) for
finding coefficients. Similarly, an application of the DRP criterion leads to eq. (16). The only difference is that situation with s = 0 in eq. (17)
cannot occur in the case of the SG. Similarly to Section 3.3 we can combine the TE approach with the DRP criterion.

Let us make note on the order of approximation on the SG. Consider the TE approach. If N # —M, eq. (6) should be satisfied for
r=0,..., M — N and the order of accuracy is M — N.If N = —M, eq. (6) should be satisfied forr =0, ..., M — N as well but the order
of accuracy is M — N + 1. This is because in this case eq. (6) is automatically satisfied forr = M — N + 1.

Consider now the TE-DRP combination. If coefficients are asymmetric, that is, if N # —M or N = —M but the free parameters are
not symmetric, eq. (6) should be satisfied for» =0,..., M — N — NF P and the order of accuracy is M — N — N F P. If coefficients are
symmetric, that is, N = —M and free parameters are symmetric, eq. (6) should be satisfied forr =0, ..., M — N — NF P but the order of
accuracyis M — N +1— NFP.

Fig. 6 shows the real part of difference £ Ax — k Ax as a function of kAx for four staggered-grid approximations: S-TE-2-2-SG—TE
second-order 2-point (N = —0.5, M = 0.5), S-TE-4-4-SG—TE fourth-order 4-point (N = —1.5, M = 1.5), S-DRP-0-4-SG—DRP 0th-
order 4-point (N = —1.5, M = 1.5) and S-TE-DRP-2-4-(-0.5,0.5)-SG—combined TE-DRP second-order 4-point (N = —1.5, M = 1.5)
with coefficients a_¢ s and a5 calculated as free parameters.

The range of kAx with ‘acceptably small’ values of kAx — k Ax increases from S-TE-2-2-SG through S-TE-4-4-SG and S-TE-DRP-
2-4-(—0.5,0.5)-SG and is the largest for S-DRP-0-4-SG.

We can see that the use of the L, error norm in the TE approach and L, error norm in the DRP approach lead to similar results as we
saw for the collocated-grid approximations. For a fixed number of points, the use of the DRP criterion, as compared to the TE approximation,
increases the acceptable range of kAx but decreases the order of approximation.

Now we can compare the approximations on the SG and CG. Fig. 7 compares the real part of difference k Ax — k Ax as a function of
k Ax for six approximations: S-TE-4-5-CG, S-DRP-0-5-CG, S-TE-DRP-2-5-(—1,1)-CG, S-TE-4-4-SG, S-DRP-0-4-SG, and S-TE-DRP-2-
4-(—0.5,0.5)-SG. The use of the SG approximations, as compared to the CG approximations, increases ranges of kAx with acceptably small
values of kAx — k Ax while does not decrease the order of approximation.

9T0Z ‘v'Z $80q0190 U0 0uBxSUBWIO Y BliZIBAIUN e /Bio'sfeulnolploxor 16//:dny woly papeojumoq


http://gji.oxfordjournals.org/

494 L. Etemadsaeed et al.

1.2 T T
— Ideal form ,
- - - S-TE-2-2-SG )
IF| ——S-TE-4-4-SG P
—+— S—DRP-0-4-SG ,
0,51~~~ S-TE-DRP-2-4-(-050.5)-SG !
0.06
8
< o6}
e
[
8
4 04t
=2
02F
0 e
—02 1 1 ! ! ! !
0 05 1 15 2 25 3

kAx

Figure 6. The real part of difference k Ax — k Ax as a function of k Ax for four staggered-grid approximations: S-TE-2-2-SG—TE second-order 2-point
(N =—-0.5, M =0.5), S-TE-4-4-SG—TE fourth-order 4-point (N = —1.5, M = 1.5), S-DRP-0-4-SG—DRP 0th-order 4-point (N = —1.5, M = 1.5) and
S-TE-DRP-2-4-(-0.5,0.5)-SG—combined TE-DRP second-order 4-point (N = —1.5, M = 1.5) with coefficients a_ 5 and ag 5 calculated as free parameters.
In the DRP approximations, [4, B] = [—7/2, /2]

3 5 T

—— Ideal form

| | ——S-TE-4-5-CG

—— S—DRP-0-5-CG
S—TE-DRP-2-5-(~1,1)-CG
257 | - % - S-TE-4-4-SG

- + - S—-DRP-0-4-SG

2H| - - - S—=TE-DRP-2-4-(~0.50.5)-SG -

kAz — kAx

151

0.5F

_0.5 | | |
0 0.5 1 15 2 25 3

kAx
Figure 7. The real part of difference k Ax — k Ax as a function of k Ax for six approximations—illustrative comparison of the TE and DRP-criterion
approximations on the staggered and collocated grids: S-TE-4-5-CG, S-DRP-0-5-CG, S-TE-DRP-2-5-(-1,1)-CG, S-TE-4-4-SG, S-DRP-0-4-SG and S-TE-
DRP-2-4-(-0.5,0.5)-SG.

5.2 Approximation of temporal derivatives

In the SG, some variables are shifted in time with respect to the others by Az/2. Here, for approximating the first temporal derivative of a
field variable f'at time # = m At, we use values of the variable at previous times ¢t — j At; j = 1/2, 3/2, 5/2,...and attime ¢ + At¢/2. The
approximation of the first temporal derivative may be written as

M=1

" 1 .

=) ~— Y bt 47

(%) ~5 Xor @)
j=N

or, equivalently,
1

af ‘

O~ 27 Db [+ A, (48)
J

=N
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Figure 8. The real part of difference w At — & At as a function of w At for four staggered-grid approximations: T-TE-2-2-SG—TE second-order 2-
point (N = —0.5, M =0.5), T-DRP-0-2-SG—DRP Oth-order 2-point (N = —0.5, M = 0.5), T-TE-DRP-0-2-(-0.5)-SG—combined TE-DRP Oth-order
2-point (N = —0.5, M = 0.5) with coefficient b_gs calculated as a free parameter, T-TE-DRP-0-2-(0.5)-SG—combined TE-DRP Oth-order 2-point
(N =—-0.5, M =0.5) with coefficient by 5 calculated as a free parameter. In the DRP approximations, range [4, B] and x are [—m/2,7/2] and 0.5,
respectively.

where N = —(2n +1)/2 and n € {0, 1, 2, 3, ...}. The two latter approximating equations are similar to approximations (22) and (23), the
only difference being in the nature of N and M:N is an integer and M = 1 in eqs (22) and (23). Because eqs (23) and (48) have the same form,
we can use eqs (35) and (44) for calculating unknown coefficients b; in eq. (48) based on TE and DRP criterion, respectively. It is possible to
combine eqs (35) and (44), that is, the TE and DRP approaches, for having consistency.

Note that cases s = 0 and j = s = 0, see eqs (44), cannot occur in the SG. Note also that the explanation in Section 5.1 on the order of
approximation on the SG is also true here.

Fig. 8 illustrates the real part of difference w At — @ Atas a function of @ At for four alternative 2-point staggered-grid approxi-
mations of temporal derivative: T-TE-2-2-SG—TE second-order 2-point (N = —0.5, M = 0.5), T-DRP-0-2-SG—DRP Oth-order 2-point
(N =—-0.5, M =0.5), -TE-DRP-0-2-(-0.5)-SG—combined TE-DRP Oth-order 2-point (N = —0.5, M = 0.5) with coefficient b_ s cal-
culated as a free parameter, and T-TE-DRP-0-2-(0.5)-SG—combined TE-DRP Oth-order 2-point (N = —0.5, M = 0.5) with coefficient b s
calculated as a free parameter. For T-TE-2-2-SG, in comparison with the three other approximations, the range of w At with acceptably small
values of w At — @ At is narrower. The three other approximations have the same difference and coefficients.

Now we can compare the approximations on the SG and CG. Fig. 9 illustrates the real part of difference w At — & At as a function of w At
for four approximations of the temporal derivative. We can see that the staggered-grid approximations behave better than the collocated-grid
approximations.

5.3 Partial summary

In Section 5, we derived formulae for approximating spatial and temporal derivatives on the SG and equations for determining coefficients
based on TE, DRP and TE-DRP approaches. We obtained the same equations as those for the CG. We analysed the TE and DRP approximations
on the SG. We compared the approximations on the CG and SG. We may point out that the use of the staggered-grid approximations, as
compared to the collocated-grid approximations, increases ranges of kAx and w At with acceptably small values of kAx — k Ax and
w At — & At, respectively, while does not decrease the order of approximation.

6 FINITE-DIFFERENCE SCHEMES

Based on the developed approximations we can now construct FD schemes. For numerical comparison, we include all the basic schemes that
use 2 or 4 spatial grid points in SG, and 3 or 5 or 7 points in CG. It is reasonable to use two time levels in SG and three time levels in CG.
Fig. 10 shows structure of all schemes for which we have performed numerical tests.
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3.5 I
—— Ideal form
sH— T-TE-2-3-CG
—— T-DRP-0-3-C(|
T-TE-2-2-SG
2.5 * T-DRP-0-2-SG b

%)

wAt — WAt
o

Figure 9. The real part of difference wAt — @At as a function of w A¢ for four approximations of temporal derivatives—illustrative comparison of the
TE and DRP-criterion approximations on the staggered and collocated grids: T-TE-2-3-CG, T-DRP-0-3-CG, T-TE-2-2-SG and T-DRP-0-2-SG. In the DRP
approximations, range [A4, B] and x are [—m /2, 7/2] and 0.5, respectively.

FD schemes
TE DRP TE-DRP
order order order # of points .

- R - . - . . . grid type
intime  inspace | intime @ inspace | intime @ inspace | intime @ inspace

2 2 0 0 N. A 2 2

) 4 0 o 0 2 ) 4 staggered

2 2

2 2 0 0 N. A. 3 3

2 4 0 0 2 2 3 5 collocated

2 4 0 0 2 2 3

Figure 10. Types, orders of accuracy, the numbers of points and types of grids of the analysed FD schemes. To illustrate the structure of the set of the considered
schemes, the shadowed cells indicate the FD scheme TE-DRP-2-2-2-4-SG.

6.1 FD schemes on the collocated grid
Let Ax and At be the grid spacing and time step. Let ¥;", 7T;" and F}' be discrete approximations of the particle velocity, stress and body

force at position x = /Ax and time ¢ = m At in the CG. Let Ngpace, Mspace and Nrime be integers. Using approximations (3) and (22) for the
spatial and temporal derivatives, respectively, eq. (2) may be approximated on the CG by

1 Mspace
Pr m+j 1 m m
E Z bj V] 7 = E Z 4a; TI*.I' +Fr
J=NTime ,f:NSpace
1 0 1 Mspace
m+j m
~ Soobr ) =a ~ > ar |- (49)
J=NTime J=Nspace
A rearrangement gives
Mspace 0
At 1 i At
Vm+l — a:T" | = — b V”H'j + F,
! by Ax p; ;Z s by Z: st by p; !
J=Nspace J=NTime
MSpace 0
C; At 1 i
m+1 ! m+,
vl BRI/ Bl EDDRE i B (50)
! j:NSpace ! J=NTime

Coefficients a; can be determined using either of three approaches—TE, eq. (6), DRP, eq. (16) and the TE-DRP combination. Similarly,
coefficients b; can be calculated using either of three approaches—TE, eq. (35), DRP, eq. (44) and the TE-DRP combination.
We numerically test the following collocated-grid schemes:

(1) TE-2-2-3-3-CG
TE second-order in time, TE second-order in space, 3-point in time (Mrjme = — Nrime = 1), 3-point in space (Mspace = —Nspace = 1)
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Figure 11. The sum of the envelope misfit (EM) and phase misfit (PM), in the range of [0,70] per cent, as a function of the number of grid spacings per
wavelength for three values of the stability ratio: p € {0.05, 0.3, 0.5}.

(2) TE-2-4-3-5-CG

TE second-order in time, TE fourth-order in space, 3-point in time (Mrime = — Nrime = 1), 5-point in space (Mspace = —Nspace = 2)
(3) TE-2-4-3-7-CG
TE second-order in time, TE fourth-order in space, 3-point in time (Mrine = —Nrime = 1), 7-point in space — averaging of

(NSpace =-3, MSpace =1 and (NSpace =-1, MSpace =3)

(4) DRP-0-0-3-3-CG

DRP 0th-order in time, DRP Oth-order in space, 3-point in time (Mrime = —Nrime = 1), 3-point in space (Mspace = —Nspace = 1)

(5) DRP-0-0-3-5-CG

DRP Oth-order in time, DRP Oth-order in space, 3-point in time (Mrime = —Nrime = 1), 5-point in space (Mspace = —Nspace = 2)

(6) DRP-0-0-3-7-CG

DRP Oth-order in time, DRP Oth-order in space, 3-point in time (Mrine = —Nrime = 1), 7-point in space — averaging of
(NSpacc =-3, MSpacc = 1) and (NSpacc =-1, MSpacc = 3)
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Figure 12. The sum of the envelope misfit (EM) and phase misfit (PM), in the range of [0,6] per cent, as a function of the number of grid spacings per
wavelength for three values of the stability ratio: p € {0.05, 0.3, 0.5}.

(7) TE-DRP-2-2-3-5-CG

TE second-order in time, combined TE-DRP second-order in space, 3-point in time (Mrime = —Ntime = 1), 5-point in space
(Mspace = —Nspace = 2) with a_; and a; being free parameters

(8) TE-DRP-2-2-3-7-CG

TE second-order in time, combined TE-DRP second-order in space, 3-point in time(Mrime = — N1ime = 1), 7-point in space — averaging of

(Nspace = =3, Mspace = 1) and (Nspace = =1, Mspace = 3) with a_; and a, being free parameters

The schemes are given in Appendix C.

6.2 FD schemes on the staggered grid

Eq. (2) may be approximated on the SG using approximations (45) and (47). Assume now Nspace, Mspace and Nt in the form (2n + 1)/2
with n being an integer. Instead of eq. (50), we obtain
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Dispersion relations and stability conditions
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Figure 13. Dispersion relations and stability conditions for the two FD schemes in 1-D and 3-D. Here, o and B are the P- and S-wave speeds, @ is grid angular
frequency, k is true wavenumber and k., k,, k. are components of the wavenumber vector.
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Analogously, coefficients a; can be determined using either of three approaches—TE, eq. (6), DRP, eq. (16) and the TE-DRP combination.
Similarly, coefficients b; can be calculated using either of three approaches—TE, eq. (35), DRP, eq. (44) and the TE-DRP combination.
We numerically test the following staggered-grid schemes:

(1) TE-2-2-2-2-SG

TE second-order in time, TE second-order in space, 2-point in time (Mrime = —Ntime = 1/2), 2-point in space (Mspace = —Nspace = 1/2)
(2) TE-2-4-2-4-SG

TE second-order in time, TE fourth-order in space, 2-point in time (Mrime = — Nrime = 1/2), 4-point in space (Mspace = —Nspace = 3/2)
(3) DRP-0-0-2-2-SG

DRP 0th-order in time, DRP Oth-order in space, 2-point in time (Mrime = —Ntime = 1/2), 2-point in space (Mspace = —Ngpace = 1/2)

(4) DRP-0-0-2-4-SG

DRP 0th-order in time, DRP Oth-order in space, 2-point in time (Mrime = —Nrime = 1/2), 4-point in space (Mspace = —Nspace = 3/2)

(5) TE-DRP-0-2-2-4-SG

combined TE and DRP Oth-order in time, combined TE-DRP second-order in space, 2-point in time (Mtime = —Nrime = 1/2) with b_;

being free parameter, 4-point in space (Mspace = —Nspace = 3/2) With a_; and a 1, being free parameters
(6) TE-DRP-2-2-2-4-SG
TE second-order in time, combined TE-DRP second-order in space, 2-point in time (Mrine = —Ntime = 1/2), 4-point in space

(Mspace = —Nspace = 3/2) with a_, and a , being free parameters

The schemes are given in Appendix C.
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Normalized grid phase velocity
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Figure 14. Relations for the normalized grid phase velocities for the two FD schemes in 1-D and 3-D. Here, ¢ and ¢ are the grid and true phase velocities
in 1-D, @ and « are the grid and true phase velocities in 3-D, B and g are the grid and true phase velocities in 3-D, Ny is the spatial sampling in 1-D, Nf is
spatial sampling of the S-wave in 3-D, r is the P-wave to S-wave speed ratio, § is angle between the positive z axis and wavenumber vector %(the direction of
propagation), ¢ is angle between the positive x axis and the vertical plane determined by the z axis and wavenumber vector k. The meaning of other quantities
is the same as in Fig. 13.

7 NUMERICAL COMPARISON OF SCHEMES

The derived FD schemes may be compared in different ways. The basic comparisons assume propagation of a harmonic plane wave in an
unbounded homogeneous medium. The most usual way is to compare stability and grid dispersion. In the analysis of grid dispersion, we
assume a constant amplitude of the grid wave (wave propagating in the stable non-attenuative regime). Complementary, we may also quantify
how the exact amplitude changes in one time step due to inaccuracy of a numerical scheme. See, for example, Moczo et al. (2014) for more
details.

Here, we also assume a plane-wave propagation in an unbounded homogeneous medium. However, in order to quantify the overall
waveform accuracy in a broad frequency range we evaluate the sum of the phase and envelope misfits between the FD and exact solutions.
In this way we integrally capture both the phase and envelope inaccuracies. As found out by extensive numerical testing and comparisons
(Chaljub et al. 2010, 2015 and Maufroy et al. 2015), the sum of the phase and envelope misfits in a homogeneous medium better indicates
accuracy in heterogeneous media—which is the most important criterion. After we find the best scheme(s), we will also analyse their stability
and grid dispersion.

7.1 Misfit between the FD and exact seismograms

Thus, in order to compare accuracy of the 1-D FD schemes we numerically simulated propagation of a plane wave in an unbounded

~! and density 2800 kg m~3. (In 1-D, we do not need to recognize the type of

homogeneous elastic medium with wave speed of 3700 m s
wave.) We simulated plane-wave radiation using the Alterman & Karal (1968) decomposition applied to the particle velocity. As a source-time
function, we used a narrow delta-like signal with a broad amplitude spectrum. For an FD scheme, we used a uniform grid with a grid spacing
h and time step A¢. We recorded a numerically simulated wave at a travel distance of 20 wavelengths at frequency 1 Hz. For the synthetic
seismogram and the true solution, we calculated the frequency-dependent phase and envelope misfits (Kristekova et al. 2009). In other words,
we obtained a value of the phase misfit and a value of the envelope misfit for each frequency. For each frequency, we divided the values of
misfits by the corresponding frequency. The obtained (i.e. frequency-normalized) misfits thus represent for each frequency the phase and

envelope misfits at the travel distance of 20 wavelengths corresponding to the respective frequency. The broad amplitude spectrum of the
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Figure 15. Normalized grid phase velocities for the TE-2-4-2-4-SG and TE-DRP-2-2-2-4-SG schemes in 1-D.

delta-like source-time function thus enabled us to evaluate misfits for spatial sampling (the number of grid spacings per wavelength) in the
range of [2,50]. We calculated the misfits for different values of the stability ratio, that is, for different values of time step.

The general form of the stability condition for 1-D FD schemes can be written as S = ¢ At/h < S); where S is known as Courant
number. The stability ratio may be defined as p = 7 f; . Then At =p ’;’ Sy ; 0 < p <1. We have not analysed stability of all the 14
numerically investigated schemes and thus we do not know values of S), which may be slightly different for different schemes. For a unified
treatment, we assume Sy, = 1 and consequently At = p h/c which means that 4 /c is considered as the maximum possible time step for all

investigated schemes. In Figs 11 and 12, we show the sum of the envelope misfit (EM) and phase misfit (PM) as a function of the number of

grid spacings per wavelength for three values of the stability ratio: p € {0.05, 0.3, 0.5}. For example, p = 0.5 means that we consider half
of the maximum possible time step.

In Fig. 11, we show the misfits in the range of [0,70] per cent in order to have a global overview of the all investigated schemes. We can
distinguish three groups of the misfit curves:

(1) DRP-0-0-3-5-CG, DRP-0-0-3-7-CG (black dashed and dash-dot misfit curves)
(2) DRP-0-0-2-4-SG, TE-DRP-0-2-2-4-SG (black and brown solid misfit curves)
(3) TE-2-4-3-5-CG, TE-2-4-3-7-CG, TE-DRP-2-2-3-5-CG, TE-DRP-2-2-3-7-CG, TE-2-2-2-2-SG, TE-2-4-2-4-SG, TE-DRP-2-2-2-4-SG

In Fig. 11, we show only 12 of 14 FD schemes listed in Section 6. We do not include the two simplest CG schemes—TE-2-2-3-3-CG =
DRP-0-0-3-3-CG. This is because these schemes split (odd-even decoupling) into two non-communicating SG schemes with grid spacing 24.

Any of the DRP or TE-DRP schemes with Oth-order accuracy in time and/or space (misfit curves in the first and second groups) is too
much inaccurate and thus practically unusable. We will not consider them further. We can also see that schemes TE-DRP-2-2-2-4-SG (red
solid) and TE-2-4-2-4-SG (blue solid) have relatively small misfits in the broadest frequency range—as compared with all other investigated
schemes.

In order to better compare schemes in the range of relatively small misfits, Fig. 12 shows the misfit curves in the range of [0,6] per
cent. This relatively detailed view on the misfit curves better visualizes what we could notice in Fig. 11: the standard (2,4) staggered-grid
scheme, TE-2-4-2-4-SG (blue solid), and TE-DRP optimized scheme TE-DRP-2-2-2-4-SG (red solid) have the smallest misfit values at
low spatial sampling. Their mutual comparison is, however, not simple. Whereas TE-2-4-2-4-SG (blue solid) is clearly better for p = 0.5,
TE-DRP-2-2-2-4-SG (red solid) has smaller misfit for less than 8 grid spacings per wavelength if p = 0.05. If p = 0.3, TE-DRP-2-2-2-4-SG
(red solid) has smaller misfit for less than 5 grid spacings per wavelength, whereas TE-2-4-2-4-SG (blue solid) is better for more than 6 grid
spacings per wavelength. Consequently, we should properly interpret these comparisons with respect to heterogeneity of the medium.

In a homogeneous medium, we should use the maximum possible time step or, rigorously said, the maximum possible fraction of the
theoretically maximal time step according to the stability condition. In our case, choice p = 0.5 corresponds the most to such requirement.
We can see that from the all investigated schemes the standard SG scheme, TE-2-4-2-4-SG, is the best scheme.
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Figure 16. The 3-D TE-2-4-2-4-SG normalized grid phase velocity of the plane S wave propagating in the three distinct directions: along a coordinate axis
(6 =90°, ¢ = 0°), coordinate-plane diagonal (§ = 45°, ¢ = 0°) and body diagonal (6 = 54.74°, ¢ = 45°). The dispersion curves are shown for four values
of the stability ratio p and three values of the P-wave to S-wave speed ratio (+/3, 3.317, 10) corresponding to values 0.25, 0.45 and 0.495 of Poisson’s ratio.

Consider 1-D modelling of S waves in a heterogeneous medium with a possibly large ratio between the minimum and maximum speeds.
For example, in models with surface sediments the ratio between the S-wave speeds in underlying rock and surface sediments, say VS /VSs,
is often between 2 and 10. For a fixed value of the grid spacing %, the maximum possible time step A is given by the stability condition
S < Sy determined by the VS. Courant number S for the sediments is, however, VS /VSg smaller than Courant number for the underlying
rock. Consequently, the time step applied to sediments is VSz /VSs smaller than that required by the stability condition only for sediments.
This means that if p = 0.5 in the rock beneath sediments, p = 0.5 VSs/VS; in sediments. Curves for p = 0.3 and p = 0.05 thus possibly
correspond to situations in sediments (assuming one grid spacing /# and one time step At for the whole model and grid).

In 2-D and 3-D modelling, p in sediments may be even smaller because At is determined by VP, and consequently p in sediments is
proportional to VS5 /VPg.

Clearly, in practical simulations we should adjust the choice of a FD scheme according to the model. In a model in which the actual
value of the stability ratio in sediments is considerably smaller than that in the underlying rock, we should use TE-DRP-2-2-2-4-SG if we do
not want to use considerably denser spatial sampling than it is usual. Recall that in numerical modelling of earthquake ground motion using
the (2,4) staggered-grid FD scheme (that is TE-2-4-2-4-SG) modellers usually apply six grid spacings per wavelength.

The very important practical aspect of using scheme TE-DRP-2-2-2-4-SG in comparison with scheme TE-2-4-2-4-SG is that they differ
from each other only in values of coefficients—see schemes (C10) and (C14) in Appendix C. In other words, in the computer codes based on
scheme TE-2-4-2-4-SG it is enough to redefine the values of the approximation coefficients.

Let us briefly comment on the five other schemes for which misfits are shown in Fig. 12. The third of the SG schemes, the second-order
in space and time TE-2-2-2-2-SG is shown mainly for comparison with TE-2-4-2-4-SG and TE-DRP-2-2-2-4-SG. As expected, this is the
least accurate of the three SG schemes and practically unusable. It is therefore interesting to see this SG scheme among the four CG schemes.
The accuracy of the four CG schemes is relatively low. Neither the mutual comparison of the four schemes nor explanation of the misfit curves
of the individual schemes is easy. Recall that the simplest CG scheme TE-2-2-3-3-CG (=DRP-0-0-3-3-CG) splits (odd-even decoupling) into
two non-communicating SG schemes with grid spacing 2/4. The four CG schemes in Fig. 12 differ from the simplest CG scheme only by a
few more grid points. Probably these additional points add only little-weighted values to the simplest scheme and therefore they cannot be
sufficiently accurate.

7.2 Stability and grid dispersion of the TE-2-4-2-4-SG and TE-DRP-2-2-2-4-SG schemes

Stability and grid dispersion of the standard TE-2-4-2-4-SG are well known. Here we compare the stability and grid dispersion in a concise
way. The dispersion relations and the consequent stability conditions for both the 1-D and 3-D schemes are summarized in Fig. 13. As we
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3D TE-DRP-2-2-2-4-SG
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Figure 17. The same as in Fig. 16 but for the 3-D TE-DRP-2-2-2-4-SG scheme.

could expect, the maximum Courant numbers for the two schemes only slightly differ. Fig. 14 summarizes the corresponding relations for the
normalized grid phase velocities. Note that we use symbols « and B for conciseness in Figs 13 and 14 instead of V' and Vs for the P-wave
and S-wave speeds and velocities.

In Fig. 15, we show normalized grid phase velocities for the two 1-D schemes for four values of the stability ratio: p €
{0.5, 0.3, 0.1, 0.05} assuming Sy, = 1 for both schemes. The reason is consistency with the investigation in terms of the phase and
envelope misfit in Section 7.1. The assumption means that the true time steps corresponding to p € {0.5, 0.3, 0.1, 0.05} are 7/6 and
7.1912 /6, respectively, times larger fractions of the maximum possible time steps for the two schemes. The dispersion curves are qualitatively
consistent with the previous observations based on evaluation of the misfits: for small fractions of the maximum time steps, the TE-DRP-
2-2-2-4-SG grid velocities are for smaller values of the spatial sampling closer to the true velocities than the TE-2-4-2-4-SG grid velocities
are.

In Figs 16 and 17, we show the normalized grid S-wave phase velocities for the TE-2-4-2-4-SG and TE-DRP-2-2-2-4-SG schemes
in 3-D, respectively. The figures show velocities for three directions of propagations—along a coordinate axis, plane diagonal and body
diagonal—for three values of the P-wave to S-wave speed ratio. The three values correspond to values 0.25, 0.45 and 0.495 of Poisson’s ratio.
The comparison for the 1-D schemes is also true for the 3-D schemes.

7.3 Comparison with the spectral-element solution for a 3-D Mygdonian basin model

Here we present an illustrative numerical example for a complex 3-D model of the Mygdonian basin near Thessaloniki, Greece. Detailed
descriptions of the model and numerical simulations are given in the article by Kristek ez al. (2016). Here, we only briefly show the geometry
and material parameters—Figs 18 and 19.

The wavefield is generated by a double-couple point source located at a depth of 5 km. The source-time function is defined as a low-pass
filtered Gaussian pulse.

The reference spectral-element (SEM) seismograms were computed by Emmanuel Chaljub using the SPECFEM3D code developed by
Komatitsch and Tromp (e.g. Komatitsch & Tromp 1999; Tromp et al. 2008; Peter et al. 2011). In the computational model, geometry of
material interfaces was modified so that the element faces can exactly follow interfaces. This implies that the SEM simulation exactly accounts
for the geometry of material interfaces and consequently the SEM seismograms can be considered a reference. The FDM seismograms were
computed using the FDSim3D code (Kristek & Moczo 2014; Moczo et al. 2014). Fig. 20 shows three curves of the envelope and phase GOFs
(goodness-of-fit) between the reference SEM seismograms and FDM seismograms along the western, central and eastern receiver profiles.
Each curve represents GOF between the SEM and one of the three FD solutions. GOFs are calculated for the entire 30-s window in the
frequency range [0.1, 5] Hz from the arithmetic average of the single-valued misfits evaluated separately for each component (Kristekova
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Figure 18. Geometry of the original 3-D model of the Mygdonian basin. Upper left panel: margins of the sedimentary basin at the flat free surface, four
horizontal profiles of receivers at the free surface and position of the vertical profile of receivers (v) in the central part of the basin. Upper right: interface
between the uppermost and middle sedimentary layers. Lower left: interface between the middle and bottom sedimentary layers. Lower right: interface between
the bottom sedimentary layer and bedrock.

Vs Vp 1Y
Layer
(m/s) | (m/s) | (kg/m?)
1 200 | 1500 2100
2 350 | 1800 2200
3 650 | 2500 2200
Bedrock | 2600 | 4500 2600

Figure 19. Material parameters of the 3-D model of the Mygdonian basin.

etal.2009). Fig. 21 shows the envelope and phase GOFs for the middle and vertical receiver profiles. Recall that GOF = 10 means the perfect
agreement. The seismograms obtained using the 3-D TE-2-4-2-4-SG scheme with a 7 m grid spacing are in a very good agreement with the
reference SEM seismograms. We can see that with a coarser 10 m grid spacing the better result, in terms of the phase GOFs, is obtained using
the 3-D TE-DRP-2-2-2-4-SG scheme. Though the envelope GOF is not improved, improvement in the phase GOF is considerable. In other
wavefields, it is possible that both the envelope and phase GOFs can be improved due to application of the TE-DRP-2-2-2-4-SG scheme. The
main aspect of this is that a possible improvement does not require any additional computational load.
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Figure 20. The envelope and phase GOFs (goodness-of-fit) between the reference SEM seismograms and three FDM seismograms along the western, central
and eastern receiver profiles. (Note that GOF = 10 means the perfect agreement.)

8 CONCLUSIONS

We addressed the problem of the FD approximations of the VS formulation of the equation of motion and constitutive law on two fundamental
types of grids: SG and CG. In a general 3-D problem, the two grids may be considered extreme cases (in terms of distribution of field
variables and approximation of derivatives) of the set of four grids—staggered, partly staggered, Lebedev and collocated. In a 1-D problem,
the staggered, partly staggered and Lebedev grids coincide.

For approximating the first spatial and temporal derivatives, we used three approaches—TE, DRP, and combined TE-DRP. The TE and
DRP criterion represents two fundamental extreme approaches. In the TE approach, the spatial and temporal derivatives are approximated
in the same formal mathematical way using truncated TE. Quality or accuracy of approximation is quantified by the order of truncation. In
the DRP approach, approximation of the spatial derivative is based on minimization of difference between true and numerical wavenumbers.
Approximation of the temporal derivative is based on minimization of difference between true and numerical frequencies. In the TE sense,
the DRP approximations are Oth-order accurate. The combined TE-DRP approach gives an approximation with order of accuracy larger than
zero and partial application of the DRP criterion.

In this article we

(1) derived original useful formulae for the DRP and TE-DRP approximations of the spatial and temporal derivatives on the SG and CG,
(2) analysed accuracy of the numerical wavenumbers and numerical frequencies of the basic TE, DRP and TE-DRP approximations,

(3) applied the approximations for finding 3 TE, 3 DRP and 2 TE-DRP basic FD schemes on the CG,

(4) applied the approximations for finding 2 TE, 2 DRP and 2 TE-DRP basic FD schemes on the SG,

(5) performed systematic numerical comparison of the 14 FD schemes in a homogeneous medium,

(6) analysed stability and grid dispersion of the two best schemes in 1-D and 3-D,

(7) performed 3-D numerical tests.
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Figure 21. The envelope and phase GOFs (goodness-of-fit) between the reference SEM seismograms and three FDM seismograms along the middle and
vertical receiver profiles.

We have found that

(1) for a fixed number of grid points the use of the DRP criterion, as compared to the TE approach, increases the acceptable range of kAx
in approximating the spatial derivative on both the SG and CG,

(2) for a fixed number of time levels the use of the DRP criterion, as compared to the TE approach, increases the acceptable range of w At
in approximating the temporal derivative on both the SG and CG,

(3) the use of the SG, as compared to the CG, increases acceptable range of kAx in approximating the spatial derivative,

(4) the use of the staggered-grid, as compared to the collocated-grid, increases acceptable range of w At in approximating the temporal
derivative,

(5) TE-2-4-2-4-SG scheme, that is, TE second-order in time, TE fourth-order in space, 2-point in time (Mtiye = —Ntime = 1/2), 4-point in
space (Mspace = —Nspace = 3/2) is the best scheme for large fractions of the maximum possible time step, or, in other words, in a homogeneous
medium,

(6) TE-DRP-2-2-2-4-SG scheme, that is, TE second-order in time, combined TE-DRP second-order in space, 2-point in time
(Mrtime = —Nrtime = 1/2), 4-point in space (Mgpace = —Nspace = 3/2) With a_;, and a, being free parameters, is the best scheme for
small fractions of the maximum possible time step, or, in other words, in models with large velocity contrasts if uniform spatial grid spacing
and time step are used.

In practical simulations, we should adjust the choice of a FD scheme to a model. In a model in which the actual value of the stability
ratio in sediments is considerably smaller than that in the underlying rock, we should use TE-DRP-2-2-2-4-SG if we do not want to use
considerably denser spatial sampling than it is usual (in numerical modelling of earthquake ground motion using the (2,4) staggered-grid FD
scheme, that is TE-2-4-2-4-SG, modellers usually apply 6 grid spacings per wavelength). TE-DRP-2-2-2-4-SG differs from TE-2-4-2-4-SG
only in values of coefficients. This means, that in computer codes based on scheme TE-2-4-2-4-SG it is enough to redefine the values of the
approximation coefficients.
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APPENDIX A

An example of calculation of coefficients using the TE-DRP combination for approximating a spatial derivative on the
collocated grid:

Recall eq. (4):

af 1 <
S~ E/:ZNa,f(x—l—ij). (Al)
Consider N = —2, M = 3, and a_, and a; as free parameters. This means that eq. (6) should be satisfied forr = 0, ..., 3. Consequently,
approximation (4) is accurate up to order (Ax)>. According to eq. (6)
3

Y jay=8, r=0,...3 (A2)
j=—2
that is,

(=2)%a_s + (=1)’a_; + (0)°ay + (1)°a; + (2)°a + (3)’a; = 0
(=2)'as +(=D'a_y +(0)'ag+ (1)'a; +(2)'ar + (3)'a; = 1
(=2)’a_> + (=1)’a_; + (0Vay + (1)’a; + (2)°az + (3)’a; = 0
(=2)a_s + (=1)’a_; + (0V’ap + (1)’a; + (2)’as + (3)’a; = 0. (A3)

The two free parameters have the role to minimize error (10) in order to make the numerical and true wavenumbers as close as possible.
Therefore, two equations should be satisfied according to eq. (16)

3
> Gyaj=d,.s=-22. (A4)

j=—2

That is,
Gy ar,+G a1 +G hoa0+Ggia1+ G mpay+ G hza3 =d_,,
Gz.,zafz + Gz’,la,l + Gz,o(lo + G2,1(11 + Gz.zaz + G2’3a3 = dz. (AS)

Coefficients G; are calculated according to eq. (17). Combination of eqs (A3) and (AS5) gives a system of linear equations for calculating
unknown coefficients a;.

APPENDIX B

Using two alternative approaches for approximating temporal derivative on the collocated grid

Consider, for example, equation

d a
o = c‘—f. B1)
ot 0x
Recall eqgs (21) and (23) for approximating temporal derivatives with two alternative approaches, respectively:
L/ %
f(t—f—At)—f(t)%AzZﬂjE(t—jAt) (B2)
j=0
and
M=1
af 1
—)~ — b, f(t + jAr). B3
Q) At;jf(ﬂ ) (B3)
Recall eq. (4) for approximating spatial derivatives
M
af 1 .

J=N

Approximate eq. (B1) with the first approach. Define

3
L(t,x) = 8—]:(t,x). (B3)
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Use definition (B5) and approximate the spatial derivative on the r.h.s. of eq. (B1) using eq. (B4):

Mspace
c .
Lit,x) = — | > a; ft.x + jAx). (B6)
Jj=Nspace
Applying eq. (B2) in (B5) we obtain

MTime

S+ Atx)— f(t.x) = At Yy B, L(t — jAt,x). (B7)
j=0
Hence, by using the first approach of approximating temporal derivate, we can approximate eq. (B1) using eqs (B6) and (B7).
Application of the second approach for approximating temporal derivative, eq. (B3), and eq. (B4) for approximating spatial derivative
to eq. (B1) leads to

Mrime=1 Mspace

1 . c .

EJNZ bjf(t—l—jAt,x):Ej% a; f(t,x + jAx) (B8)
=NTime ={VSpace

and eventually to

Mspace MTime=0
c At . .
f(t—|—At,x)=blej NES ajf(t,x—|—]Ax)—b—1j NE b; f(t + jAt, x). (B9)
=Nspace =NTime

APPENDIX C

y=At/Ax,B;=1/p;

TE-2-2-3-3-CG:

V[m+l — V[m—l +B1 y (_Tlm_l + "

7)) 4 2At BiF)!

TP = TP+ oy (Vi + Vi) (€
TE-2-4-3-5-CG:

1
=+ EBI v (T7y = 8T7L + 8174, — T/,,) +2At B/ F)'

- 1 m m m m
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