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1. Introduction

The large use of composite materials and shell structural members with complex
geometries in technologies related to various branches of engineering, has gained in-
creased attention from scientists and engineers for the development of even more refined
approaches, to investigate their mechanical behavior. It is well known that composite
materials are able to provide higher values of strength stiffness, and thermal properties,
together with conferring reduced weight, which can affect the mechanical behavior of
beams, plates, and shells, in terms of static response, vibrations, and buckling loads. At the
same time, enhanced structures made of composite materials can feature internal length
scales and non-local behaviors, with great sensitivity to different staking sequences, ply
orientations, agglomeration of nanoparticles, volume fractions of constituents, and porosity
levels, among others. In addition to fiber-reinforced composites and laminates, increased
attention has been paid in literature to the study of innovative components such as func-
tionally graded materials (FGMs), carbon nanotubes (CNTs), graphene nanoplatelets, and
smart constituents. Some examples of smart applications involve large stroke smart actu-
ators, piezoelectric sensors, shape memory alloys, magnetostrictive and electrostrictive
materials, as well as auxetic components and angle-tow laminates. These constituents
can be included in the lamination schemes of smart structures to control and monitor the
vibrational behavior or the static deflection of several composites. The development of
advanced theoretical and computational models for composite materials and structures is a
subject of active research and this is explored here for different complex systems, including
their static, dynamic, and buckling responses; fracture mechanics at different scales; as well
as the adhesion, cohesion, and delamination of materials and interfaces.

2. Enhanced Theoretical and Computational Formulations

In a context where an increased theoretical /computational demand is usually re-
quired to solve solid mechanics problems, this Special Issue has collected 11 papers on
the application of high-performing computational strategies and enhanced theoretical
formulations to solve different static and/or dynamic problems, for different engineering
applications also in coupled conditions. A wide variety of examples and topics is con-
sidered, with highly useful insights both from a scientific and design perspective. More
specifically, the first paper, authored by M.H. Jalaei, R. Dimitri and F. Tornabene, combines
the Hamilton’s variational principle and the Eringen’s constitutive model to study the
dynamic stability of orthotropic temperature-dependent single-layered graphene sheets
embedded in a temperature-dependent elastomeric medium and subjected to a biaxial
oscillating loading in thermal environment [1]. These nanostructures are largely adopted
as important components in various highly technological industries, such as nanoactuators,
nanoresonators, nanosensors, and nanocomposites, such that non-classical continuum ap-
proaches are usually required for an accurate analysis of results, especially for complicated
coupled problems.
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In the second work by K.J. Huang et al. [2], the authors develop an efficient theoretical
approach to investigate the nonlocal and size-dependent (NLSD) effects on the dielectric
response of plasmonic nanostructures that incorporate the spatially local, nonlocal, size
and even analogous quantum-size responses of the material. On the other hand, unlike
traditional engineering structural problems, the design of micro-electromechanical sys-
tems (MEMS) usually involves microstructures, novel materials, and extreme operating
conditions, where multi-source uncertainties usually exist. In such a context, the work by
Z. Huang et al. [3] develops an evidence-theory-based robustness optimization method
for a robust design of MEMS, including a micro-force sensor, an image sensor, and a
capacitive accelerometer of practical interest. Another application is represented by mi-
crofluidic devices, for which an analytical and practical method is efficiently proposed
in the work by U. Tuzun [4] to study the Brownian motion in nanoparticle suspensions,
as used in a variety of applications involving the transport of reagents and products to
and from structured material surfaces. Among geotechnical engineering applications,
the work authored by H. Sun and W. Sun [5] provides a useful finite element study for
an effective measurement of safety and serviceability of existing metro tunnels during
adjacent excavation, in lieu of centrifuge model tests, analytical or semi-analytical meth-
ods, or a more expensive in-situ monitoring. In the further work by Y. Zhu et al. [6], a
quantitative evaluation of the solid displacement induced by a ground loss and shield
machine mechanical effect is provided in metro tunnel constructions, based on an elastic
half-space Mindlin model. The proportion of stratum displacement caused by each factor
was quantitatively analyzed in this work, as a valid guidance for the stratum displacement
calculation of shield tunneling in the future. A novel method is also proposed by X. Tan,
H. Zhang et al. [7] to define the three-dimensional Greenfield stratum movements caused
by a shield tunnel construction, where an elastic half-space model of mirror-sink method
is combined with a modified analytical approach to give a useful design tool for under-
ground engineering constructions. An efficient numerical model is, instead, established
by H. Sun et al. [8] to compute the tunnel deformation caused by a circular excavation,
while adopting a hypoplasticity nonlinear constitutive model, able to account for path-and
strain-dependent soil stiffnesses even at small strains. This method is useful for practical
engineering soil-structure problems. The extensive use of composite materials and struc-
tures in many engineering applications with complex microstructure and manufacturing
processes, requires a thorough attention to their mechanical performances, such as the
structural deflection damage and load capacity [9-12], as well as the buckling and dynamic
behavior [13-18], along with possible related uncertainties and stochastic variations. In
this setting, the work authored by S. Zhang and X. Chen [19] provides a stochastic natural
frequency analysis of typical composite structures with micro-scale (constituent-scale) and
meso-scale (ply-scale) uncertainties, based on Monte-Carlo simulations and the response
surface method. Another numerical model is proposed by S. Shahbazi et al. [20] to analyze
the non-linear time-history of different structural members under the simultaneous effects
of far- and near-field earthquakes, as useful for design computational tools. The last work,
authored by A. Pavlovic, et al. [21] finally proposes a finite element study of the mechanical
behavior of palletized products and polyethylene terephthalate bottles, partially filled with
liquid under compressive stress conditions, as commonly occurs during a transportation
process. In this last case, an accurate computational prediction of the transport-related
integrity risks of bottles is desirable in order to avoid any kind of instability and damage
phenomena within commercial products, with a clear economical repercussion.

3. Future Developments

Although this Special Issue has been closed, further developments on the theoretical
and computational modeling of enhanced structures and composite materials are expected,
including their static, dynamic, and buckling responses; fracture mechanics at different
scales; as well as the adhesion, cohesion, and delamination of materials and interfaces, as
useful for many industrial applications.
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Abstract: This work applies the first-order shear deformation theory (FSDT) to study the dynamic
stability of orthotropic temperature-dependent single-layered graphene sheet (SLGS) embedded
in a temperature-dependent elastomeric medium and subjected to a biaxial oscillating loading in
a thermal environment. Possible thermal effects are considered in the size-dependent governing
equations of the problem. These last ones are derived by means of the Hamilton's variational principle
combined with the Eringen’s differential constitutive model. Navier’s solution as well as Bolotin’s
approach are applied to obtain the dynamic instability region (DIR) of the graphene sheet. Thus,
a parametric study is carried out to explore the sensitivity of the DIR of the graphene sheet to the
temperature variation, the static load factor, the aspect ratio, the foundation type, and the nonlocal
parameter (NP). Results indicate that the dimensionless pulsation frequency reduces for increasing
values of temperature and NP, whereas the size effect becomes even more pronounced for increasing
temperatures. In addition, the adoption of temperature-dependent mechanical properties, rather
than independent ones, yields a global shift of the DIR to smaller pulsating frequencies. This proves
the relevance of the temperature-dependent mechanical properties to obtain reliable results, in a
physical sense.

Keywords: dynamic stability; elastomeric foundation; Eringen’s differential constitutive model;
graphene sheet; temperature-dependent properties

1. Introduction

Among nanostructures, graphene sheets have increased the interest of the scientific community,
owing to their astonishing thermal, chemical, electrical, and mechanical properties. Due to the
distinguishing features, theses nanostructures have been adopted as important components in various
high technology industries such as nanoactuators, nanoresonators, nanosensors, and nanocomposites.

In order to investigate the mechanical characteristics of micro/nano-scale structures accurately, the
small-scale effects should be considered. It has been recognized that the main properties of materials
and structures at micro/nano-scale are size-dependent and differ significantly from their behavior at
larger scales. Hence, non-classical continuum mechanics such as couple stress theory (CST), nonlocal
strain gradient theory (NSGT), and nonlocal elasticity theory (NET) have been applied by the scientific
community to analyze the mechanical behavior of micro/nanomaterials due to the difficulties in
experimental investigations at the nanoscale and the high computational costs of molecular dynamics
(MD) simulations.

Appl. Sci. 2019, 9, 887; doi:10.3390/app9050887 5 www.mdpi.com/journal/applsci
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Among these theories, the NET introduced by Eringen [1] has been broadly employed in
order to include the size effects on the static and dynamic analyses of nanomaterials. For example,
Murmu et al. [2] investigated the in-plane magnetic field effect on the vibration of a magnetically
sensitive single-layered graphene sheet (SLGS) resting on an elastic foundation via the NET in
conjunction with Kirchhoff plate theory. Wang et al. [3] presented an analytical solution for the
nonlinear vibration behavior of viscoelastic double layered nanoplates. The problem was tackled
through the Kirchhoff plate theory and the multiple scales method. Karlici¢ et al. [4] performed the
nonlinear vibration and dynamic instability of single-walled carbon nanotubes (SWCNTs) resting on
a Kelvin-Voigt viscoelastic medium under magnetic field using NET and the Euler-Bernoulli beam
theory (EBT). Arani and Jalaei [5] employed the Fourier-Laplace transformation method as well as
the sinusoidal shear deformation theory (SSDT) to examine the longitudinal magnetic field effect
on the transient behavior of a viscoelastic simply-supported orthotropic nanoplate embedded on a
visco-Pasternak medium. Kolahchi et al. [6] studied the dynamic buckling of embedded viscoelastic
laminated nanoplates on the basis of NET in conjunction with refined zigzag theory. Jalaei et al. [7]
studied the dynamic stability of a viscoelastic graphene sheet embedded on viscose matrix with
various boundary conditions according to the FSDT and NET by means of the Ritz technique and
the Bolotin’s approach. Most recently, Huang et al. [8] applied an analytical solution to perform the
dynamic stability of nanobeams exposed to an axially oscillating loading on the basis of the NET
and EBT. Additionally, several works in literature have utilized the NET for the study of buckling,
bending, vibration, and wave propagation problems of nanobeams/rods [9-12], nanoshells [13-15],
and nanoplates [16-22].

It is recognized that in practical applications, nanostructures or nano reinforced composites
often work in environmental conditions. Hence, the mechanical response of these structures at
different environmental conditions has been a great subject of investigation among the scientific
community. In this regard, Malekzadeh et al. [23] investigated the thermal buckling behavior of
arbitrary straight-sided quadrilateral orthotropic nanoplates resting on Pasternak foundation by means
of the nonlocal Kirchhoff plate theory and differential quadrature method (DQM). Ansari et al. [24]
applied the NET within the framework of the EBT and the Timoshenko beam theory (TBT) to examine
the dynamic stability of embedded SWCNTs in a thermal environment. In line with the previous works,
Karli¢i¢ et al. [25] analyzed the thermal vibration and buckling behavior of the embedded multi-layered
graphene sheets (MLGSs) according to the NET and Kirchhoff-Love plate theory. Sobhy [26] applied
state-space concept to carry out the static bending of Levy-type nanoplates subjected to hygrothermal
and mechanical loads based on the NET in conjunction with two-variable plate theory. A DQM
numerical approach was applied by Ebrahimi and Hosseini [27] to investigate the nonlinear vibration
behavior of bilayer viscoelastic nanoplates in a thermal environment. Ansari and Gholami [28] studied
the dynamic instability of multi-walled carbon nanotubes (MWCNTs) embedded on a Winkler medium
including thermal effects, while applying a nonlocal TBT. The governing equations were solved via
generalized DQM in conjunction with Bolotin’s approach. Wu et al. [29] employed DQM and Bolotin’s
approach to explore the dynamic instability behavior of functionally graded graphene-reinforced
nanocomposite plates under an axially oscillating loading and uniform temperature variation according
to the FSDT. Jouneghani et al. [30] employed NET to study the bending characteristics of porous
functionally-graded (FG) Timoshenko nanobeams exposed to hygro-thermo-mechanical loads. Further
valuable research of nanostructures in a thermal environment can be found in [31-34].

Despite many works in literature have focused on the dynamic stability of nanobeams subjected
to a thermal loading, there is a general lack of works focusing on the dynamic stability of nanoplates
such as graphene sheets in a thermal environment. In most cases, the study of the thermal sensitivity
of mechanical behavior of a SLGS is associated with temperature-independent material properties,
whereas the experimental outcomes and MD-based simulations have proved the dependence of
nanomaterial properties to temperature.
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Hence, we propose a numerical study on the dynamic stability of a temperature-dependent SLGS
embedded in a temperature-dependent elastomeric medium and subjected to a thermo-mechanical
loading. This represents the key point of the present investigation, where the governing equations
of motion are derived according to the FSDT in conjunction with the NET. These equations are then
converted into a Mathieu-Hill type equation via the Navier’s method, while obtaining the principle
unstable region through the application of the Bolotin’s method. A large systematic investigation
evaluates the influences of the nonlocal parameter (NP), aspect ratio, temperature variation, foundation
type, and static load factor on the dynamic instability region (DIR) of an orthotropic SLGS, as useful in
design of nano electro-mechanical systems and micro electro-mechanical systems (NEMS/MEMS).

2. Basic Formulation

A temperature-dependent SLGS is here studied, with length a, width b, and thickness & subjected
to a biaxial periodic compressive loading in a thermal environment (Figure 1). The graphene sheet
rests on an elastomeric temperature-dependent foundation, which is described by means of the spring
constant k;, and the shear layer parameter k,. Among many possibilities of selecting the plate theory
and solution methodology, in this work we select a FSDT, while considering possible shear effects
on the structural response of the SLGS despite their atomic dimensions, as already demonstrated
in [35]. The selected FSDT is here combined to the NET, whose basic notions are provided in the
following overview.

Thermal envirenment P(ry=P;+P, cos x|

Figure 1. Configuration of the single-layered graphene sheet (SLGS) resting on an elastomeric
foundation and subjected to a biaxial periodic compressive loading in a thermal environment.

2.1. Overview of NET

The NET introduced by Eringen [1], unlike the classical elasticity theory, states the stress tensor as
a nonlocal function of the strain for the whole points in the domain. Hence, for a linear homogenous
body, the nonlocal stress tensor at a point x is given as:

Uij”l(x) = /va (Jx=«"|,7) Uij’dV(x’), Vxe V 1)

where U'I-n-l is the nonlocal stress, (71-1- is the local stress tensors, a(]x — x'|, 7) stands for the nonlocal
kernel function. Additionally, T is defined as T = epa/I, where a and [ represent the internal and
external characteristic lengths, respectively, and the constant ey is introduced for adjusting the model
according to experimental data or MD simulations. The differential constitutive form of Equation (1)
can be written as follows [1,25], including the thermal effects, namely:

(1 - HVZ)UZ}I =0} = Ciju(ew — auAT) V2 = 9*/ax* + 97/, 2)
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In Equation (2), it = (eol )? denotes the NP, a;j is the thermal expansion coefficient, AT = T — T
is the temperature variation with respect to the reference temperature Ty. In addition, ¢;; indicates the
strain tensor and C;j; describes the fourth-order stiffness tensor.

Based on Equation (2), the constitutive relations based on the NET for the orthotropic nanoplate
in thermal environment reads as follows:

nl nl

Oxx Oxx Cii Cp2 0 0 0 exx — Axx AT

oy oy Cn Cp 0 0 O ey — ayyAT

o AR = 0 0 Cu O O Yyz . (3)
U';lzl o—gzl 0 0 0 Css 0 Yxz

ol ol 0 0 0 0 Ce Vay

in which the elastic constants of orthotropic materials can be determined by

Cn=20 cp=wkd o, BO Ca = Go3(T), Cs5=Gi3(T), Cee = Gra(T). (4)

T—v1pv Viato1 T I-vpvy

2.2. Strain Displacement Relationships

In what follows we apply the FSDT to formulate the governing equations of the problem, while
including the thickness shear deformations and rotary effects. Thus, the displacement components
associated to mid-surface (g, vo, wp), transverse normal rotations (¢, ¢,), and the displacement of an
arbitrary point (u,v,w) are related as [36]

u(x,y,z,t) = ug(x,y,t) + z¢x(x,y, 1),
o(x,y,2,t) = vo(x,y,t) + z¢y (%, y, 1), ®)
w(x,y,zt) =wo(x,y,t),

in which ¢ was the time variable. The nonzero normal and transverse shear strains of the FSDT can be

derived by
c 0 0
" xg Xlx Yyz 'Y;z)
gy 0= e () ey (o yiz o ( ©)
Yx (0) 1) Tz
Y Yy Ty
where
(0) dug (1) 9
€ F € 0. P}
ch) — aaUYU chx) — ﬁ 7;3) Pyt wo 7)
N an Yo [ L) eV [ LAY Prt a‘”" '
Txy 0 +3 0 Txy aiyx + Txy

3. Energy Method

3.1. Kinetic Energy

The kinetic energy for the nanoplate can be computed as

=40 () (3 () o
()T () (0)) v (%) + (%) () + (3)7) Jaa

where p denotes the density of the orthotropic graphene sheet and I; refers to the mass inertias
defined by

®)

h/2 ;
p/ (i=01,2). )

h/2
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3.2. Strain Energy
The strain energy for the nanoplate could be obtained as
h/2
=5 / / h/2 (Oxxexx + Tyyyy + KsOxzyxz + KsOyzyyz + ny’ny)dAdl (10)
1

In the above equation, K stands for the shear correction factor that is here set to 5/6, as typically
assumed in the literature for nanoplates and single-layer graphene sheets [20].
The combination of Equations (6), (7), and (10) yields

v= %}{ <N"X 5o+ Mux £ 4 Ny 50 + My, 2 kD +ny(a”° + 3”0)

+Mw(a¢x+3¢y)+sz<% +¢x>+Qyz<awO +¢y>>

Nug 7/% al )1 _ _
{Maﬁ} 7% T dz a=xy B=xy (12)

"

Qu=K [, aldz a=xy. (13)

2

n

where

Ny denotes the resultant force, Mg describes the resultant moment, and Q,, indicates the
resultant shear force.

By substitution of Equations (3), (6), and (7) into Equations (12) and (13), the stress resultant-
displacement relations are determined as

— MVZ( x) = A11 9ug + A1 avo NIX ,

—uVZ(Nyy) = Aua" +A22%7ny, (14)

— UV (Nyy) = Aee(a”" + 8110)
Mux = pV?(Myx) = Du1 53 % 1 Dy a% - ML,
Myy — pV2(Myy) = D15 a% +Dn a(pyy Myy , (15)
My ~1500) ~ s+ 2

Qe = V(@) = Jua 9+ 57 ) (16)
(

Qxz VVZ Qxz) = J55 (‘Pv + aa%)

More specifically, the extensional stiffness A;;, the bending stiffness D;;, and the shear stiffness J;;
of the SLGS, are given as

.h/z 2 . .
(Ayj, Dyj) = /41/2 Cy(1, 22)dz G, j=1,26), (17)
h/2 .
Ji=Ksf | Cidz= KhCy  (i=45). (18)

Additionally, (NXTX, NL) and (ML, MyTy) denote the thermally induced forces and moments due
to a uniform temperature variation, respectively, determined by

N, /]71 Anaqy + Appao
- AT dz, (19
{ Ny, -4 A1 + Apan )

2
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MT 5 A A
ol /2 11411 + A12622 AT 2 dz. 20)
My, b Appary + Axax

3.3. External Work

The external work done due to the temperature-dependent elastomeric medium and axially
oscillating loading could be expressed as

9%w, 92wy Pwy  9%wy
-5 / ( Py~ P K +ky <W+ o )) wodA, 1)

where Pyy = Py, = P denotes the axial dynamic forces. Additionally, the elastomeric foundation
stiffness k;, could be obtained as [37]
_ Eo

kp=—2 15— (2924691 +5 —271)|, 22
4a(17v§)(27c1)2{ (203 + 671 +5) exp(~211)] (22)

where i E
v
= 2 ), ==, Ep=-—2_, =
(Mm+2)exp(=m1), m 2 0 = Vo
while E;, vs and H, stand for the Young’s modulus, Poisson’s ratio, and depth of the foundation,
respectively. In this research, Es is supposed to be temperature-dependent, whereas v; is kept constant.

— 23)

4. Motion Equations

Hamilton’s variational principle has been utilized in order to determine the equilibrium equations
of nanoplate. Accordingly, one may write

t
/ (6U + 8V — 6K)dt = 0. (24)
0

Inserting Equations (8), (11) and (21) into Equation (24) yields the following equations of motion

BNxx any a Uup az(]’x
=lhy—+6h
dx dy o T e

(51/[0 . (25)

0Ny ANy, %0
dvg : Fy” + W = IOW + I —5~ (26)

(SWO N aQ“ + aQ/Z (Pxx + NxTx) 3;% - (Pyy —+ NT ) i wn — kwLUO + kp <aa;°2’0 + g w()) = 10 B;;gg 7 (27)
My, OMyy CPuy |, Py

(Sfpx . ox + a]/ —Qu=h—5 of2 +15h o2 (28)
. OMyy, E)MW Py 92 by

Oy o % —Qp=h=y at2 +heg (9)

Finally, by substituting Equations (14)-(16) into Equations (25)-(29), the nonlocal governing
equations of orthotropic graphene sheet resting on an elastomeric medium including the thermal effect
can be determined as follows:

%u, %0y 0%u 0%u 92
A11<W20> + (A12+A66)(a ay> +A66(W2°> + (PWQ)[ I 720 - ag" =0, (30

10
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82 827}0 327}0 2 827}0 a (Py
(A12 + Ags) (8 By) + Age (W) + A <87y2> + (1 —uv ) —lo=> Pyl Il atay =0, @D
) . 2 3
J55 (aaffz“ +% ) +]44<aa% + %)

L) —kwwo +kyp (a;;go + a/ ) (Pex + N,(Tx) ~ o (32)
= (P NG )~ o '

2y 02 Rp, | 0%
u(5#) + Da( 38) + (58 + 5 ) 1ol 4

: )
+(1-pv?) (~n%8 - 1 aj;) =0,
2 2
Dlz( ) +D22< ) +D66<37g; +%> —]44<aw° +¢y)
, (34)
+ (u;ﬁ)(m% —Izaaf;”> ~0.

5. Solution Procedure

The governing differential equations are solved analytically via Navier’s approach for
simply-supported graphene sheet in this research. According to the selected approach, the mid-plane
displacement and rotation field are solved by means of the Fourier series as

ug(x,y,t) = Y Y Upn(t) cos(ax) sin(By) , (35)
m=1n=1
vo(x,y,t) =Y, Y. Viun(t)sin(ax) cos(By), (36)
m=1 n=1
wo(x,y,t) = Y Y Win(t)sin(ax) sin(By), (37)
m=1 n=1
(v, y,t) = Y Y Xyun(t) cos(ax) sin(By), (38)
m=1n=1
Pu(x, 9,8 = Y. Y Yiuu(t)sin(ax) cos(By), (39)
m=1n=1
wherea = ™% B ="7T and m is the half wave number in the x direction and 7 is the half wave
a b

number in the y direction.
Finally, substituting Equations (35)-(39) into Equations (30)-(34), leads to the following matrix
form, namely

Mc.;.l + (K — P(t)Kg)d = 0, (40)

inwhichd={U V W X Y}T denotes the displacement vector. Additionally, M refers to the
mass, K, describes the stiffness, and K¢ stands for the geometric stiffness matrices.
We consider a periodic compressive load which includes a static and dynamic part, as follows:

P(t) = Ps + P;cos(wt) = aPy + PP cos(wt). (41)
Here, P; refers to the static force component and P, indicates the dynamic force component, P,

shows the static buckling load and w describes the pulsation frequency. Additionally, « is the static
load factor and p is the dynamic load factor. The substitution of Equation (41) into Equation (40) read

Md + (K — (a + Beos(wt)) P Kg)d = 0. (42)

11
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Equation (42) is a Mathieu-Hill type equation discussing the dynamic instability behavior of
graphene sheet under a periodic compressive load. The Bolotin’s method [38] is employed to determine
the boundaries of the DIR. Based on this method, the displacement vector of d can be written in the
following series with period 2T as

d= ag sin
k=13,...

kwt
2

kwt
+ by cos 7;} , (43)

in which a; and by denote arbitrary constant vectors. On the basis of Bolotin’s approach [38], the first
approximation with k = 1 could be used to compute the instability boundary. In this case, by setting
Equation (43) into Equation (42) and considering a null value for the coefficients of the harmonic
functions and the sum of the constant terms to zero, we get to the following relation:

2
‘(KL—PC,<0¢:I:§>KG—M%>‘:O. (44)

At the end, we can compute the critical static buckling load, assuming 8 = w = 0. On the basis
of the eigenvalue problem, the variation of w versus B can be plotted as instability regions of the
nanoplate to the periodic load including thermal effect.

6. Numerical Examples

This section is devoted to the numerical study on the dynamic instability of orthotropic
temperature-dependent SLGS resting on temperature-dependent elastomeric foundation undergoing
biaxial oscillating loading in a thermal environment. Here, two types of zigzag SLGSs are considered
with two different values of aspect ratio. The material properties of the SLGS are highly dependent
to the temperature. Shen et al. [39] performed a MD simulation to evaluate these properties at three
different temperatures, as listed in Table 1. In addition, a polydimethylsiloxane (PDMS) is here selected
for the elastomeric foundation, while assuming the following material properties: a Poisson’s ratio
vs = 0.48 and a Young’s modulus Es; = (3.22 — 0.0034T) GPa, where T = Ty + AT and Ty = 300 K
refers to the room temperature [37].

Table 1. Thermo-mechanical properties of the material [39].

(K) E; (TPa) E, (TPa)  Gp, (TPa) V12 w11 (107%/K) & (107 °/K)
Zigzag sheet I: a = 4.855 nm, b = 4.888 nm, /1 = 0.154 nm

300 1.987 1.974 0.857 0.205 2.1 19

500 1.974 1.968 0.870 0.205 2.3 2.0

700 1.961 1.948 0.870 0.205 24 21
Zigzag sheet 1I: a = 9.496 nm, b = 4.877 nm, h = 0.145 nm

300 2.145 2.097 0.938 0.223 17 15

500 2.103 2.055 0.959 0.223 2.0 1.7

700 2.069 2.014 0.959 0.223 2.1 2.0

6.1. Validation of Results

A preliminary validation of the proposed mathematical formulation is performed against some
results available in literature, see Tables 2 and 3. More specifically, Table 2 summarizes the results
in terms of dimensionless natural frequencies for a simply-supported square graphene sheet, as
computed by the present method, against predictions by Sobhy [40] based on SSDT, and or those ones
by Ebrahimi and Barati [41] according to the higher-order refined plate theory and the DQM approach.
A parametric investigation analyzes the variation of the NPs and foundation constants. The outcomes
in Table 2 clearly show that the natural frequencies gradually decrease for an increased value of u
and increased for increasing values of Ky and Kp. The very good agreement between our results
and predictions from literature, clearly confirms the reliability of the present approach to capture the

12
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response of the problem, where few negligible differences are only related to the different selected
solution methodology and plate theory.

Table 2. Dimensionless natural frequencies of the square graphene sheet for different nonlocal and
foundation parameters (a/h = 10).

Ebrahimi and

# (nm?) Kw Kp Sobhy [40] Barati [41] Present  Error (%)
0 0 0 1.93861 1.93861 1.93851 0.0051
100 0 2.18396 2.18396 2.18386 0.0045
100 20 2.96017 - 2.96010 0.0023
1 0 0 1.17816 1.17816 1.17809 0.0059
100 0 1.54903 1.54903 1.54898 0.0032
100 20 2.52831 - 2.52827 0.0015
2 0 0 0.92261 0.92261 0.92257 0.0043
100 0 1.36479 1.36479 1.36475 0.0029
100 20 2.41979 - 2.41976 0.0012
3 0 0 0.78347 0.78347 0.78343 0.0051
100 0 1.27485 1.27485 1.27482 0.0023
100 20 2.37020 - 2.37018 0.0008

Table 3. Comparative evlauation of the critical buckling load (nN/nm) for isotropic square graphene
sheet under biaxial compression loads.

a (nm) MD Results [42] DQM [43] FSM [19] Present
499 1.0837 1.0749 - 1.0711
8.08 0.6536 0.6523 0.6592 0.6514
10.77 0.4331 0.4356 0.4387 0.4353
14.65 0.2609 0.2645 0.2656 0.2643
18.51 0.1714 0.1751 0.1757 0.1751
26.22 0.0889 0.0917 0.0918 0.0917
33.85 0.0554 0.0561 0.0562 0.0561
37.81 0.0449 0.0453 0.0453 0.0452
45.66 0.0315 0.0313 0.0313 0.0313

As another attempt for validation, we compute the critical buckling loads for isotropic square
graphene sheet under biaxial load with different lengths, whose results are summarized and compared
in Table 3 with the ones based on an MD approach [42], a DQM approach [43], or a refined strip method
(RFSM) [19]. The gradual increase of the geometrical dimension a yields a meaningful reduction of the
critical loading, whereas the very good agreement between our results and those reported in literature,
confirms once again the accuracy of the proposed method.

6.2. Parametric Studies and Discussions

In the following examples, the DIR is traced as a dimensionless excitation frequency
Q = wb?\/ph/Dy; inwhich Dy; = E1h®/12(1 — vya15;) against the dynamic load factor B. It was
supposed, unless otherwise explained, that a/b = 1 (zigzag sheet I) and = 0.5 nm?.

Figure 2 investigates the influence of the temperature change on the dynamic instability of
orthotropic graphene sheet without elastomeric foundation. As clearly visible in Figure 2, an increase
in temperature change reduces the excitation frequencies and shifts the origins of the DIR to the left
side and also decreases gradually its width. The temperature rise leads to an increased compressive
prestress in the graphene sheet, thus weakening the nanoplate stiffness.

13
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Figure 2. Temperature variation effect on the dynamic instability region (DIR) of the graphene sheet
without elastomeric foundation.

As mentioned before, in this study we analyze the effect of the temperature on the mechanical
properties of both the nanostructure and elastic foundation. Thus, Figure 3a,b plot the DIR of the SLGS
resting on the elastomeric foundation under the twofold assumption of temperature-independent and
temperature-dependent material properties. A comparative evaluation of the results is illustrated
in Figure 3a,b, for two different values of temperature, i.e., T = 500 K and T = 700 K, respectively.
As visible in Figure 3a,b, when temperature-dependent properties are used, the origins of the instability
regions occur at smaller excitation frequencies. The difference between the two cases becomes even
more pronounced as the temperature is enhanced. This means that it is significant to account for the
effect of temperature on the material properties in order to obtain more reliable results.
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(a) T=500K (b) T=700K

Figure 3. Comparison between the DIR of SLGS resting on the elastomeric foundation for constant and
temperature-dependent properties.

The surrounding elastic foundation effect on the DIR of SLGS is displayed in Figure 4a,b, for
T =300K and T =700 K, respectively. As visible in Figure 4a,b, the presence of an elastic foundation
increases the excitation frequency and hence, the origin of unstable region moves to the right side.
The existence of an elastomeric foundation magnifies the nanoplate stiffness which yields an increased
stability of the nanoplate. In addition, by considering an elastic foundation, the instability region of
the graphene sheet tends to become wider, especially at increased levels of temperature. Moreover, it
can be observed that the effect of the elastomeric Pasternak medium (K 7 0 and Kp # 0) is higher
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than the elastomeric Winkler (Ky # 0 and Kp = 0) one, on the DIR of the SLGS. The elastomeric
Winkler foundation is able to describe only the normal loading condition of the elastomeric foundation,
whereas the Pasternak model considers normal stresses as well as transverse shear loading conditions.
From these figures, it is also worth observing that the foundation effects become even more significant

for increased temperatures.
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Figure 4. Effect of the elastomeric foundation on the DIR of the SLGS.

Figure 5a,b illustrates the aspect ratio a/b effect on the unstable region of graphene sheets
embedded in the elastomeric foundation for T = 300 K and T = 700 K, respectively. In this example,
two different values of aspect ratio (i.e., a/b ~ 1 (zigzag sheet I) and a/b ~ 2 (zigzag sheet II)) are
considered [39]. This figure indicates that the excitation frequency reduces and the dynamic instability
moves to the left side as a/b increases. This trend is almost predictable, since the nanoplate becomes
softer for increasing aspect ratios, with a global reduction of the structural stiffness. Moreover, the

width of the instability region increases with a decrease in the slenderness ratio.
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Figure 5. Aspect ratio effect on the DIR of the SLGS embedded on an elastomeric foundation.

The NP effect on the DIR of embedded SLGS is displayed in Figure 6a,b, for T = 300 Kand T = 700
K, respectively. The dimensionless pulsation frequency seems to decrease as the NP becomes higher,
since the DIR of graphene sheet forms at lower excitation frequencies. Such phenomenon is owing to
the fact that NP indicates the softening effect on stiffness which leads to lower pulsation frequency.
Furthermore, comparing these figures exhibits that an increase in temperature change increases the

effect of NP on the unstable region of the nanoplate.
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Figure 6. Effect of the NP on the DIR of the SLGS resting on an elastomeric foundation.

Finally, Figure 7a,b demonstrates the static load factor effect on the unstable region of the SLGS
resting on the elastomeric foundation for T = 300 K and T = 500 K, respectively. As can be concluded,
with an increase in the static load factor the excitation frequency decreases and therefore, dynamic
instability shifted to the left side due to the reduction in the stiffness of the nanoplate. Furthermore, the
results indicate that the DIR becomes wider for a higher static load factor. Any static force component
is present, in the particular case when a0 = 0.
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Figure 7. Static load factor effect on the DIR of the SLGS embedded on an elastomeric foundation.

7. Conclusions

This study investigated the dynamic instability of temperature-dependent SLGS embedded in an
elastic medium in thermal environment. This was modelled by means of a temperature-dependent
elastomeric foundation. Based on FSDT within the framework of Eringen’s differential constitutive
model, the equations of motion were here derived from the Hamilton’s variational principle as well as
the energy method. The Navier’s solution in conjunction with the Bolotin’s approach were here applied
to calculate the unstable region for the graphene sheet. A large numerical investigation examined the
influence of different parameters such as the NP, temperature change, aspect ratio, static load factor,
and foundation type on the dynamic stability behavior. Based on the numerical results, it was found
that the elastic foundation increases the width of the instability region and the origin of the unstable
region shift to the right side which leads to higher excitation frequencies. An increased static load
factor and/or temperature weakens the nanoplate stiffness and leads to a lower pulsating frequency,
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while moving the DIR to the left side. It seemed also that the DIR occurs at smaller values of excitation
frequency, when temperature-dependent mechanical properties were assumed for both the SLGS and
the foundation, compared to the assumption of constant properties.
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Abstract: We develop a theoretical approach to investigate the impact that nonlocal and
finite-size effects have on the dielectric response of plasmonic nanostructures. Through simulations,
comprehensive comparisons of the electron energy loss spectroscopy (EELS) and the optical
performance are discussed for a gold spherical dimer system in terms of different dielectric models.
Our study offers a paradigm of high efficiency compatible dielectric theoretical framework for
accounting the metallic nanoparticles behavior combining local, nonlocal and size-dependent effects
in broader energy and size ranges. The results of accurate analysis and simulation for these effects
unveil the weight and the evolution of both surface and bulk plasmons vibrational mechanisms,
which are important for further understanding the electrodynamics properties of structures at the
nanoscale. Particularly, our method can be extended to other plasmonic nanostructures where
quantums-size or strongly interacting effects are likely to play an important role.

Keywords: EELS; plasmons vibrational modes; nanoparticles; nonlocal and size-dependent dielectric

1. Introduction

Classical local electrodynamics in nanostructures under the assumption that the polarization
characteristics at a given point are locally related to the external electromagnetic excitation, which has
been thoroughly explored from isolated nanoparticles and dimers to other complex structures [1-5].
On the other hand, the nonlocal response of a metal nanostructure to an external disturbance stimulus
determines many important plasmonic properties and has attracted much theoretical interest [6-9].
In recent years, the Mortensen group [10] have studied plasmons in metal nanoparticles by using
a popular hydrodynamic model which incorporates nonlocal effects by introducing a pressure
term that inhibits squashing electrons into small plasmonic nanoparticles. Similarly, the work
of Christensen et al. [11] included nonlocality in the optical response of metallic nanoparticles
by introducing quantum corrections obtained from first principles calculations, also using the
hydrodynamic model. Ming et al. [12,13] have demonstrated a Maxwell-hydrodynamic model for
studying the charge, energy and angular momentum conservation laws of high-order harmonics due
to nonlocal and nonlinear interactions between electromagnetic waves and metallic metamaterials in
the terahertz regime.

Meanwhile, parallel to the above remarkable progress of nonlocal properties, there has been
a growing interest in exploring the quantum properties of surface plasmon and the prospects of
plasma devices based on reliable operation at the quantum level. However, theoretical investigation
of plasmonic resonances for nanostructure sizes ranging between 2 and 20 nm remains a challenge.
This length scale is too small for classical electromagnetic theories to be valid but too large for
full-fledged quantum simulations to be feasible. Therefore, some of the studies are committed
to provide a unified theoretical framework that breaks wide discrepancy between classical
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electromagnetic theory and quantum mechanical theory for plasmonics and nanophotonics,
and ultimately control plasmonic responses in nanostructures. Crucial to this endeavor is to understand
finite-size effects in nanostructures since the control of nanoparticle size represents one of the most
effective approaches to harness the tremendous potentials of plasmonics and nanophotonics.

Recent studies have shown a theoretical method with a suitable modification of the bulk
complex dielectric function for free and bound electrons within metallic nanoparticles [14-19],
for the determination of plasma frequency, damping constants, and size distributions of noble metal
nanoparticles, such as gold, silver and copper; in addition, the corresponding optical characterization
deduced by Mie’s theory has been tested to fit full UV-Vis experimental extinction spectra. The above
theoretical framework follows the idea of Kreibig and von Fragstein [20], who considered that the
augmentation of the damping constant in the Drude model results from additional collisions of free
electrons with the particle boundary, as well as the idea of Inouye et al. [21], who took into account the
interband transitions of bound electrons for the complex dielectric function. Consequently, the metal
dielectric function can be regarded as the sum of the free (intraband transitions) and bound (interband
transitions) electron contributions; then, a size-dependent (SD) dielectric function (Equation (4)) based
on a stepwise modification of the Drude model is put forward. Under this theoretical framework,
the significant finite-size effects of optical properties for metallic nanoparticles can be expected to be
observed below a certain limited size range (e.g., valid restriction of 20 nm drawn from Refs. [14,15]).

A developed microscopic approach based on accurate inclusion of the Lorentz friction for the
plasmon damping within the random phase approximation (RPA) model [22-24] has also been
performed in recent years. Unlike the conventional Mie’s theory that only gives reasonably intrinsic
size effects for nanospheres of radii lower than 5 nm in vacuum due to neglecting the Lorentz friction
losses that dominate over all attenuation channels, the specific size dependence for plasmons due to the
Lorentz friction induced corrections derived upon this theoretical approach can be applied to account
for the observed irregular size-effect of plasmon resonance for relatively large metallic nanoparticles
(e.g., for Aunanospheres of radii 20-60 nm in vacuum drawn from Ref. [24]). This theoretical approach
has also been verified to improve experimental data fitting of metallic nanospheres measured in
water colloidal solutions, especially pronounced for a large size limit (e.g., of radii 10-75 nm for Au
nanospheres in water colloidal solutions drawn from Ref. [22]). One should note that, although accurate
accounting for the Lorentz friction is important for nanospheres of radii above 20 nm (for Au in
vacuum), the major drawback of our work is that adequate corrections of the Lorentz friction are not
included, since integrating them with the nonlocal and size-dependent effects within a macroscopic
material dielectric function is not straightforward.

Extending beyond the nonlocal and size-dependent effects we have focused on, in the following,
there is a huge amount of research concerning about other “non-classical electromagnetic effects
by incorporating some “quantum effects” within classical electrodynamics. Quantum-size effects
due to the confinement of electron motion in small dimensions can lead to a discrete electronic
energy levels and a size-dependent conductivity [25]. Accessing plasmonic modes in the quantum
tunneling regime also remains as a challenge, quantum tunneling effects become significant for
subnanometer interparticle gaps and can be reflected through a quantum corrected model (QCM),
which models the junction between adjacent nanoparticles by means of a local dielectric response that
includes electron tunneling and tunneling resistivity at gap [26,27]. However, such “non-classical”
effects are of great interest and significance in the field of nano-optics, and can be incorporated into
classical electrodynamical descriptions for some simple systems; directly integrating them within
a general framework is not straightforward. In particular, quantum tunneling effects between metal
nanoparticles will not be considered in this work.

Nonlocal effects are a direct consequence of the inhomogeneity of the electron gas, and can hardly
be ignored when the mean free path of an electron in the simple systems is larger than the wavelength
of light [28,29]. To a certain extent, nonlocal electrodynamics partially account for finite-size and
quantum mechanical effects inherent in a nanostructure in a more rigorous way. Such as in the case of

”

22



Appl. Sci. 2019, 9, 3083

applying the hydrodynamic dielectric function to calculate the absorption coefficient from metallic
nanoparticles, its size-dependent effects will show up by an effective dielectric function due to the
additional boundary conditions for solving polarizabilities [30]. Although it has been argued that the
hydrodynamic model yields only semiquantitative results in the linear regime, recent improvements
regarding the incorporation of interband transitions and Landau damping have demonstrated that
fully quantitative results may be obtained [31,32]. In principle, as most of the modified hydrodynamic
models shown in the aforementioned applications, a spatially nonlocal relationship between the
material polarization and the field of plasmonics can typically be mirrored through the use of a spatially
nonlocal dielectric function. Some of them take finite-size effects of the nanostructure into consideration
by using a modified collision frequency. However, the corresponding changes in optical, plasmonic and
dielectric responses are almost negligible, and the effective dimension of nanostructure for nonlocal
electrodynamics is also being limited or obscured consequently.

Inspired by the studies of the size-dependent dielectric function as mentioned above, in this
paper, we move a step forward in this direction by developing nonlocal and size-dependent
(NLSD) dielectric approach that incorporates the spatially local, nonlocal, size and even analogous
quantum-size responses of the material. As an example, we investigate how the electron energy loss
spectroscopy (EELS) and optical responses of gold spherical dimers of various radii and inter-particle
gaps are modified once the nonlocality and finite-size effects are considered. These examples
allow for a straightforward interpretation of our results. Unlike those complex configurational and
resource consuming methods, such as quantum mechanical simulations based on the time-dependent
Kohn-Sham density functional theory (TD-KSDFT), our approach provides a powerful and simple tool
to calculate and analyze the EELS and optical response ranging from classical to quantum regimes.

2. Methods and Theoretical Framework

Figure 1 displays the fundamental system under study; a dimer consists of two closely spaced
freestanding metallic nanospheres of radius R, and a certain distance d apart. The system is
excited by an electron beam with high kinetic energy up to 200 keV passing by or penetrating
through at the positions as indicated in the figure, and illuminated from the top by a plane wave
polarized along the dimer axis, respectively. For this study, the metal is assumed to be gold, and the
experimental and theoretical values of permittivity for contrast taken from Johnson and Christy [33]
and Werner et al. [34], respectively. We chose the data models above for comparison for the following
reasons. First, of all, in general, ab initio density functional theory (DFT) approaches need to deal
with pseudopotentials, and include quantum effects that completely change the spectral distribution
and the field enhancements of the plasmon resonant modes supported by a given nanostructure;
they are computationally demanding and are currently limited to small-sized nanoparticles with a few
thousand electrons (e.g., valid restriction of 12.3 nm drawn from Ref. [35]). Second, the application of
classic local experimental dielectric data for small-sized nanoparticles ranging between 2 and 20 nm
becomes questionable as described in the Introduction. These factors will be discussed in detail
below combined with calculation results. All of the numerical simulations are implemented via the
general public license toolbox MNPBEM [36,37], which is based on a boundary element method
(BEM) approach.

The dielectric function of noble metal nanoparticles (e.g., Cu, Au, and Ag) is well described by
using the hydrodynamical Drude model limit by three components [38-40]:

sI\Ionlocal(k/w) = €00+ Einter(w) + Eintra (k/w)/ 1)

where the k dependence in enoniocal (K,w) is necessary to describe the spatially nonlocal response
of structures with features less than 10 nm [41,42]. ¢ is the value as w — 0. gjner(w) represents
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the contribution from interband electron transitions and can be physically described in the form of

a Lorentz oscillator model,
92
AeL]ij

Einter (W) = Z 2 (2)

Wi — w(w+ iZ(SLj)'

In this work, we take index j = 2 labeling the individual d-band to sp-band electron transitions since
there are two interband transitions in Au at optical frequencies [33]. €intra (k,w) is responsible for the
intraband effects which are usually referred to as free-electron effects, where both the plasmonic optical
response of metals and nonlocal effects are contained and can be described by

2
wp

Tww i) e @

Eintra (k,w) =
where wp, is the plasma frequency, 7 is the collision frequency, and B is the hydrodynamical
parameter measuring the degree of nonlocality. For the three-dimensional situation g2 = 3vg/5,
where vg = 1.39 x 10° m/s is the Fermi velocity for the Au nanoparticles. Then, all parameters in
Equations (2) and (3) can be estimated by fitting Equation (1) to the experimentally determined
dielectric data of bulk Au in Ref. [33]. Here, we use all the parameters taken from Ref. [39],
wp =8812eV,7=0.0752 €V, oo = 3.559, Mgy = 2.912, wy; = 4.693 eV, d11 = 1.541 eV, Aer, = 1272,
wp; = 3112V, 11 = 0.525 eV.
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Figure 1. Schematic illustration of the system under study: the interaction of the electron beam passes
by or penetrates through a dimer consisted with two Au nanospheres with radius R and gap d, as well
as the plane wave polarized along the dimer axis. The inset shows the exact located positions (or
impact parameters) of electron beams: the red ring represents the middle of the gap and the blue cross
represents the centre in one of the nanospheres.

Note that the above dielectric function calculation model neglects quantum-mechanical exchange
and correlation effects, but the significant nonlocal effects from the reduced mean free path of the
conduction electrons due to electron—interface scattering in small metal structures can be taken
into account by using a modified collision frequency 7' = +4AvgV /S in Equation (3) for the
three-dimensional problems [43]. In principle, conclusions from the previews studies that adopt
such modified collision frequency have shown that the Nonlocal model of Equation (1) can model
the spatially nonlocal dielectric response of arbitrarily shaped and sized structures [39,40]. However,
although the volume of the structure V and surface area S in the modified collision frequency implies
the influence of size factor, only the impact of free electrons was considered to be modified by size.
In addition, correctly selecting the value of dimensionless parameter A remains a challenging since its
complex details are of discrepancy in different theoretical dielectric models (consult Section 1 in Ref. [44]
and its references for a detailed discussion). Therefore, in order to overcome this difficulty in a classical
mean free path approach, a more reasonable alternative way for describing size-dependent dielectric
functions is needed by considering the dominated conditions and a scope of the contributions of
intraband transitions (free electrons) and interband transitions (bound electrons). Herein, according to
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previous studies about suitable modification of the bulk complex dielectric function for free and bound
electrons within metallic nanoparticles [14-16], the full size-corrected dielectric function can be written
as the sum of three terms:

esp (w, R) = epyik (W) + Aégree (W, R) + Aepound (@, R), 4)

where ¢y (w) corresponding to the experimentally measured bulk values from UV-visible to NIR-FIR,
and the last two terms are size-corrective contributions for free and bound electrons, respectively:

(iwCovgp/R)"
((UZ + iw7free)n+1

Atfree (w, R) = _WZD Z (_1)n ’ 5)
n=1

® /X — W
Asbound (w/ R) = KbeR/RO / e [1 - F(xr T)}

Jwg X 6
i ()

X 22 ; ’
X% — W=+ Ypound — 2Zw'ybound

where fiwg is the gap energy; F(x, T) is the Fermi distribution function of conduction electron of energy

hix and temperature T with Fermi energy Ef, Yfree = ¥, Ybound Stands for the damping constant in the
~3/2

band to band transition; K, is a proportionality factor with units of s
on the material. For noble metals, it has a value of about 0.8 that has been theoretically justified from
first principles calculations [45]; Ry is a reference radius value that represents the range for which
the density of states can be considered to reach the value of the bulk. For Au, the following values
determined in Refs. [14-16] were used: wy = 2.1062 eV, Ypound = 0.158 eV, K, = 2.3 x 1024 57372,
Ep=25eV.

Note that the interband transitions from the d-band to the conduction sp-band near the L point in
the Brillouin zone can be taken into account by the size-corrective contribution for bound electrons in
the form of Equation (6) [46]. Because of the nonlocal dielectric function, énoniocal (k@) is estimated by
fitting Equation (1) to the complex bulk dielectric function, which is the local, frequency-dependent
part of the response, taken from optical measurements given in Ref. [33] and exactly the same as the
first term epypx (w) using the size-dependent dielectric function esp (w, R) of Equation (4); we adopt
here the former as a substitute for the latter. The resulting nonlocal and size-dependent (NLSD)
dielectric function of the metal is thus approximated by

; C is a constant that depends

ENLSD (k/ w, R) = EI\Ionlocal(k/w) + A8free (w' R) + Aebound (w/ R) . (7)
3. Results and Discussion

The first example of the compatible effectiveness produced by our NLSD approach is shown in
Figure 2 for comparisons of EELS calculated with different dielectric models and gold spherical dimers
of different sizes, where electron beam penetrates the centre in one of the nanospheres (Figure 2a)
and passes by the middle of the gap (Figure 2b) as shown in Figure 1, and the gap d fixed on
1 nm. Figure 2a shows that the agreement of the total energy loss probabilities between the NLSD
approach(black solid line) and the theoretical dielectric data set (green dashed line), which is obtained
from density functional theory (DFT) calculations by Werner et al. [34], is remarkable for radii up
to 20 nm. Moreover, for the NLSD approach, the evolves of the size-dependent response as the
radius increases are observably more outstanding than the full size-dependent dielectric model
(blue dotted line, Equation (4)), and the total energy loss probabilities become almost consistent with
those calculated by using the local, frequency-dependent and experimental complex bulk dielectric
values (red dash-dotted line) as radii up to 100 nm.

In addition, blueshifts of the main energy loss peaks become more apparent as the radius increases
and it is accompanied by plasmon broadening. These nonlocal effects are known as the availability of
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the additional loss channels [7], and can have an effect in the higher energy region when compared to
classical local electrodynamics because of the interplay between w and k in Equation (3). All of the
above agreements between the model predictions support that our approach provides a straightforward
theoretical framework to describe metal behavior combining local, nonlocal and size-dependent effects
in broader energy and size ranges simultaneously.

x107 =107
15

- " - f——NLSD
- - - - f- - = Experiment
sD

i I - DFT
£ - {=— Nonlocal

0.5 R=10nm l,r' 05F pognm |, s
) L 3 E) ’
800 S Z s
215 Dam e >
3 ! 3
©1.0 I~ ©
£ ; H
05} R=20nm [ by
8 o - g
S0P k|
©20 s

1.5

2 3 4 2 3 4 1 2 3 4
Energy loss (eV) Energy loss (eV) Energy loss (eV)
(a) (b)

Figure 2. EELS (electron energy loss spectroscopy) spectrums for Au spherical dimers of different
radii R, and for different dielectric models (black solid curves, NLSD (nonlocal and size-dependent)
model; blue dotted curves, SD model; red dash-dotted curves, experimental dielectric data from
Johnson et al. [33]; green dashed curves, DFT (density functional theory) calculated data from
Werner et al. [34]; thinner gray solid curves, Nonlocal model), where the gap d fixed on 1 nm. (a) electron
beam penetrating the centre in one of the nanospheres, and (b) passing by the middle of the gap,
respectively, as indicated in Figure 1.

2 3 4
Energy loss (eV)

Moreover, according to the various developed theories of the SD model as mentioned in Section 1,
the significant finite-size effects on the optical properties of nanoparticles can only be expected to be
observed below a certain limited size range of about 20 nm. Our model captures the main aspects of the
finite-size effects for small-sized nanoparticles. For radii below 20 nm, Figure 2b shows a significant
difference of the total (and surface) energy loss probabilities between the NLSD approach and nonlocal
dielectric model (thinner gray solid curves) of Equation (1). A = 0.1 was used in the modified collision
frequency ' = v + 4AvgV /S when using the Nonlocal model [39,40]. In addition, unlike the outcomes
between the SD model and the experimental dielectric data, which show remarkable differences in all
size range, the total (and surface) energy loss probabilities calculated by using the NLSD model are
almost identical with the Nonlocal model for radii larger than 20 nm this is why the forecasted results
of Nonlocal model are not shown in Figure 2b where the radii larger than 20 nm. Similarly, for clarity,
Figure 2a does not show the outcomes from the Nonlocal model because they are identical with those
from the NLSD model in all size ranges.

In consideration of the size-corrective terms from SD and NLSD model being the same,
these results might appear unexpected at the first view. The nonlocal effects themselves are also
size-dependent. This can be seen from Figure 2b where radii are below 20 nm; besides capturing
the blueshifts, the main energy loss peaks of the Nonlocal model are obviously less than those by
using experimental dielectric data, but in a low-energy region (e.g., 0.65-2.4 eV), the outcomes of the
Nonlocal model are higher than those by using experimental dielectric data, which have the same
changing tendency as the results of SD and NLSD models. However, the NLSD model is a more suitable
implementation for revealing the contribution of the surface vibrational mode with nanoparticles of
the small radius. When compared with the Nonlocal model, the outcomes of the NLSD show that the
relative reductions in the main energy loss peaks, and the increases of the outcomes in the low-energy
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region are more remarkable, as shown in Figure 2b. All of these are because the size-dependent effects
due to the size-corrective terms are contained in the NLSD model.

For further confirmation of the present findings, EELS calculated with different dielectric models
for isolated Au spherical nanoparticles of different sizes are presented in Figure 3, where electron
beam passing near the nanoparticles and the contribution of the surface vibrational mode is dominant.
The difference of the total (and surface) energy loss probabilities between the NLSD model and
Nonlocal model becomes more pronounced with the reduction of particle size, as shown in Figure 3
where the radius R = 1 nm, and the prediction of our NLSD model are much more close to the
outcomes from the SD model and the DFT model. The discrepancy in predicted energy loss probabilities
between the NLSD model and the Nonlocal model would gradually narrow and ultimately disappear
when the radius is greater than 26 nm, as shown in Figure 3b, in addition to the discrepancy in predicted
energy loss probabilities between the SD model and experimental dielectric data. These results
for isolated nanoparticles are more compatible with the conclusions that have been verified both
experimentally and theoretically in the previous studies of the SD model in which the significant
size-dependent effects can only be expected to be observed below a certain limited size range of
approximately 20 nm.
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Figure 3. EELS spectrums for isolated Au spherical nanoparticles of different radii R, and for different
dielectric models as defined in the text, when electron beam passing near the nanoparticles as depicted
in the inset. Distances d’ between electron beam and nanoparticles were fixed at 2 nm.

Although, under what specific physical mechanism will the differences due to the size-dependent
effects between the SD model and experimental dielectric data disappear in the outcomes between
the NLSD and Nonlocal model for dimers of a large radius merit further investigation. However,
according to all of the above results of EELS, one can see that the NLSD model presented in this paper
has the advantage of clearly separating the size regions where local, nonlocal or size-dependent effects
are dominant, for both simulation cases (isolated particle or dimer).

First, the size-dependent effects somehow can be revealed in small isolated nanoparticles by
using the SD model, whereas the outcomes of this model do not contain any appreciable impact
of the nonlocal effects. In addition, at least, for dimers of a large radius, the outcomes of the SD
model should be much more consistent with those by using the classic local experimental dielectric
data—particularly for an electron beam penetrating the centre in one of the nanospheres and the
contribution of the bulk vibrational mode being dominant, as shown in Figure 2a. By contrast,
the size-dependent effects due to the same size-corrective terms in the NLSD model have been
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demonstrated that, while they can be completely neglected for Au dimers of all size when the
contribution of the bulk vibrational mode is dominant (Figure 2a), and, for Au dimers of a large
radius, when the contribution of the surface vibrational mode is dominant (Figure 2b), they still have
a great influence on dimers of a small radius, just as the results have been demonstrated for isolated
particles (Figure 3).

Second, we should notice that the classic local experimental dielectric data used in this paper
was obtained from reflection and transmission measurements on vacuum-evaporated thin films at
room temperature [33]; the application of such local continuum electrodynamics for small-sized
nanoparticles becomes questionable. This can be attributed to two effects. First of all, their imaginary
part of the interband contribution due to size-dependent effects is not negligible in the spectral region
of surface plasmon polariton resonance [14,15]. Second, nonlocal effects due to the scattering of
the conduction electrons arise as the nanoparticle size is decreased, relative to metal films [39,40].
By contrast, either the EELS results or the optical properties that are going to be demonstrated in the
following have shown that outcomes from our NLSD model can fit the DFT model better than other
models for small-sized nanoparticles. These agreements benefit from the first term in the NLSD model,
namely, the Nonlocal model of Equation (1), which have the advantage of describing the dynamical
optical response of structures that are too large to treat using quantum mechanics but too small for
classical electromagnetic theories to be valid [39,40].

It should be noted that a consistent energy loss with peak near 1.25 eV when the radius
R =100 nm (as indicated by the inset gray arrow in Figures 2a and 4(upper)), which is similar to the
main plasmon resonances, will be presented below in Figure 6a for the extinction cross sections excited
by optical plane wave, from approximately 955 nm. In order to gain physical insight into the origin of
these common resonances in both situations of excitations, the surface and bulk configurations that
form the total loss probabilities where R = 100 nm are plotted in Figure 4, respectively. The results
shown in Figure 4 indicate that the total loss probabilities near 1.25 eV for any dielectric model are all
dominated by surface loss probabilities. In addition, it is interesting that we found that the total energy
loss probabilities shown in Figure 2b are also dominated by the surface loss probabilities, since all
the bulk loss probabilities are almost zero when the electron beam located in the middle of the gap
(not shown). We attribute this surface energy loss dominating effect to the contribution of the surface
vibrational mode.
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Figure 4. (Upper panel) Surface and (lower panel) bulk loss probabilities for gold spherical dimers of
radius R = 100 nm, where the other simulation configurations remain the same as defined in Figure 2a.

One should note that, at least for now, the main energy loss peaks as depicted in Figure 2a are
the coupling contribution of the surface and the bulk vibrational modes. However, it can be seen
that these surface energy loss peaks near 1.25 eV as shown in Figure 4(upper) do not show up in
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Figure 2b where the contribution of the surface vibrational mode is dominant. In addition, according
to our surface loss probability calculation results (not shown, similar to the form of Figure 4(upper)),
they also do not show up when R = 50 nm where the other simulation configurations remain the
same as defined in Figure 2a. However, the reducing contribution of the surface vibrational mode with
nanoparticles of the small radius can be distinctly revealed by the NLSD model. For example, Figure 5
plots the simulated EELS probability maps of our dimer system with four different dielectric models
for the 1.25 eV resonances. Our model captures the main aspects of the nonlocal electrodynamics for
small-sized nanoparticles.

Figure 5. Total (top panels), bulk (middle panels) and surface (bottom panels) EELS probability maps
for the gold dimers with particles radii R = 20 nm (left column) and R = 50 nm (right column), and for
different dielectric models as defined in the text. The inter-particle gap d = 1 nm.

For radius R = 20 nm, the surface and bulk vibrational modes by using the NLSD model are
higher than the others as shown in the middle and bottom panel of Figure 5 (left column). Thus,
the energy loss extended throughout the whole surface of the gold spherical dimer, whereas those
by using experimental dielectric data are confined in narrow rings formed by the surface and the
horizontal cross-section of the dimer, as the total EELS probabilities shown in the left-top panel in
Figure 5. We found similar results for dimers with radii less than 20 nm, except that the intensities of
the energy loss calculated by using the NLSD approach the DFT model as the radius decreases.

For radius R = 50 nm, the total energy loss confined more strongly in narrow rings formed
by the surface and the horizontal cross-section of the dimer for all dielectric models, and they are
dominated by surface vibrational mode, as indicated by the EELS probability maps shown in Figure 5
(right column). We also found similar results for dimers with radii greater than 50 nm, except that
the patterns of the total (and surface) energy loss changing from the narrow rings to crescents as the
radius increases. These results mean that the nonlocal impact on the mode evolution of EELS and
responses from the quantum mechanical mechanism can also be depicted by using our NLSD model.
Although there are similar outcomes of mode evolution by using the SD and DFT models, they are
obviously incompatible with the classic local experimental data where the size of the dimer becomes
larger, such as shown in Figure 2 (e.g., R = 100 nm).

Finally, we use our NLSD approach to explore another interesting compatible effectiveness for the
optical properties of the dimer system illuminated by a plane wave as defined in Figure 1. Although the
effects of quantum natural and nonlocality have different origins, their impact on the optical response
of the nanostructure can be measured by its physical parameters (in our case, which means the radius
and gap). Figure 6a renders the maximum plasmonic resonances of extinction cross-sections that
correspond to different radius for gold spherical dimers with the constant gap d = 1 nm, and for
different dielectric models. The comparison between predictions from our NLSD model and the
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other dielectric models clarifies how nonlocality and quantum mechanical effects modify the optical
properties of the system.
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Figure 6. (a) maximum plasmonic resonances of extinction cross-sections that correspond to different
radius for gold spherical dimers with constant inter-particle gap d = 1 nm, and for different dielectric
models as defined in text; (b) maximum field enhancement at the middle point of the inter-particle gap
(the red circle depicted in Figure 1) as a function of R for gold spherical dimers and their corresponding
plasmonic resonances as shown in (a).

For small radii (approximately less than 35 nm), there are significant blueshifts for the prediction
of our NLSD model when compared to the predictions of SD model and experimental dielectric data,
which are similar to the comparison results by using another entirely different nonlocal dielectric model
of the metal from previous studies (see Figure 2 or Figure 4a in Ref. [7]), and can be accounted for the
inclusion of nonlocal effects in the NLSD model, which also means that the size-dependent effects due
to the size-corrective terms in the NLSD model can not affect the maximum plasmonic resonances of
extinction cross-sections, since the predictions of our NLSD model and the SD model are approximately
consistent with those of the Nonlocal model and experimental dielectric data, respectively, as shown in
Figure 6a. One should note that these maximum plasmonic resonances of extinction cross-sections that
correspond to different radius for gold spherical dimers of radii ranging between 20 and 60 nm may
be more accurate if our model can be integrated with the adequate corrections of the Lorentz friction.
However, nevertheless, either our NLSD model or the RPA approach included with the Lorentz
friction induced corrections as discussed in Section 1 has observed anomalous shift of plasmonic
resonance for nanoparticles with radii significantly exceeding the previously suggested limiting 5 nm
by Mie’s theory.

Figure 6b renders the field enhancement % at the middle point of the gap as a function of
R for gold spherical dimers and their corresponding plasmonic resonances as shown in Figure 6a.
Quite different from the extinction spectral profiles predicted, Figure 6b shows approximate tendency
between the NLSD model and the DFT model. This means that the impacts of nonlocality and quantum
confinement can be compatible, and both reduce the enhancement of fields. The quantum confinement
effects are important when the mean free path of valence electrons is comparable to the particle size,
and the mean free path of electrons in gold at room temperature is below 50 nm. These play a large
role in interpreting the discrepancy in predicted field enhancements between the NLSD model and
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experimental dielectric data would gradually narrow when the radius is greater than 50 nm, as shown
in Figure 6b. Similar behavior occurs for the prediction of the DFT model, except that the radius which
stands out for such change is approximately 65 nm. We attribute this difference to the inclusion of
nonlocal and finite-size effects in the NLSD model, which lead to an increase in the contribution of
the bulk vibrational mode and to reduce the contribution of the surface vibrational mode when the
radius becomes less than 50 nm and gradually decreases, as the EELS results (Figure 5) discussed
above. Both effects are not exclusive of small particles as the inset shown in Figure 6b.

In addition, they are also important for small inter-particle gaps since the strongly interacting
between metallic geometries encountered in plasmonics. For example, as one can see from the
maximum field enhancement as a function of separation for gold dimer with R = 50 nm shown in
Figure 7, the predictions of the NLSD model and the DFT model are closely similar, and the gaps
in predicted field enhancements between them and the SD model and the experimental dielectric
data would gradually narrow or even vanish as the inter-particle gap d increases. As we can see
both in Figures 6b and 7, between NLSD and nonlocal models, there is also a slight difference in
their outcomes with a radius of less than approximately 65 nm (Figure 6b), or with a gap of less than
approximately 0.5 nm (Figure 7). These are entirely caused by the size-dependent effects due to the
size-corrective terms of the NLSD model, which also lead to a decreasing trend in the outcomes of the
NLSD model toward the DFT model, particularly for dimers with small radii as the inset shown in
Figure 6b. Furthermore, we also should note that the maximum field enhancement shown in Figure 7
may be not very accurate when the inter-particle gap d decreases below 0.5 nm, since the NLSD model
may not be capable of calculating the quantum tunneling effects under such subnanometer gaps,
as mentioned in Section 1.
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Figure 7. Maximum field enhancement as a function of separation for gold dimer with R = 50 nm,

and for different dielectric models as defined in text (and depicted in Figure 2).

4. Conclusions

In conclusion, we presented a simplified theoretical model to describe the nonlocal and size
effects of nanoparticles. Our implementation is based on the hydrodynamic Drude model and two
size-corrective terms derived from the size-dependent dielectric function. We have demonstrated the
compatible effectiveness and the accuracy of our theoretical model through comparisons to analytical
results of the EELS and the optical responses for gold spherical dimers. These analytical results
demonstrated a number of effects that result from nonlocality and finite-size effects in the dielectric
response, including analogous quantum confinement effects that decrease the electromagnetic field
enhancement and their corresponding weight relations of the contributions of surface and bulk
vibrational modes reflected by EELS, blueshifts of surface plasmon resonances and main energy loss
peaks. From these results, we can state that the nonlocal effects are of great significance as they
obviously determine the blueshifts of surface plasmon resonances for the gold dimers with radii
smaller than approximately 35 nm and the electromagnetic field enhancement for the gold dimers with
radii ranging from 20 to 50 nm. In addition, blending the adequate size-dependent effects and nonlocal
effects can more accurately reflect reductions in the main energy loss peaks and the electromagnetic
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field enhancement due to quantum confinement effects for the gold dimers with radii smaller than
approximately 20 nm, as well as the weight relations of the contributions of surface and bulk vibrational
modes for the gold dimers with radii ranging from 1 to 50 nm; for the gold dimers with radii larger
than 50 nm, the nonlocal effects in the EELS and optical responses decrease as the radii increase further,
and the local effects almost dominate the EELS and optical responses as radii up to 100 nm.

Our NLSD model used here accounts for the plasmonic nanoparticles behavior combining local,
nonlocal and size-dependent effects, and reconciles the discrepancy between classical electromagnetic
theory and quantum mechanical theory for plasmonics and nanophotonics in broader energy and size
ranges. Importantly, although we have focused on gold spherical dimers, our approach can be extended
to motivate new, and more precise experimental studies on other metallic nanostructures with complex
configurations, particularly those where quantum-size effects and strongly interacting effects are likely
to play a large role. In the future, we expect that our approach will make possible a deep exploration
of the dissipative quantum electromagnetics, where couple loss or dissipation in a quantum system to
a bath of oscillators maintained a strong connection with the classical electromagnetic system [47].
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Featured Application: This paper develops an evidence-theory-based robustness optimization
(EBRO) method, which aims to provide a potential computational tool for engineering
problems with epistemic uncertainty. This method is especially suitable for robust designing
of micro-electromechanical systems (MEMS). On one hand, unlike traditional engineering
structural problems, the design of MEMS usually involves micro structure, novel materials,
and extreme operating conditions, where multi-source uncertainties inevitably exist. Evidence
theory is well suited to deal with such uncertainties. On the other hand, high performance
and insensitivity to uncertainties are the fundamental requirements for MEMS design. The
robust optimization can improve performance by minimizing the effects of uncertainties without
eliminating these causes.

Abstract: The conventional engineering robustness optimization approach considering uncertainties
is generally based on a probabilistic model. However, a probabilistic model faces obstacles when
handling problems with epistemic uncertainty. This paper presents an evidence-theory-based
robustness optimization (EBRO) model and a corresponding algorithm, which provide a potential
computational tool for engineering problems with multi-source uncertainty. An EBRO model with
the twin objectives of performance and robustness is formulated by introducing the performance
threshold. After providing multiple target belief measures (Bel), the original model is transformed
into a series of sub-problems, which are solved by the proposed iterative strategy driving the
robustness analysis and the deterministic optimization alternately. The proposed method is applied
to three problems of micro-electromechanical systems (MEMS), including a micro-force sensor,
an image sensor, and a capacitive accelerometer. In the applications, finite element simulation
models and surrogate models are both given. Numerical results show that the proposed method has
good engineering practicality due to comprehensive performance in terms of efficiency, accuracy,
and convergence.

Keywords: epistemic uncertainty; evidence theory; robust optimization; sensor design

1. Introduction

In practical engineering problems, various uncertainties exist in terms of the operating
environment, manufacturing process, material properties, etc. Under the combined action of these
uncertainties, the performance of engineering structures or products may fluctuate greatly. Robust
optimization [1,2] is a methodology, and its fundamental principle is to improve the performance of
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a product by minimizing the effects of uncertainties without eliminating these causes. The concept
of robustness optimization has long been embedded in engineering design. In recent years, thanks
to the rapid development of computer technology, it has been widely applied to many engineering
fields, such as electronic [3], vehicle [4], aerospace [5], and civil engineering [6]. The core of robustness
optimization lies in understanding, measuring, and controlling the uncertainty in the product design
process. In mechanical engineering disciplines, uncertainty is usually differentiated into objective
and subjective from an epistemological perspective [7]. The former, also called aleatory uncertainty,
comes from an inherently irreducible physical nature, e.g., material properties (elasticity modulus,
thermal conductivity, expansion coefficient) and operating conditions (temperature, humidity, wind
load). A probabilistic model [8-10] is an appropriate way to describe such uncertain parameters,
provided that sufficient samples are obtained for the construction of accurate random distribution.
Conventional robustness optimization methods [11-13] are based on probabilistic models, in which
the statistical moments (e.g., mean, variance) are employed to formulate the robustness function for
the performance assessment under uncertainties. On the other hand, designers may lack knowledge
about the issues of concern in practice, which leads to subjective uncertainty, also known as epistemic
uncertainty. The uncertainty is caused by cognitive limitation or a lack of information, which could
be reduced theoretically as effort is increased. At present, the methods of dealing with epistemic
uncertainty mainly include possibility theory [14,15], the fuzzy set [16,17], convex model [18,19],
and evidence theory [20,21]. Among them, evidence theory is an extension of probability theory,
which can properly model the information of incompleteness, uncertainty, unreliability and even
conflict [22]. When evidence theory treats a general structural problem, all possible values of an
uncertain variable are assigned to several sub-intervals, and the corresponding probability is assigned
to each sub-interval according to existing statistics and expert experience. After synthesizing the
probability of all the sub-intervals, the belief measure and plausibility measure are obtained, which
constitute the confidence interval of the proposition and show that the structural performance satisfies
a given requirement. Compared with other uncertainty analysis theories, evidence theory may be more
general. For example, when the sub-interval of each uncertain variable is infinitely small, evidence
theory is equivalent to probability theory; when the sub-interval is unique, it is equivalent to convex
model theory; when no conflict occurs to the information from different sources, it is equivalent to
possibility theory [23].

In the past decade, some progress has been made in evidence-theory-based robust optimization
(EBRO). For instance, Vasile [24] employed evidence theory to model the uncertainties of spacecraft
subsystems and trajectory parameters in the robust design of space trajectory and presented a hybrid
co-evolutionary algorithm to obtain the optimal results. For the preliminary design of a space mission,
Croisard et al. [25] formulated the robust optimization model using evidence theory and proposed
three practical solving technologies. Their features of efficiency and accuracy were discussed through
the application of a space mission. Zuiani et al. [26] presented a multi-objective robust optimization
approach for the deflection action design of near-Earth objects, and the uncertainties involved in
the orbital and system were qualified by evidence theory. A deflection design application of a
spacecraft swarm with Apophis verified the effectiveness of this approach. Hou et al. [27] introduced
evidence-theory-based robust optimization (EBRO) into multidisciplinary aerospace design, and the
strategy of an artificial neural network was used to establish surrogate models for the balance of
efficiency and accuracy during the optimization. This method was applied to two preliminary
designs of the micro entry probe and orbital debris removal system. The above studies employed
evidence theory to measure the epistemic uncertainties involved in engineering design, and expanded
robustness optimization into the design of complex systems. However, the studies of EBRO are
still in a preliminary stage. The existing research has mainly aimed at the preliminary design of
engineering systems. Most of them have been simplified and assumed to a great extent. In other
words, the performance functions are based on surrogate models and even empirical formulas. So far,
EBRO applications in actual product design, with a time-consuming simulation model being created
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for performance function, are actually quite few. After all, computational cost is a major technical
bottleneck limiting EBRO applications. First, evidence theory describes uncertainty through a series of
discontinuous sets, rather than a continuous function similar to a probability density function. This
usually leads to a combination explosion in a multidimensional robustness analysis, and finally results
in a heavy computational burden. Secondly, EBRO is essentially a nested optimization problem with
performance optimization in the outer layer and robustness analysis in the inner layer. The direct
solving strategy means a large number of robustness evaluations using evidence theory. As a result,
the issue of EBRO efficiency is further exacerbated. Therefore, there is a great engineering significance
in developing an efficient EBRO method in view of actual product design problems.

In this paper, a general EBRO model and an efficient algorithm are proposed, which provide a
computational tool for robust product optimization with epistemic uncertainty. The proposed method
is applied to three design problems of MEMS, in which its engineering practicability is discussed. The
remainder of this paper is organized as follows. Section 1 briefly introduces the basic concepts and
principles of robustness analysis using evidence theory. The EBRO model is formulated Section 2.
The corresponding algorithm is proposed in Section 3. In Section 4, this method is validated through
the three applications of MEMS—a micro-force sensor, a low-noise image sensor and a capacitive
accelerometer. Conclusions are drawn in Section 5.

2. Robustness Analysis Using Evidence Theory

Consider that uncertainty problem is given as f(Z), where Z represents the nz-dimensional
uncertain vector, f is the performance function which is uncertain due to Z. Conventional
methods [16-18] of robust optimization employ probability theory to deal with the uncertainties.
The typical strategy is to consider the uncertain parameters of a problem as random variables,
and thereby the performance value is also a random variable. The mean and variance are used
to formulate the robustness model. In practical engineering, it is sometimes hard to construct accurate
probability models due to the limited information. Thus, evidence theory [20,21] is adopted to model
the robustness. In evidence theory, the frame of discernment (FD) needs to be established first,
which contains several independent basic propositions. It is similar to the sample space of a random
parameter in probability theory. Here, 2© denotes the power set of the FD (namely ®), and 2° consists
of all possible propositions contained in ®. For example, for a FD with the two basic propositions of
©; and @,, the corresponding power set is 2° = {@, {@;}, {®,},{®;,®,}}. Evidence theory adopts
a basic probability assignment (BPA) to measure the confidence level of each proposition. For a certain
proposition A, the BPA is a mapping function that satisfies the following axioms:

0<m(A)<1,VA €29

m(@) =0 (1)
Yy m(A)=1
Ae2®

where if m(A) > 0, A is called a focal element of m. The BPA of m(A) denotes the extent to which the
evidence supports Proposition A. When the information comes from multiple sources, m(A) can be
obtained by evidence combination rules [28]. Evidence theory uses an interval consisting of the belief
measure (Bel) and the plausibility measure (PI) to describe the true extent of the proposition. The two
measures are defined as:

Bel(A) = Y, m(C)

CCA
Pl(A)= ¥ m(C) @
CNA#D
As can be seen from Equation (2), Bel(A) is the summary of all the BPA that totally support
Proposition A, while PI(A) is the summary of the BPA that support Proposition A totally or partially.
A two-dimensional design problem is taken as the example to illustrate the process of robustness
analysis using evidence theory. The performance function contains two uncertain parameters (a,b),
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which are both considered as evidence variables. The FDs of a, b are the two closed intervals, i.e.,
A = [AL, AR] and B = [BL, BR]. A contains 14 number of focal elements, and the subinterval of
A; = [BiL, BIR} represents the i-th focal element of A. The definitions of np and B ; are similar. Thus,
a Cartesian product can be constructed:

D= AxB={Dy=[A;B]],A; € A Bj € B} ®3)

where Dy is the k-th focal element of D, and the total number of focal elements is 114 x ng. For ease of
presentation, assuming that a, b are independent, a two-dimensional joint BPA is obtained:

More general problems with parametric correlation can be handled using the mathematical tool
of copula functions [29].

As analyzed above, the performance function of f is uncertain. The performance threshold of v is
given to evaluate its robustness. Given that the design objective is to minimize the value of f, the higher
the trueness of Proposition f < v, the higher the robustness of f relative to v. Proposition f < v is
defined as the feasible domain:

F= {f : f(a,b) < ZJ}, (ll,b) € Dy, Dy = [A,‘, B]] cD 5)

Substituting A, C with F, Dy in Equation (2), the belief measure and plausibility measure of
Proposition f < v are expressed as follows:

Bel(F) = Y. m(Dy)
DyCF
PI(F)= ¥ m(Dy)
DyNF#£d

(6)

In evidence theory, the probabilistic interval composed by the two measures can describe the
trueness of f < v, written as R(F) € [Bel(F), PI(F)]. The accumulation of Bel, PI needs to determine
the positional relationship between each focal element and the F domain. As a result, the performance
function extrema of each focal element must be searched. For this example, the n4 x np pairs of
extremum problems are established as:

min _ : b
fi (afg;lenDkf (a,
£ = max f(a,b
(a,b)eDy

kil,Z,...,ﬂAXTlB (7)

where f,?“'h, &% are the minimum and maximum of the k-th focal element. The vertex method [30]
can efficiently solve the problems in Equation (7) one by one. If f"™** < v, Dy C F, and m(Dy)
is simultaneously accounted into Bel(F) and PI(F); If ff*" < v, DyNF # @, and m(Dy) is only
accounted into PI(G). After calculating the extrema for all focal elements, the Bel and PI can be totaled.

3. Formulation of the EBRO Model

As mentioned above, evidence theory uses a pair of probabilistic values [Bel, PI| to measure the
robustness of the performance value related to the given threshold. However, engineers generally
tend to adopt conservative strategies to deal with uncertainties in the product design process. Thus,
the robustness objective of EBRO can be established as max Bel(f < v). Meanwhile, in order to improve
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product performance, the performance threshold is minimized. The EBRO model is formulated as a
double-objective optimization problem:

min v, max Bel(f(d, X, P) < v)

W - 8
std<d<d, X <x<X' ®

where d is the n;-dimensional deterministic design vector; X is the nx-dimensional uncertain design
vector; P is the np-dimensional uncertain parameter vector; the superscripts of /, 1 represent the value
range of a design variable; and X represents the nominal value of X. Note that the threshold of v is
usually difficult to give a fixed value to, while it should be treated as a deterministic design variable.

The proposed model is an improvement on the existing model [24] because it can handle more
types of uncertainty, such as the perturbations of design variables resulting from production tolerances,
and the variations of parameters due to changing operating conditions. As for the solving process,
the EBDO involves the nested optimization of the double-objective optimization in the outer layer
and the robustness assessment in the inner layer. Due to the discreteness introduced by the evidence
variables, each of the robustness analyses need to calculate the performance extrema of all focal
elements. Essentially, extremum evaluation is an optimization problem involving the performance
function based on time-consuming simulation models, and therefore the robustness analysis bears a
high computational cost. More seriously, the double-objective optimization in the outer layer requires
a large number of robustness evaluations in the inner layer. Eventually, the EBDO solving becomes
extremely inefficient.

4. The Proposed Algorithm

To improve efficiency, this paper proposes a decoupling algorithm of EBRO, and its basic idea is
to convert the nested optimization into the sequence iteration process. Firstly, the original problem is
decomposed into a series of sub-problems. Secondly, the uncertainty analysis and the deterministic
optimization are driven alternately until convergence. The framework of the proposed method is
detailed below.

4.1. Decomposition into Sub-Problems

Robust optimization is essentially a multi-objective problem that increases product performance
at the expense of its robustness. Therefore, robust optimization generally does not have a unique
solution, but a set of solutions called the Pareto optimal set [2]. It is a family of solutions that is
optimal in the sense that no improvement can be achieved in any objective without degradation
in others for a multi-objective problem. The Pareto-optimal solutions can be obtained by solving
appropriately formulated single objective optimization problems on a one-at-a-time basis. At present,
a number of multi-objective genetic algorithms have been suggested. The primary reason for
this is their ability to find multiple Pareto-optimal solutions in parallel. From the viewpoint of
mathematical optimization, genetic algorithms are a kind of suitable method for solving a general
multi-objective optimization. However, the efficiency of a genetic algorithm is usually much lower
than the gradient-based optimization algorithms, which has become the main technical bottleneck
limiting its practical application [31,32]. Although a priori information is not required when using
genetic algorithms, most designers have some engineering experience in practice. Therefore, for the
specific problem shown in Equation(8), the robustness objective of Bel (f(d, X, P) < v) is often handled
as a reliability constraint [2,33]. In this paper, the EBRO problem is transformed into a series of
sub-problems under the given target belief measures:

min v
s.t. Bel(f(d,X,P) <v) > Bel].T ji=1,2,...,nr )
d<d<d', X <x<X'
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where Bel! represents the j-th target belief measure; and Bel(f < v) > Bel]-T is the reliability constraint
derived from the robust objective. In many cases, the designer may focus on the performance values
under some given conditions based on the experience or quality standard. This condition is usually a
certain probability of f < v, namely Bel]T,

4.2. Iteration Framework

Theoretically, the EBDO problems in Equation (9) can be solved by existing methods [34].
However, the resulting computational burden will be extremely heavy. To address this issue, a novel
iteration framework is developed, in which the uncertainty analysis and design optimization alternate
until convergence.

In the k-th iteration, each optimization problem in Equation (9) requires the performance of an
uncertainty analysis at the previous design point:

Bel <f(Z) <o V), Z=(X,P),j=12..nr (10)

This mainly consists of two steps, illustrated by the example in Figure 1. Step 1 is to search
for the most probable focal element (MPFE) along the limit-state boundary of f(Z) < v}kil). The
MPEFE [35] is similar to the most probable point (MPP) in probability theory, which is the point with
the most probability density on the limit-state boundary. Compared to other points on the boundary,
the minimal error of reliability analysis can be achieved by establishing the linear approximation for
the performance function at the MPP [36]. Similarly, the MPFE contains the maximal BPA among
the focal elements that are crossed by the limit-state boundary. The searching process of MPFE is

formulated as:
max m(Dy)
Dy

ot f2) - v]("*” i=12,...,nr 11)

where 11(Dy,) represents the BPA of the focal element where the Z point is located. Note that there is a
difference between v(kfl), j=1,2,...,n7 at each iteration step due to the minor difference of Bel]-TA
Consequently, different MPFEs may be obtained for Equation (11). However, the difference between
the MPFEs is minor relative to the entire design domain. To ensure efficiency, the unique MPFE is

investigated at each iteration. Equation (11) can be rewritten as:

max m(Dy)

k (12)
st f(Z) = oV

where 0k~1) represents the performance threshold that has not yet converged.

-M
Step 2 is to establish linear approximation for the performance function at the central point <Z >

of MPFE:
L®(z) = f(zM<k>) + (z - zM<k>)T Vf (zM<k>> (13)

The L-function is used to replace the f-function to calculate Bel, and thereby the optimization
processes in Equation (7) no longer requires the calculation of any performance function.

The efficient calculation of Bel has been achieved in the iterative process, but the overall
process of EBDO still requires dozens or even hundreds of Bel evaluations due to the nested
optimization. To eliminate the nested optimization, a decoupling strategy is proposed similar to

that in the probabilistic method [37]. At each iteration step, the reliability constraint is transformed
into a deterministic constraint by constructing the shifting vector of S](k) ; and then a deterministic
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optimization is updated and solved to obtain the current solution. In the k-th iteration, the deterministic
optimization can be written as:

min v
st. f(d, zfs]@) <o i=12,... nr 14)
d<d<d, X <x<X'

The shifting vector determines the deviation between the original reliability boundary and the
deterministic boundary at the k-th iteration step. For the j-th problem in Equation (14), the formulation

of the shifting vector is explained as in Figure 2. For convenience of presentation, the constraint
—(k=1)

contains only two evidence variables Z = (a, b). F represents the domain of f < v](}kfl). Z; is the

](k—l)) _ U;k—l)'

The rectangular domain represents the FD at the previous design point. F represents the domain of

—(k=1)

f< vf‘k*l). If the FD is entirely in the F domain, Bel (f < v](kfl)) = 100%. In Figure 2, the FD of Z

is partially in the F domain, and Bel ( f< vj(.k_l)) is still less than Bel].T. To satisfy Bel ( f(z) > v;k_l)) >
—(k=1)

Bell, z needs to move further into the F domain. Therefore, the equivalent boundary needs to

move further toward the F domain. The updated equivalent boundary is constructed as follows:

previous design point, which is based on the previous equivalent boundary of f (Z -S

f(z=8P) =0V, 81 = s 4 as (15)

where AS;k) denotes the increment of the previous shifting vector. The principle for calculating AS (k)
is set as Bel < f(z) > v;k_1)> > Bele and is just satisfied. Thus, the mathematical model of AS;k) is
created as:
min || s |
S

16
s.t. Bel (f(Z+ s) < vj(k_l)) = Bel]-T 1e)

Equation (16) can be solved by multivariable optimization methods [38]. To further improve
efficiency, the f -function is replaced by the L-function formulated in Equation (13).

b

Figure 1. Uncertainty analysis for the performance function. FD: frame of discernment; MPFE: most
probable focal element.
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Figure 2. Formulation of the shifting vector. FD: frame of discernment.

Uncertain analysis and design optimization are carried out alternatively until they meet the
following convergence criteria:

(k) T
Belj > Bel]-

(k) _ (k=1)
% Y

®
Y

i=1,2,...,n 17
< ] T (17)

—x

where ¢, is the minimal error limit. The solutions of <df, X]-), j = 1,2,...,n7 form the final

optimal set.
The flowchart of the EBRO algorithm is summarized as Figure 3.

5. Application Discussion

In the previous sections, an EBDO method is developed for engineering problems with epistemic
uncertainty. This method is especially suitable for the robust design of micro-electromechanical systems
(MEMS). On one hand, unlike traditional engineering structural problems, the design of MEMS
usually involves micro structure, novel materials, and extreme operating conditions, where epistemic
uncertainties inevitably exist. Evidence theory is well suited to deal with such uncertainties. On the
other hand, high performance and insensitivity to uncertainties are the fundamental requirements for
MEMS design. Over the past two decades, robust optimization for MEMS has gradually attracted
the attention of both academics and engineering practice [39-41]. In this section, this method is
applied to three applications of MEMS: a micro-force sensor, a low-noise image sensor, and a capacitive
accelerometer. The features of the proposed approach are investigated in terms of efficiency and
accuracy. Performance function evaluations are accounted to indicate efficiency, and the reference
solution is compared to verify accuracy. The reference solution is obtained by the double-loop method,
where sequential quadratic programming [38] is employed for performance optimization, and a
Monte-Carlo simulation [42] is used for robust assessment.
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Formulate the EBRO model as Equation (8)

s

Calculate the joint BPAs m(Dk) by Equation (4)

!

Convert into a series of sub-problems as Equation (9)

.

Set k=1, Sﬁ.]) =0, and solve Equation (14) to obtain(dg.l), X’}l))

Establish approximate function as Equation (13)

.

Convert the constraints in Equation (9) into
the deterministic constraints as Equation (15)

!

Update Equation (14), and solve it to obtain (dy‘) R )?5.“)

Convergence ?

Yes

@d and output (d;, )?;D

Figure 3. The flowchart of the proposed method. EBRO: evidence-theory-based robust optimization;

BPA: basic probability assignment.

5.1. A Micro-Force Sensor

A piezoelectric micro-force sensor [43] has several advantages, including a reliable structure,
fast response, and simple driving circuits. It has been extensively applied in the fields of precision
positioning, ultrasonic devices, micro-force measurement, etc. Given that uncertainties are inevitable
in structural sizes and material parameters, robust optimization is essential to ensure the performance
of the sensor.

As shown in Figure 4, the core part of the micro-force sensor is a piezoelectric cantilever beam,
which consists of a piezoelectric film, a silicon-based layer, and two electrodes. The force at the free end
causes bending deformation on the beam, which drives the piezoelectric film to output polarization
charges through the piezoelectric effect. The charge is transmitted to the circuit by the electrodes and
converted into a voltage signal. According to the theoretical model proposed by Smits et al. [43], this
voltage can be formulated as:

g 35St Sh bk (et hP) L F

18
K-el-w (18)
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where , s .
K=4-53-80 - n- (W) +4.551.6P .13 nP

2 i\2 4 i i\2 2 (19)
+(ST)" -+ (Sf)”- (W) +4- S5 - ST - (S5)- (0F)

where F is the concentration force; L, w represent the length and width of the beam; I, 1P denote
the thickness of the silicon-base layer and piezoelectric film; S§i, S| are the compliance coefficient
of the silicon-based layer and piezoelectric film; and df, el is the piezoelectric coefficient and
dielectric constant of the piezoelectric film. The constants in Equation (18) include h” = 5 x 10~* mm,
Sfl =18.97 x 107 2m?/N, and Sf{ = 7.70 x 10712m? /N, The structural sizes of L, w, h and the
material parameter of d,, e}, are viewed as evidence variables. The marginal BPAs of the variables
are shown in Figure 5, and the nominal values of dgl, £13°3 are, respectively, 1.8C/N, 1.6 F/m.

Electrode
Piezoelectric film
F W /,_/ Electrode
Si-based layer
h
/L,

Figure 4. A piezoelectric cantilever beam.

The marginal BPAs of L The marginal BPAs of L
40.0% 40.0%
30.0% 30.0%
20.0% 20.0%
10.0% 10.0%
0.0% 0.0%
(a) (b)
The marginal BPAs of / The marginal BPAs of ds1
40.0% 40.0%
30.0% 30.0%
20.0% 20.0%
10.0% 10.0%
0.0% 0.0%
(c) (d)
The marginal BPAs of &33

40.0%

30.0%

20.0%

10.0%

0.0%

(e)

Figure 5. Marginal BPAs of variables in the micro-force sensor problem. BPA: basic probability
assignment; FD: frame of discernment.
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In engineering, the greater the output voltage, the higher the theoretical accuracy of the sensor.
Thus, U is regarded as the objective function. The design variables are L, w and /. The constraints of
shape, stiffness and strength are considered, which are expressed as 7 > 0.83, 6 < 2.5um, and ¢ <
32.0 MPa, where 7 is the ratio of w to /1, § denotes the displacement at the free end of the beam, and o
denotes the maximum stress of the beam. § and ¢ can be written as [43].

v 6-F-L-S51- (8P -h+S71-hP)- (h+1")

(20)

K-w
3.¢Si . gP P Si ., P
5— 4-F-L3-591.67, - (S, -h+-S51-hP)
- K-w

Due to uncertainties in the structure, 7,  and ¢ are also uncertain. Theoretically, the three
constraints should be modeled as reliability constraints. To focus on the topic of robust optimization,
the constraints are considered as deterministic in this example. That is, the nominal values of the
uncertain variables are used to calculate 7,  and ¢. In summary, the EBRO problem is formulated
as follows:

max Uy, max Bel(U(X, P) > Up)
s.t. % < 0.83, (5(X> < 2.5um, U(X

0.40mm < L < 1.20mm, 0.06mm

32.0MPa 1)

< 0.10mm, 0.04mm < # < 0.10mm

N————

<
w

IN

where X = (L, w, h), P = (dgl , s§3) ; Up represents the performance threshold, which is set as the
deterministic design variable.

The steps to solve this problem using the proposed method are detailed below. Firstly, according
to the marginal BPAs of the five variables in Figure 5, the joint BPAs of the focal elements (8° = 32768)
are calculated by Equation (4). Secondly, Equation (21) is converted into a series of sub-problems,
which are expressed as:

max Uy 1, 5
s.t. Bel(U(X, P) > Up) > Bel].T j=12...,

© <0.83, 5<X> < 25um, U(X) < 32.0MPa (22)

0.40mm < L < 1.20mm, 0.06mm < % < 0.10mm, 0.04mm < # < 0.10mm
Bele = (80%, 85%, 90%, 95%, 99.9%)

where Bel]T represent a series of target Bel for the proposition of U > Uy, which are given by the
designer according to engineering experience or quality standards. Thirdly, the iteration starts from the

initial point of (I“”, URAE uéo)) = (0.60mm, 0.08 mm, 0.06 mm, 35.6mV), where L), (), (0)

are selected by the designer and U(()O) is calculated by Equation (18). At each iteration step,
the approximate function of U is established as Equation (13), and then 10 numbers of AS" are
obtained through Equation (16). Correspondingly, the 10 optimization problems as Equation (14) are
updated. By solving them, the optimal set in the current iteration is obtained. After four iteration steps,
the optimal set is converged as listed in Table 1. The results show that the performance threshold
decreases gradually with increase in Bel. In engineering, a designer can intuitively select the optimal
design option from the optimal set by balancing the product performance and robustness. In term of
accuracy, the solutions of the proposed method are very close to the corresponding reference solutions,
and the maximal error is only 2.5% under the condition of BelT = 95%. In efficiency, the proposed
method calculates performance function only 248 times, and the computational cost is much less than
that of evolutionary algorithms [31]. From a mathematical point of view, it is unfair to compare the
efficiency of the proposed method with the evolutionary algorithms. From the view of engineering
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practicality, however, the solutions of the proposed method may help the designers create a relatively
clear picture of the problem with high efficiency and acceptable accuracy.

Table 1. Optimal set of the micro-force sensor problem.

Results Bell = 80% Bel] = 85% Bell = 90% Bel{ =95%  Bell =99.9%
P 4 X (mm) 0.937, 0.086, 0.937, 0.086, 0.937, 0.086, 0.937, 0.086, 0.937, 0.086,
rOFZ;’SZ j 0.072 0.072 0.072 0.072 0.072
metho of,Bely  221mV,804% 200mV,853% 182mV,90.6% 157mV,955% 9.6 mV,99.9%
Reference o7, Bell  224mV,80.0% 20.0mV,853% 185mV,90.0% 16.1mV,95.0% 9.6 mV, 99.9%
solution j j

5.2. An Ultra-Low-Noise Image Sensor

Recently, a type of ultra-low-noise image sensor [44] was developed for applications requiring
high-quality imaging under extremely low light conditions. Such a type of sensor is ideally suited for a
variety of low light level cameras for surveillance, industrial, and medical applications. In application,
the sensor and other components are assembled on a printed circuit board (PCB). Due to the mismatch
in the thermal expansion coefficient of the various materials, thermal deformation occurs on the PCB
under the combined action of self-heating and thermal environment. As a result, the imaging quality
of the sensor is reduced. Moreover, to acquire more image information under low-light conditions,
the sensor is designed in a large format. Thus, the imaging quality is more susceptible to deformation.
This issue has become a challenging problem in this field and needs to be solved urgently.

A robust optimization problem is considered for the camera module as Figure 6, in which the
image-sensor-mounted PCB is fastened with the housing. The sensor is designed as a 4/3-inch optical
format and features an array of five transistor pixels on a 6.5 um pitch with an active imaging area
of 2560(H) x 2160(V) pixels. It delivers extreme low light sensitivity with a read noise of less than
2.0 electrons root mean square (RMS) and a quantum efficiency above 55%. In order to analyze
the thermal deformation of the sensor under the operating temperature (20 °C ~ 45°C), the finite
element model (FEM) is created as shown in Figure 7, in which the power dissipation P = (Py, P»)
of the codec chip and the converter is given as 1.2 W and 0.2 W, according to the test data. It can be
observed that a certain deformation appears on the sensor die, and the peak—-peak value (PPV) of
the displacement response achieves about 3.0 um. Consequently, the image quality of the sensor will
decrease. To address the issue, the design objective is set to minimize the PPV, and the design variables
of X = (X1, Xz, X3) are the normal positions of the PCB-fixed points. In engineering, manufacturing
errors are unavoidable and power dissipation fluctuates with changing loads, and thereby X and P are
treated as evidence variables. Their BPAs are summarized on the basis of limited samples, as listed in
Table 2. This robust optimization is constructed as follows:

min v, max Bel(PPV (X, P) < v) (23)

.

Housing

@ (b)

Figure 6. The camera module (a) with an ultra-low-noise image sensor (b). PCB: printed circuit board.
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v, U3 Converter

+3.727e-01

Codec chip

Figure 7. The finite element model (FEM) of the image-sensor-mounted PCB. PCB: printed circuit board.

Table 2. The marginal BPA of variables in the image sensor problem.

Xi, i= 1,2,3 (mm) Pl (W) Pz W)
Subinterval BPA Subinterval BPA Subinterval BPA
[Z, —0.05, X; — 0.03] 6.7% [0.95,1.1.05] 37.5% [0.55,0.65] 6.5%
[X' —0.03,X; — 0.01] 24.2% [1.05,1.15] 17.6% [0.65,0.75] 23.8%
[X' —0.01,X; + 0.01] 38.3% [1.15,1.25] 5.4% [0.75,0.85] 32.2%
[Z‘ +0.01,X; + 0.03] 24.2% [1.25,1.35] 19.1% [0.85,0.95] 12.5%
[Z‘ +0.03,X; + 0.05] 6.7% [1.35,1.45] 20.4% [0.95,1.05] 24.9%

As mentioned above, the performance function of PPV is implicit and based on the
time-consuming FEM, which consists of 88,289 8-node thermally coupled hexahedron elements. The
computational time for solving the FEM is about 0.1 h, if using a computer with the i7-4710HQ CPU
and 8 G of RAM. To realize the parameterization and reduce the computational cost of obtaining
reference solutions, a second-order polynomial response surface is created for the performance function
by sampling 200 times on the FEM.

PPV = 2396 — 9.924X; — 6.495X, + 14.178X3 + 0.311P; — 0.226P, + 8.564 X2 + 16.960X2

24
+14.104X% — 0.019P2 + 0.794P2 — 1.540X; X, — 13.168X; X3 — 13.822X, X3 — 0.074P, P, @4)

In order to analyze the efficiency of the proposed method for problems with different dimensional
uncertainty, three cases are considered: only P is uncertain in Case 1; only X is uncertain in
Case 2; and both of them are uncertain in Case 3. The initial design option is selected as

-0 —0 —
X = (0.10mm, 0.10mm, 0.10mm), and 0 = 2.92 umis obtained by PPV (X ,P>. After giving

Bell = (85%, 95%, 99.9%), the original problem is converted into three sub-problems, as in Equation
(9). They are solved by the proposed method and the double-loop method; all results are listed in
Table 3. Firstly, the results of the proposed method and the reference solutions are almost identical
for all cases, and thus the validity of the results is presented. Secondly, each of the cases converges
into a stable optimal set after three or four iteration steps. For this problem, the convergence of the
proposed method is little affected by the number of uncertain variables. Thirdly, the performance
function evaluations (Nf) increase with the increasing dimensional number of uncertainties, while
overall the efficiency of the proposed method is relatively high. Case 3 is taken as an example. Even if
the FEM is called directly by EBRO, Ny = 198 means a computational time of only about 20 h.
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Table 3. The optimal set of the micro-force sensor problem.

Case 1:2 Case 2:3 Case 3:5
Results . . R R . .
Dimensions Dimensions Dimensions
Nr 128 142 198
Iterations 3 4 4
(0.200, 0.185, 0.000)  (0.200, 0.185, 0.000)  (0.200, 0.187, 0.000)
Proposed method XJ* (mm) (0.200, 0.186, 0.000)  (0.200, 0.186, 0.000)  (0.200, 0.188, 0.000)

(0.200, 0.188, 0.000) ~ (0.200, 0.187,0.000)  (0.200, 0.190, 0.000)

(1.35 um, 85.1%) (1.41 pm, 85.8%) (1.74 um, 86.4%)
v?, Bel? (1.70 um, 96.5%) (1.55 pm, 96.4%) (2.06 um, 96.1%)
(2.00 um, 100.0%)  (1.65 um, 100.0%)  (2.62 um, 100.0%)
(1.35 pm, 85.1%) (1.41 um, 85.8%) (1.71 um, 85.8%)

Reference solution v; , Bel]f (1.69 um, 95.5%) (1.55 um, 96.4%) (2.02 um, 95.4%)
(2.00 um, 100.0%)  (1.65 um, 100.0%)  (2.56 wm, 99.9%)

5.3. A Capacitive Accelerometer

The capacitive accelerometer [45] has become very attractive for high-precision applications
due to its high sensitivity, low power consumption, wide dynamic range of operation, and simple
structure. The capacitive accelerometer is not only the central element of inertial guidance systems,
but also has applications in a wide variety of industrial and commercial problems, including crash
detection for vehicles, vibration analysis for industrial machinery, and hovering control for unmanned
aerial systems.

Most of the capacitive accelerometers consist of two main modules: the sensing structure and
the signal processing circuit; the former plays a critical role in the overall product performance. The
sensing structure in this example, as in Figure 8, mainly includes five parts: a fixed electrode, a movable
electrode, a coil, a counter weight, block 1, and block 2. The material they are made of is listed in
Table 4. The capacitance between the two electrodes varies with the vertical displacement of the
movable plate under the excitation of acceleration, which can be clearly presented through the finite
element simulation, as in Figure 9. The nodes in the effective area on the movable electrode have been
offset relative to the original position under the excitation of acceleration. The increment of capacitance
is expressed as [44]:

AC=¢-A
&/ s (25)
A= i§l<h+5i }1)

where ¢ is the dielectric constant; h represents the original distance between the electrodes; S denotes
the effective area on the movable electrode; ¢; is the displacement response of the i-th node, and S;
is the area of corresponding element. Note that the performance function of A is based on the FEM,
which contains 114,517 8-node thermally coupled hexahedron elements in total, and it takes about 1/3
h to solve each time, when using a personal computer. The displacement of the movable electrode,
in addition to the response to acceleration, may be caused by varying ambient temperature. This can
be found from the simulation result in Figure 9, where the load is changed from acceleration to varying
temperature. Reducing the effect of thermal deformation on accuracy has become a problem that
must be faced in the design process. Therefore, the EBRO model of the capacitive accelerometer is
formulated as:

min v, maxBel (f = % < v) (26)

where f represents the sensitivity of error to temperature at 35 °C; v denotes the performance threshold;
and X, P denote the design vector and parameter vector. The components of X, « are the structural
sizes, as shown in Figure 8, where &y, ap, a3 are the mounting angle of the counter weight, block
1 and block 2, respectively. The value ranges are given as 6.0mm < X1, Xo < 12.0mm, and the
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nominal values are &; = 0mm, i = 1, 2, 3. All of them are uncertain variables, respectively caused by
machining errors and assembly errors. According to the existing samples, the marginal BPAs are listed
in Figure 10.

Counter weight Movable electrode

\

Block_2
Block 1
H =3.98mm

Coil //

L=16.0mm

Fixed electrode

Figure 8. The sensing structure of a capacitive accelerometer.

Table 4. Material of accelerometer parts.

Fixed Movable . Counter
Part Electrode Electrode Coil Weight Block 1 Block 2
Material Silicon Silicon Copper Wolfram Wolfram Aluminium
U o 627003 __— Effective area
18:626e-03 /
17,624¢-03 |
+6.623e-03
+5.621e-03
126200-03
3618e-03
26176-03
+1.615e-03
+6.140e-04
3875604
1.389e-03
21390e-03
Figure 9. The FEM of the capacitive accelerometer.
The marginal BPAs of X, X, The marginal BPAs of ¢,.a,, e
25.0% 25.0%
20.0% 20.0%
15.0% 15.0%
10.0% 10.0%
5.0% 5.0%
0.0% = = 0.0%
FD:[ X, —-0.03, X, +0.03] FD:[89.7,90.3]

(@) (b)

Figure 10. The marginal BPAs of variables in the accelerometer problem. BPA: basic probability
assignment; FD: frame of discernment.

After being given a series of Bel]T = 80%, 85%, 90%, 95%, 99.9%, Equation (26) can be rewritten
as Equation (27):
min v 19 6 @)
A(X, =144 ...,
st.Bel (f = 23 <o) > Bell
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For easy reproduction of results, the response surface of A(X, «) is constructed as follows:

A =1207X? — 0.430X; X, — 18.06X; + 1.004X3 — 13.974X,

28
+100.922 — 9.0a1 (a7 — 1) + 89.0a3 — 7.2a5 + 40.9a% — 6.7a3 + 144.0 (28)

Next, the EBRO is performed by the proposed method and the double-loop method. The initial
-(0) -(0)
design point is selected as X = (9.6mm, 9.6mm), and f| X = 0.565um/°C. All results are

given in Table 5. The proposed method converges the optimal set after four iteration steps. Each
element of the optimal set is very close to that of the reference solution. This indicates to some
extent the convergence and accuracy of the proposed method. As for efficiency, the performance
function evaluations of the proposed method are done 171 times. Compared to the double-loop
method (12,842 times), the efficiency of this method has a definite advantage. Given that hundreds of
simulations or dozens of hours of computation are acceptable for most engineering applications, it is
feasible to directly call the time-consuming simulation model when performing the EBRO in practice.

Table 5. The optimal set of the accelerometer problem.

Results Proposed Method Reference Solution

(9.0661, 8.9042) (9.0661, 8.9042)
(9.0659, 8.9040) (9.0660, 8.9040)
X* (mm) (9.0657, 8.9038) (9.0657, 8.9039)
] (9.0653, 8.9035) (9.0654, 8.9036)
(9.0653, 8.9035) (9.0648, 8.9031)
(9.0653, 8.9035) (9.0644, 8.9028)

(0.244 yum, 81.8%) (0.244 um, 81.8%)

(0.302 um, 86.3%) (0.279 pm, 85.2%)

0% Bel? (0.350 um, 90.8%) (0.338 um, 90.1%)

7P (0.449 pm, 96.1%) (0.424 pum, 95.5%)

(0.607 um, 99.4%) (0.594 pum, 99.2%)

(0.776 um, 100.0%) (0.733 um, 99.9%)

On the other hand, the proposed method provides six design options under different robustness
requirements in this example. The higher the robustness, the greater the performance threshold. From
a designer’s point of view, choosing a lower yield (i.e., Bel = 81.8%) means that a higher cost and
less error (i.e., v = 0.244 um/°C) are introduced by temperature varying. Usually, the final design
option is selected from the optimal set after balancing the cost and performance of the accelerometer.
Objectively speaking, the proposed method does not provide a complete Pareto optimal set, but rather
solutions under the given conditions. However, for the design of an actual product, the information
of Bel]T can usually be obtained on the basis of the engineering experience or the quality standards.
Therefore, the proposed method is suitable for most product design problems.

6. Conclusions

Due to inevitable uncertainties from various sources, the concept of robust optimization has been
deeply rooted in engineering designs. Compared to traditional probability models, evidence theory
may be an alternative to model uncertainties in robustness optimization, especially in the cases of
limited samples or conflicting information. In this paper, an effective EBRO method is developed,
which can provide a computational tool for engineering problems with epistemic uncertainty. The
contribution of this study is summarized as follows. Firstly, the improved EBDO model is formulated
by introducing performance threshold as a newly-added design variable, and this model can handle the
uncertainties involved in design variables and parameters. Secondly, the original ERBO is transformed
into a series of sub-problems to avoid double-objective optimization, and thus the difficulty of solving
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is reduced greatly. Thirdly, an iterative strategy is proposed to drive the robustness analysis and
the optimization solution alternately, resulting in nested optimization in the sub-problems achieving
decoupling. The proposed method is applied to the three MEMS design problems, including a
micro-force sensor, an image sensor, and a capacitive accelerometer. In the applications, the finite
element simulation models and surrogate models are both given. Numerical results show that the
proposed method has good engineering practicality due to comprehensive performance in terms of
efficiency, accuracy, and convergence. Also, this work provides targeted engineering examples for
peers to develop novel algorithms. In the future, the proposed method may be extended to more
complex engineering problems with dynamic characteristics or coupled multiphysics.
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Featured Application: Nanoparticle suspensions are used in a variety of applications involving
the transport of reagents and products to and from structured material surfaces. The more efficient
alignment of particle layers adjacent to, and in contact with, a reactive surface, such as found in
a fuel cell, bio-medical and electrochemical device, is often reliant upon the effective control of
the dynamics of particle assembly in narrow conduits. One such control is possible by spectral
thermal pulsing to generate a controlled Brownian motion of particles. This is demonstrated by
numerical simulation here to be highly effective when particles are conveyed in viscous fluids
close to a neutrally buoyant condition.

Abstract: Inter-particle and particle-wall connectivity in suspension flow has profound effects on
thermal and electrical conductivity. The spectral impulse generation and the imparting of kinetic
energy on the particles is shown through a mathematical analysis to be effective as a means of
achieving an approximate equivalent of a Langevin thermostat. However, with dilute suspensions,
the quadratic form of the thermal pulse spectra is modified with a damping coefficient to achieve
the desired Langevin value. With the dense suspension system, the relaxation time is calculated
from the non-linear differential equation, and the fluid properties were supported by the viscosity
coefficient. A “smoothed” pulse is used for each time-step of the flow simulation to take care of the
near-neighbor interactions of the adjacent particles. An approximate optimal thermostat is achieved
when the number of extra pulses introduced within each time step is found to be nearly equal to
the co-ordination number of each particle within the assembly. Furthermore, the ratio of the particle
kinetic energy and the thermal energy imparted is found to be never quite equal to unity, as they both
depend upon the finite values of the pulse duration and the relaxation time.

Keywords: nanoparticle suspension; Brownian motion; spectral thermal pulsing; DEM simulations;
Nano-device applications

1. Introduction

The shallow flows of nano-particles in planar conduits is a common feature of many industrial
device applications, as well as being one of the primary generic routes used for transporting reagents
and products to and from structured material surfaces as part of selective heterogeneous surface
interactions, ranging from adsorptive separations to reaction catalysis; see for example (Pawar and
Lee, 2015) [1], (Merino-Garcia et al. 2018) [2].

The more efficient alignment of particle layers adjacent and in contact with a reactive surface,
such as found in fuel cell, bio-catalysis and electrochemical surface coating applications, is profoundly
important to the efficiency of the processes required to generate, store and release renewable energy, as
well as providing uniform surface scaffolds for varied environmental emission detection and separation
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devices. Previous work using pore-scale CFD simulations (see for example Crevacore et al. 2017) [3]
has investigated the effects of varying the direction of the acceleration due to gravity on colloidal
suspensions from orthogonal to parallel to the fluid flow direction, and the resulting impact on
Brownian motion and particle settling.

Albert Einstein (1956) [4] formulated the mathematical framework for the kinetics of the Brownian
motion of particles in suspension by considering the auto-correlation of fluctuating velocities and the
spectral density of the intensity of fluctuations. It is possible to augment the physics of pressure-driven
dense assembly flows of near-neutrally buoyant particles by combining the effects of (i) the lubrication
forces due to the conveying fluid-immersed particle interactions and (ii) the drag forces due to fluid
viscosity with those due to (iii) the thermal pulse-induced Brownian motion of particles.

In a series of DEM simulations of sub-micron Poiseuille flow in a narrow planar channel, the
amelioration effect of the quadratic pulse intensity is demonstrated for different combinations of
pulse intensity, relaxation time and time-step of simulations as a function of the solid fraction of
the suspensions. Most significantly, it is possible to re-direct the clustering of particles in better
alignment with the conduit wall surface when thermal pulses are applied. In the absence of pulses, the
pressure-driven flows tend to favor a shear-induced migration of particles towards the center of the
conduit, where the bulk shear gradient is reduced to zero due to symmetry; see (Davis et al. 2008) [5].

2. Modeling of Lubrication and Viscous Drag Forces

With dense particle suspensions, the forces between particle pairs are dominated by the lubrication
limit, which holds when the gap width between particles, h, is much smaller than their mean diameter,
h. The interaction needs to be modified to take account of the roughness of the particle surfaces
(no matter how small this may be) to avoid a singularity at h = 0. The interaction needs further
augmentation to indicate what happens at h = 0, and for this eventuality a simple collision rheology is
introduced as follows.

When two perfectly smooth particles in a fluid in slow flow come close together, the fluid
mechanics may be approximated by the lubrication limit. In this limit, the interactive force for approach
or departure normal to the smooth surfaces at the surface-to-surface distance h is proportional to hi/h.
It is therefore never possible for perfectly smooth particles to have a solid contact (h = 0) at a finite
velocity. In nature, physical surfaces are never perfectly smooth, and the interaction deviates from the
ideal. A roughness dimension has to be introduced. In a paper by Jenkins and Koenders (2005) [6], it is
argued that the rough surface effectively behaves as a permeable medium, so that the fluid in squeeze
flow can escape by flowing parallel to the surface through the asperities on the surface. In this case a
finite relative velocity is possible, and the interactive force behaves more like h/(h + hg), where hy is a
measure of the surface asperity size. Now it is possible to reach h = 0; the particles can touch.

For the purposes of the investigation, suspension flow is here approximated by the motion of an
aggregate of neutrally buoyant particles of more or less equal diameter. Then the lubrication force Fq,
is calculated by using the following equation;

Fi; = =3mnD?/8 (h+ho) .((vi = v2).fi1) fipp 1)

where 1) is the viscosity, 711, is the unit normal vector pointing from the surface of particle 1 to the
surface of particle 2, D is the diameter of the particles, v and v; are the velocities of particles 1 and
2. The force mediated by the fluid in this way works purely normal to the surfaces, and a detailed
discussion and derivation is in Vahid (2008) [7]. The tangential interaction is of an order less than the
leading term in Equation (1) behaving as hiln (h/D), see Jeffrey and Onishi (1984) [8].

When particles touch at a finite velocity, a collision mechanism is invoked. The normal velocity is
updated using the coefficient of restitution, e using the unit normal vector

(va = v1)/ = —(1 = e) (va = vi). iz (2)
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11 is introduced as the tangential vector such that 7.7 = 0. The tangential velocity is unaffected by the
collision, so
(va = v1)/ . fip = (v = v1). 72 ®)

and momentum is conserved,
(m1vy + myvy) = myvo + mpvo “4)

These equations have been solved (with a symbolic manipulation program) for v¢/ and v,/ and
then implemented in the computer program.

In order to characterize the viscous drag forces in a particle suspension flow, two alternative
approaches may be introduced: The “ensemble-averaged” option, based on a continuum consideration
of the interstitial fluid, is to choose the width of the channel and the “suspension viscosity” that is the
viscosity of the particle-fluid mixture. In general, the mixture viscosity is a solid fraction dependent
factor greater than that of the interstitial fluid, see for example Thomas (1965) [9]. The second option is
to choose the particle diameter, and the viscosity of the interstitial fluid thus then allows the calculation
of a fluid-drag coefficient as a function of particle size and sphericity; see for example Seville et al.
(1997) [10].

For suspension, Reynolds numbers close to Re =1 (i.e., Stokes dynamics) of the suspension
comprising near-neutrally buoyant particles, the effect of the fluid viscosity on the collisional dynamics
of the particles can be estimated with the “ensemble-averaged” approach. One such estimate is
provided by Davis et al. (2008) [5] where the following formula is derived for the shear viscosity of an
isotropic medium;

= [31¢Nc /40](D/h) ®)

Here, 7 is the suspension viscosity, N is the average number of nearby neighbors (N = 6 is a good
average for a dense suspension) and D/h is the ratio of particle diameter to mean surface-to-surface
distance, and is a solid fraction-dependent quantity that was estimated by Torquato et al. (1990) [11];

W/D= (1-0)*/126 (2-¢) ©)

where the value of the solid fraction, ¢ typically ranges from 0.1 to about 0.5 through aggregation of
dilute to dense suspensions; see for example Clayton et al. (2012) [12].

3. Characterization of Dem Simulation Results of Pressure-Driven Suspension Flows

The simulation runs for the external pressure-driven particulate suspension flow case are most
easily characterized by means of the Péclet number (see also Morris and Boulay (1999) [13] and
Frank, et al. (2003) [14], which is defined as

6
T 53

Pe= 2T

@)
where 7 is the fluid viscosity, y is the shear rate, 7 is the mean radius of the particles, kg is the Boltzmann
constant and T is the thermodynamic temperature.

In order to determine these parameters, the graphs of the profiles generated by the simulations
are used. For y, the velocity profile is employed and an average is calculated from the maximum and
minimum velocities and the width of the channel Hp;

7 = 2(Vmax = Vmin)/Hp 8)

kpT is estimated from the equi-partition assumption and is found from the value of the kinetic energy
profile at the center of the channel.

A number of 3D DEM simulation results is presented, both with and without Brownian motion
for external pressure driven flow depicted by the schematics in section 4 below. It is shown that the
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simulation captures the migration effect very well, and shows that when the Brownian forces are
increased (i.e., reduction of the Péclet number) the migration effect fades. In Figure 1a, the solid fraction
profiles are calculated for different values of the Péclet number as a function of the dimensionless
distance across the channel y, in terms of the number of particle diameters. When the Brownian motion
is switched off; i.e., the Péclet number equals infinity, the case of the near parabolic solid fraction profile
is recovered as evidence of the high degree of migration towards the center of the planar channel in
Poiseuille flow. In contrast, Figure 1b shows the solid fraction profile for the Péclet number, P = 3,
evaluated at different time steps for the external pressure driven flow, and it is observed that, as for
the very low value of the Péclet number, the solid fraction profile is flatter and the migration effect
disappears; see Figure 1b.
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Figure 1. (a) Solid Fraction Profiles across the conduit at different Péclet numbers; (b) Solid Fraction
Profiles with Péclet number = 3 at different simulation time-steps.

The effects of the presence and absence of the Brownian motion on the solid fraction profiles and
the connectivity of the flowing particle assembly by the application of an external pressure for flow
show quite clearly that the maintenance of a uniform (flat) solid fraction profile is possible only with
a very low Péclet number, which according to Equation (7) also implies that the shear rate and the
viscosity are quite low. Hence, in the dilute suspension case depicted here, the increased Brownian
motion of the particles tends to encourage particle migration.

These results agree well with the near parabolic solid fraction and particle assembly velocity
profiles reported earlier by Morris and Boulay (1999) [13] and Frank et al. (2003) [14]. Statistics of
microscopic data, such as the particulate fluctuation energy, can also be presented from DEM simulation
results; see Ibrahim (2012) [15].

4. Implementation of Brownian Motion by Thermal Pulses

For small particles in the sub-micron range, Brownian agitation introduces extra fluctuations, but
this motion is thermally induced. While shear-induced fluctuations are position-dependent in flow in
a conduit, the thermal fluctuations are position-independent (assuming an isothermal set-up), and
therefore, when thermal fluctuations are greater or of the same order as the shear-induced ones, the
migration pattern previously observed with shear-induced particle motion is diminished by this effect.

Brownian motion is implemented through a time-dependent, fluctuating force on the particles.
Starting from dilute aggregates, a fluctuating force spectrum is derived, which embodies the properties
of the fluid, and the momentum transfer from the fluid which can be carried over to the dense
suspension case; see Ibrahim (2012) [15] for details. By adding fluctuations, the aggregate increases its
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energy, which has to be conducted away through the walls of the flow channel. The thermal conduction
process is initiated by giving the walls a fixed temperature.

A one-dimensional problem is examined in the presence of thermal fluctuations, which were
introduced to the simulation by the spectral intensity approach. The problem is studied for both cases,
dilute and dense slurries. The results for the dilute case were compared with the Langevin method; see
for example Davidchack et al. (2009) [16] and Koenders et al. (2012) [17]. Here, the quadratic velocity
gives the same answer, while the quadratic displacement is not adequately reproduced. Therefore the
quadratic equation is modified in the properties of the fluid in terms of the damping coefficient, and
the Langevin value is achieved for small values of the pulse duration compared to the relaxation time;
see Section 4.1 below.

The same exercise is done for the dense system where the relaxation is calculated from the
non-linear differential equation, and the fluid properties were supported by the viscosity coefficient.
It was also observed that the ratio of the kinetic energy and the thermal energy never equal to unity, as
they depend on the ratio of the pulse duration and the relaxation time.

The recent work by Ishizuka et al. (2016) [18] also has demonstrated the use of pulsed gas flow
in controlling the solids mass flow rate in the riser and downer sections of a triple-bed circulating
fluidized reactor. The modulations of pulse width and pulse density (frequency) are used to optimize
solids circulation rates by a combination of a low-pass filter and the electrical pulse voltage facilitated
by a switching power supply.

4.1. Spectral Intensity of Thermal Energy Fluctuations

In order to introduce thermal fluctuation to the suspension flow simulation, a spectral intensity
approach of impulse distribution has been used on particles for a given fluid viscosity and temperature.
The mean quadratic pulse intensity is dependent on the pulse duration and relaxation time, which is
calculated by an auto-correlation function, whilst assuming that the pulse duration A is much smaller
than the relaxation time.

The mean quadratic impulse value is given by;

<P>= flzp(l)dzl = —%%feﬁ’z 1 =1/p ©)

The value of § is proportional to the mean kinetic energy imparted where g = m/ (sz kg T)
identified in two-dimensions for small values of the pulse duration, A by replacing the mean kinetic
energy by kgT, instead of 1/2 kgT, (which is the one-dimensional value).

It also follows that b = 2 2m%, where /7 is the mean relaxation time. Here, the pulse duration,
A<<m/y.

To generate the impulse distribution, the angle is chosen to be entirely random. So, if the
probability to encounter a value of I with components between I; and Iy + dl; and I, and I, + dI; is

p(Ii, ) = nﬁe_ﬁlzdhdlzl (10a)
then
p(1,0) = ée*ﬁfz 1d1,de (10b)
Integrating over the angle then gives the distribution of the magnitude of the impulses yields;
_ P —pI?
p) =2 ;e IdI (11)
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In practice, the impulses at very high values of I cannot be attained. In order to control this
limitation, consider the values generated up to a maximum Ip,ay. Integrating the frequency distribution
in the interval 0 < I < I;ax results in

U U
fo P(I) = fo 2Bl P = 1 — Pl 12)

The value of Inax is chosen such that 99% of all values are covered. In practice values are stored
in an array, according to frequencies that correspond to Equation (11), up to the value of Iax, which
occurs only once. The angle is chosen at random between 0 and 2.

The simulation results can then be analyzed in terms of three key parameters: Pulse duration,
relaxation time and simulation time step for particle motion.

4.2. Spectral Intensity Generation of Thermal Impulses in 1-D and 2-D Conduit Flows

Using the framework, which has been developed first for one-dimensional systems, the effects
of thermal agitation are also introduced as a fluctuating force in a two-dimensional setting. Thus,
the motion of a dense particle slurry that is driven through a conduit by a pressure, combined with
Brownian motion, can be studied. The applications for such a system are obviously in nano-technology
and in the separation and manipulation of systems in Chemical Engineering where small, sub-micron
sized particles are present.

The simplest simulation is an aggregate in a box that is agitated by thermal motion; see Figure 2
below. There are fixed walls at the top and bottom, and periodic boundary conditions left and right.
Initially, the wall particles in Figure 2 are given the same fluctuating velocity as the bulk particles; that
is, the thermal motion is imparted to them. This allows them to acquire velocity whilst they are kept in
the same position. Each particle in the bulk is given an impulse force from the distribution in Equation
(11). The resulting particle distribution in a box of 200 particles is shown in Figure 3a.
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Figure 2. Simulation Channel for Particle-Fluid Suspension.
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Figure 3. (a) Particle Distribution after t = 50,000 time-steps with kzT = 3.5 x1073; (b) Particle
Distribution with ‘Cold” Walls with kgT -> 0 (t > 50,000).
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If the walls are left completely “cold”, the effect disappears, but a significant migration away from
the walls appears as seen in Figure 3b. In order to experiment with the fluctuation velocity which the
wall particles attain, the mass of the wall particles is varied. It transpires that for a mass ratio of about
20/1, a uniform (flat) voidage profile is achieved within the conduit. However, this is found to be not
sustainable for larger time scales (t > 50,000). The particle migration effect can be suppressed by giving
the particles an extra number of pulses in each time-step, so that the effect is a “smoothed” impulse.
Further experimentation has established that if the number of extra pulses is equal to the number of
nearby interacting particles, an approximate optimum is achieved; see for example; Koenders et al.
(2012) [17].

These benchmark simulation experiments are believed to yield two very significant physical
outcomes which can facilitate potentially a practical means of controlling the nano-particle agitation
and particle separation in conduit flows. The effects suggest that (i) it is possible to impart controlled
migration towards the center, and (ii) it is also possible to “clump” particles next to the wall and/or in a
periodic cycle to alter the connectivity of the particle bed within the conduit. To achieve these effects in
real-life, we would need to impart pulsed impulses to the walls whose materials can be chosen to yield
a desired solid density ratio to the particles. A possible application is in the design and operation of
electrochemical batteries used for power generation, where the interactions between the electrodes
and the charge carrying particle bed can significantly effect the efficiency of electrical charge build-up
and controlled release with minimal leakage; see Figure 4 below for a schematic illustration, and refer
also to Kim et al. (2013) [19] and Bebelis et al. (2013) [20].
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Figure 4. Schematic of a Suspension Flow Fuel Cell.
5. Practical Methods to Enhance and Manipulate Brownian Motion in Nano Particle Suspensions

The literature on nanoparticle suspension conductivity (for example Jang and Choi (2004) [21]
and Keblinski et al. (2002) [22]) has considered four possible modes of energy transport in nanoparticle
suspension flows: (1) The collisions between carrier fluid molecules, (2) thermal diffusion of
nano-particles in suspension, (3) collisions between nanoparticles and (4) thermal interactions between
dynamic nanoparticles and the carrier fluid molecules.

The earlier work has found that the temperature-dependent conductivity of nanoparticle
suspensions at a specific concentration normalized to the conductivity of the carrier fluid can reveal
increases by anything up to two-fold, depending on the fluid temperature. Jang and Choi (2004) [21]
present results for Al,O3 particles in water and CuO particles in ethylene glycol, and show that the size
of the nanoparticles has a very strong effect on the increase in normalized conductivity achieved. They
report that when the fluid viscosity is relatively high like in ethylene glycol, reducing the nanoparticle
size to < 10 nm, conductivity increases by two fold; however, when water is used as carrier fluid, the
conductivity is reduced with decreasing nanoparticle size.

These results therefore suggest a sensitivity of the ratio of collisions between the nano-particle
and carrier fluid molecules and the collisional frequency of the fluid molecules on the values of
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conductivity achieved. If we also take on board the assertion by Keblinski et al. (2002) [22] that the
collisions between nanoparticles are an order of magnitude smaller than the collisions between the
nanoparticle and fluid molecules, then the ratio of the pulse intensity to mean relaxation time as a
key parameter (see Equation (9)), presented in the thermal pulse intensity spectra analysis presented
above, gains further prominence supported by these earlier results reported on the conductivity of
nanoparticle suspensions.

Keblinksi et al. (2005) [23] in a more recent study have also shown that the dynamic clustering and
aggregation of nanoparticles is more pronounced as the volume concentration of nanoparticles exceeds
5%. This in turn results in a more rapid conductivity due to the increase in particle-particle contacts
within the particle clusters. They report results of a several-fold increase in conductivity in consideration
of the transformation from randomly closely-packed to loosely-packed spheres; see Keblinksi et al.
(2005) [23]. This could only be due to the increased collisional activity of the nanoparticles in
loosely-packed particle assemblies providing enhanced connectivity of the nanoparticle assembly.

The pulse intensity spectra analysis presented here shows how the balance between fluid-fluid
molecule and fluid-nanoparticle interactions could be altered by affecting the Brownian motion of
nanoparticles as function of fluid viscosity and nanoparticle size. Furthermore, it may be possible to
make the water-based suspension to behave more like an ethylene glycol suspension, and vice versa, by
the imparting of optimal frequency of pulsing for a given concentration and size of nanoparticles. Hence,
according to the above analysis, the nanoparticle collisional frequency and its manipulation plays an
important role in achieving the optimal value of the ratio of the rate of particle kinetic and thermal
energy imparted. This in turn scales the macro-scale conductivity of the nanoparticle suspension
relative to the molecular conductivity of the carrier fluid as defined by the well-known Maxwell Model;
see Maxwell (1873) [24], which covers the original treatise on electricity and magnetism.

6. Comparison of Large-Scale Simulation Results

Figures 5 and 6 below compare the thermally pulsed assembly with that of the externally
pressurized flow after steady-state is achieved within the flow channel in 60 k simulation time steps
with 20,000 particles. The simulations were run for 120 k time steps to achieve accurate and reproducible
results. This duration of flow simulation, on average, pumps the whole aggregate through the channel
about 40 times, which corresponds to 12 s real-time.

Figure 6. External Pressure driven flow of particulate assembly snapshot at time-step = 100 k.

In both the external-pressure driven flow and thermal-pulsed assembly driven flow scenarios,
the suspension is advanced by the creation of periodic cavities adjacent to the planar channel walls
coupled with the migration of particles towards the channel center.

There is the significance of the choice of the value of the coefficient of restitution, e = 0.2 (e.g.,
pharmaceutical compacts; see for example (Bharadwaj et al. 2010) [25] and the fluid viscosity of n =
0.985 Pa-s (e.g., castor oil) with density similar to that of water in the simulation results presented here
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to highlight the interactions between highly inelastic “soft” collisions in the presence of moderately
high fluid viscosity. These choices were made to allow the assembly simulations to reach “steady-state”
within a reasonable computational time frame; see for example, Koenders, et al. (2001) [26].

These results are significant in illustrating the similarity of the nano-conduit flow physics obtained
with the creation of Brownian motion in external pressure driven and thermal-pulsed conditions. The
advantage of the latter is likely to be realized in applications allowing the energy transfer between the
walls and the particle suspension, such as found in fuel cell and electrochemical battery applications.
The current DEM simulations, if extended to longer real time flows and larger particle systems, can
pave the way to our further understanding of the role of the particle-particle connectivity in particle
beds under both Brownian motion-enhanced and -suppressed conditions. The ability to control the
extent of Brownian motion in device flows such as seen in Figure 4 above may hold the key to mastering
controlled energy storage and delivery with much greater efficiencies achieved to date; see for instance,
Mateo et al. (2019) [27].

7. Conclusions

The results presented of the DEM simulations of neutrally-buoyant sub-micron particles in a flow
regime where Re = 0.8 (i.e., Stokes flow), concur well with the earlier observations made of channel
flow experiments of suspension flows, whilst highlighting the effects of the controlled Brownian
motion of particles via thermal pulsing. The amelioration of the shear-induced migration of particles
in planar channel flows is demonstrated by the use of a DEM simulation framework that uses particle
collisional dynamics in the presence of the fluid lubrication and viscous drag forces, which also allows
for the implicit consideration of the surface roughness of particles through the D/(h + hy) ratio. The
simulation results presented in Figures 5 and 6 demonstrate convincingly that the particle-particle
and particle-wall thermal and electrical conduction processes are controlled effectively, and could be
enhanced to suit practical purposes such as in electrode charging in fuel cells (Canizares et al. 2007) [28]
and photovoltaic cells for solar energy storage (Mellor et al. 2016) [29] by manipulating the Brownian
motion of the sub-micron particles. Conversely, the Brownian motion could be arrested to a measure to
reduce the particle/wall friction experienced in micro-fluidic flows such as in the targeted introduction
of bio-pharmaceuticals in the bloodstream, see Pele et al. (2015) [30].

The analytical framework of calculations presented here is capable of incorporation of short-range
inter-particle attractive forces and gravitational acceleration to account for particle settling effects,
and could be extended to flows in 3-D cylindrical tube configuration; see for example Crevacore et
al. 2017) [3]. However, near-planar channel flows (2D) are also of significance in many microfluidic
device applications. Most microfluidic devices rely on the operation of a peristaltic pump equivalent,
and the thermal pulsing analysis presented here could be adapted to model the effects of pulse width
and frequency modulation on collective particle motion in both surface (2D) and tubular (3D) flows;
see Ishizuka et al. (2016) [18] for the latter.
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Abstract: Adjacent geotechnical engineering activities, such as deep excavation, may adversely
affect or even damage adjacent tunnels. Ground reinforcement before excavation may be an effective
approach to reduce tunnel heave as a result of stress relief. However, there are few quantitative studies
on the effect of soil reinforcement on tunnel deformation. Moreover, the reinforcement mechanism
of the reinforced soil and the reinforcement depth are not fully understood. In order to investigate
the effect of reinforcing the ground on the tunnel response, a finite element analysis was conducted
based on a previously reported centrifugal model test with no ground reinforcement. The effect of the
Young’s modulus and depth of the reinforced soil on tunnel deformation was analyzed. Soil stresses
around the tunnel were also considered to explain the tunnel response. The results revealed that
the Young’s modulus of the reinforced soil and the reinforcement depth had a significant impact on
tunnel deformation as a result of basement excavation. The tunnel heave in the longitudinal direction
decreased by 18% and 27% for modulus of the reinforced soil, five times and ten times higher than
that of the non-reinforced soil, respectively. The reinforcement depth was effective with regard to
controlling the tunnel heave caused by stress relief. This is because the reinforced soil blocked the
stress transfer and thus reduced the tunnel heave caused by excavation unloading. It is expected
that this study will be useful with regard to taking effective measures and ensuring the safety and
serviceability of existing metro tunnels during adjacent excavation.

Keywords: basement bottom reinforcement; reinforcement depth; Young’s modulus of reinforced
soil; tunnel heave; numerical analysis

1. Introduction

In congested urban areas, the metro plays an important role in the transportation system.
The safety and serviceability of existing metro tunnels are always under serious consideration. Owing
to the rapid development of underground space in urban areas, the commercial demand for the
construction of underground structures in close proximity to metro tunnel lines has been increasing.
However, adjacent geotechnical engineering activities, such as deep excavation, may have adverse
effects on or even cause damage to nearby existing tunnels. If the induced tunnel deformation and
internal forces exceed the capacity of the tunnel structures, segment cracking, leakage, and even
longitudinal distortion of the railway track may occur and seriously threaten the smooth travel and
safety of the trains in operation. Many studies have investigated the effects of adjacent excavation on
existing shield tunnels using various methods, including in situ monitoring [1-3], centrifuge model
tests [4-6], numerical analysis [7-15], and semi-analytical methods [16-19]. For example, the main
objects of investigation have been the excavation dimension [13,15], relative distance between the
tunnel and excavation [4,8,9,11,13], construction and reinforcement methods [10,12], tunnel dimension
and physical parameters [9,13], soil density and wall stiffness [6], different constitutive models [14],
and influence zone [20].
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Chang et al. [2] published an extensive report regarding the damage case history of a shield
tunnel as the result of an adjacent deep excavation. In this case history, cracks in segmental linings
and the distortion of connected blots were observed. Therefore, it is a major challenge for city
designers and geotechnical engineers to evaluate and control shield tunnel responses associated
with adjacent excavations. Although various construction and reinforcement methods of controlling
tunnel deformation have been proposed by Hu et al. [10] and Liu et al. [12], the existing quantitative
research on the evaluation of the bottom reinforcement is insufficient. Moreover, the effect of the soil
reinforcement’s mechanism on the tunnel deformation has not been clarified.

On the basis of a centrifugal model test reported by Ng et al. [4], the finite element simulation of
the studied problem without ground reinforcement has already been done. Ground reinforcement
before excavation may be a fresh approach to reduce tunnel heave as a result of stress relief. However,
its influence law and deformation mechanism are not clear yet. On the basis of the centrifuge model
test without ground reinforcement and the calibrated constitutive models reported by Ng et al. [14],
a finite element analysis was conducted to investigate the effect of ground reinforcement on tunnel
deformation, both in the longitudinal and in the transverse directions. The effect of the reinforced
soil’s Young’s modulus and the effect of the reinforcement depth under the basement bottom were
investigated. The effect of the basement excavation on the deformation of an existing tunnel was
analyzed. It is expected that this study may deepen the understanding of tunnel deformation control
methods and provide an effective method to control tunnel deformation due to excavation. This study
will help in taking effective measures to ensure the safety and serviceability of existing metro tunnels
during adjacent excavation for engineering applications.

2. Material and Methods

2.1. Description of the Simulated Centrifuge Test

The basis of the numerical simulation was derived from a centrifugal model test conducted by
Ng et al. [4]. The tunnel was located just below the center of a pit, as shown in Figures 1 and 2.
The centrifuge model test was conducted at the Hong Kong University Science and Technology
centrifuge [21-23]. The foundation pit excavation was simulated using the discharge-of-heavy-liquid
method, and the excavation depth was controlled using a piezometer. The excavation of the basement
was carried out in three steps, and each excavation step was 3 m. Details regarding the process of the
centrifuge model tests can be found in the report by Ng et al. [4].

2.2. Finite Element Analysis

2.2.1. Finite Element Mesh and Boundary Conditions

The finite element program ABAQUS [24] was used to simulate the effect of the basement
excavation on the existing tunnel. Figure 3 shows the three-dimensional finite element mesh adopted
in the analysis. The mesh dimensions were 1200 mm in length, 990 mm in width, and 750 mm in depth.
An eight-node brick element was used to simulate the sand and the diaphragm wall, and a four-node
shell element was used to simulate the tunnel. Pin supports were applied to all vertical sides and the
base of the mesh to restrain movement in any direction (x-, y- or z-direction).

In all numerical analyses, interface elements were used at the soil-tunnel and soil-basement
wall interfaces, unless otherwise specified. Each interface element was a zero-thickness slip element
governed by the Coulomb friction law. The friction coefficient (y1) and limiting relative displacement
(7im), where the slippage occurred, were controlled by two input parameters for each slip element.
The interface friction coefficient ;1 was derived from y = tand, where 0 is the interface friction angle,
which was taken as 20° (i.e., 2/3 of the soil’s critical friction angle). The limiting displacement of 5 mm
was assumed to achieve the full mobilization of the interface friction.
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Figure 2. Elevation view of the centrifuge model in model scale (mm) (redraw from Ng et al., 2013) [4].
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(b)

Figure 3. (a) Three-dimensional finite element model in model scale (mm) and (b) intersection of tunnel

and diaphragm wall.
2.2.2. Constitutive Model and Model Parameters

In the experiment, the tunnel and diaphragm wall were made of aluminum alloy and considered
elastic materials in the numerical analyses. The Young’s modulus and Poisson’s ratio of the aluminum
alloy were 70 GPa and 0.2, respectively. The sand was simulated using the Mohr—Coulomb model as
a first-order model based on the comparison reported by Ng et al. [14]. To describe the mechanical
behavior of the soil in this model, five parameters are needed: Young’s modulus E, Poisson’s ratio
v, friction angle ¢, cohesion ¢, and dilatancy angle ¢. The chosen parameters are listed in Table 1.
The parameter selection process and parameter values have been reported by Ng et al. [14].

Table 1. Soil parameters used in the Mohr-Coulomb model.

Soil Parameters Values
Young’s modulus, Es 117 MPa
Poisson’s ratio, v 0.3
Peak friction angle, ¢p 35°
Critical friction angle, ¢¢ 30°
Cohesion, ¢ 2 kPa
Dilatancy angle, ¢ 6°

2.2.3. Numerical Modeling Procedure

The numerical modeling procedure is summarized as follows and shown in Figure 4:
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1. Establish the initial stress conditions using K = 0.5. Apply the same amount of vertical and horizontal
pressure as that in the centrifuge test to the formation level and diaphragm wall, respectively.

2. Increment the gravitational acceleration of the entire model from 1 g to 60 g. Simultaneously,
apply pressure to the formation level and wall.

3. Decrease the amount of vertical and horizontal pressure gradually in each excavation stage to
simulate excavation up to a depth of 9 m.

Establishment of finite element
model

'

Establish the initial stress field by
K(=0.5 under gravity

Apply vertical and horizontal
ri pressure to the basement bottom
and diaphragm wall, respectively
Increase the centrifuge
acceleration gradually from 1 g,
15g,30g,45gt060g Apply the corresponding pressure
*47 to the basement bottom and the
diaphragm wall, simultaneously

Excavate basement depth from

e d
3m,6mto9m Decrease the applied pressure
until the excavation depth of 9 m

m -

Figure 4. A sketch of the modeling procedure.

2.2.4. Numerical Modeling Scheme

It should be noted that there is no ground reinforcement in the centrifuge model test. However,
the numerical modeling schemes include the cases with and without ground reinforcement.
The centrifuge tests provide a benchmark for verifying the correctness and reasonability of the
numerical results with no reinforcement. Furthermore, testing of the effect of the reinforcement
on tunnel response due to stress relief can be conducted. The ground is assumed to be reinforced by
grouting. All parameters of the ground mechanical behavior change after reinforcement may affect
tunnel response. A parametric study was conducted to investigate the effect of soil friction angle,
cohesion, etc., on the tunnel response. It was found that the strength indexes had only a little influence
on tunnel deformation. However, the Young’s modulus may play an important role in predicting the
tunnel response. Thus, this study focused on the study of the soil’s Young’s modulus. Figure 5 shows
the schematic diagram of the basement bottom reinforcement. The soil mass between the basement
bottom and the tunnel was divided into parts 1, 2, and 3, with each part being 10 mm in the model
(0.6 m in the prototype). Note that reinforcement S1 was equal to area 1, S2 was equal to area 1 plus
area 2, and S3 was the sum of areas 1, 2, and 3. In the first scheme, the effect of the reinforced area’s
Young’s modulus on the behavior of the tunnel was investigated, assuming that the reinforcement
area underneath the basement was S1. The reinforced soil’s Young’s modulus varied between 1, 5,
and 10 times the value of the soil’s initial Young’s modulus. As for the 5-times and 10-times values,
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they may not be close to reality but are certainly helpful for practice engineers to judge the effect of soil
Young’s modulus on the tunnel response. In the second scheme, the Young’s modulus of the reinforced
soil was constant (E, = 5E;), and the effect of the reinforcement depth on the tunnel’s behavior was
investigated. The reinforcement depth varied from area S1 =0.6 m and S2 =1.2m to S3 = 1.8 m in
the prototype.

Excavation area Note:
S1=1;
S2=1+2;

Basement bottom 83=1+243

Reinforcement 1 (0.6 m)
Reinforcement 2 (0.6 m)
Reinforcement 3 (0.6 m)

Figure 5. Reinforcement scheme for basement bottom.

3. Results and Analysis

3.1. Effect of Reinforced Soil’s Young’s Modulus on Tunnel Heave

Figure 6 shows the comparison of the measured and computed normalized tunnel heave and
maximum tunnel heave variation with different soil reinforcement moduli, where H, is the final
excavation depth. As can be seen in Figure 6a, the computed values were generally in agreement with
the measured data reported by Ng et al. (2013) [4]. The difference between the measurements and
the simulation results may be due to the chosen constitutive model. The adopted elastic—plasticity
model with Mohr-Coulomb criterion could not capture the strain- and path-dependent soil stiffness.
The maximum tunnel heave occurred at the tunnel crown underneath the basement center and
decreased gradually as the distance away from the center of the basement increased.

According to the Land Transport Authority of Singapore [25], the maximum tunnel movement
should not exceed 15 mm (i.e., 0.17% H,). When none of the soil elements were reinforced,
the computed maximum tunnel heave was 0.116% H., which overestimated the measured tunnel
heave by 50%. In this study, both the computed and measured maximum tunnel heave were within
the recommended allowable limit. Because the soil area S1 was reinforced with a Young’s modulus
that varied between Eg and 5E;, the computed tunnel heave decreased greatly from 0.116% H. to
0.095% He, which overestimated the tunnel heave by 32%. However, the measured tunnel heave
was overestimated by 23% as the reinforced soil’s Young’s modulus increased to 10Es. Thus, it is
obvious that soil reinforcement underneath the basement reduced the tunnel heave. Further increase
of the reinforcement’s Young’s modulus reduced the tunnel heave, but with a decreasing tendency.
For comparison, the overestimated maximum tunnel heave is listed in Table 2. The basic value is the
result obtained from the centrifuge model test.
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Figure 6. Measured and computed (a) tunnel heave and (b) maximum tunnel heave with different

reinforced soil Young’s moduli.

Table 2. Comparison of computed and measured values.

Young’s Modulus of Max. Change in Tunnel
Cases Rein%orced Soil, E; Max. Tunnel Heave Diar%leter
No reinforcement E.=Eq +50% —35%
Reinforcement S1 E, =5E, +32% —39%
Reinforcement S1 E; = 10Eq +23% —39%
Reinforcement S2 E, =5E, +31% —39%
Reinforcement S3 E, =5E; +28% —40%

Note: The —ve sign indicates an underestimation and the +ve sign indicates an overestimation.
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3.2. Effect of Reinforced Soil’s Young’s Modulus on Tunnel Diameter Change

Figure 7 shows the measured and computed change in the tunnel diameter with different soil
reinforcement moduli. The positive and negative values denote the elongation and compression
of the tunnel, respectively. It is noted that the described tunnel deformation was located in the
tunnel section in a circumferential direction. All three cases predicted that the tunnel lining was
vertically elongated and horizontally compressed and that the magnitude of the elongation (ADy) and
compression (ADpy) increased with the excavation depth. All of the computed values underestimated
the tunnel diameter change in comparison to the experimental measurements. This can be attributed
to the fact that, in the transverse direction, the computed soil stiffness around the tunnel was larger
than that in the centrifuge model test. According to the British Tunnelling Society [26], the maximum
distortion of a tunnel ((ADy + ADy)/D) should not exceed 2%. The maximum distortion of the
existing tunnel (i.e., 0.09% D), which was induced by the basement excavation in this study, was within
the abovementioned allowable limit. The increase of the reinforced soil’s Young’s modulus varied from
Es to 5Es, which led to the maximum elongation of the tunnel lining of 9%. Significant changes were
not observed when the reinforced soil’s Young’s modulus increased from 5E; to 10Es. Thus, it was
concluded that only a slight influence was exerted by the reinforced soil’s Young’s modulus on the
change of the tunnel diameter.

E, ( Measured, Crown+Invert)

E ( Measured, Left+Right springline)

- E
030 o —® E
-o- E
—o— E,

,:E: ( Computed, Crown-+Invert)
025 \=E, ( Computed, Left+Right springline)
. ---2--- E=5E, Computed, Crown+Invert)

— —— E=5E, ( Computed, Left+Right springline)
£ 020 { = E=10E, ( Computed, Crown+Invert)
<] —=— E=10E, ( Computed, Left+Right springline)
a
< 0.15 1
< Sign convention: -
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g 010 1 ' .
5 -: compression
5
S 0.05 1
£
2
=
= 0.00
=
=
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-0.20 T

0.00 0.25 0.50 0.75 1.00

Unloading ratio, H,/C

Figure 7. Measured and computed changes in tunnel diameter with different soil reinforcement moduli.
3.3. Effect of Reinforcement Depth on Tunnel Heave

Figure 8 compares the measured and computed normalized tunnel heave and maximum tunnel
heave variation with different reinforcement depths, where He is the final excavation depth. When none
of the soil elements were reinforced, the computed maximum tunnel heave was 0.116% H.. When the
soil area S1 was reinforced, the computed tunnel heave decreased from 0.116% He to 0.099% He with a
constant reinforcement Young’s modulus. However, significant changes were not observed when the
reinforcement depth increased further. Thus, it is obvious that the soil reinforcement depth underneath
the basement reduced the tunnel heave, even for a thin layer. The further increase of the reinforcement
depth did not have an effect and was uneconomical.
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Figure 8. Measured and computed (a) tunnel heave and (b) maximum tunnel heave with different
reinforced soil areas.

3.4. Effect of Reinforcement Depth on Tunnel Diameter Change

Figure 9 shows the measured and computed changes in the tunnel diameter with different soil
reinforcement depths. The positive and negative values denote the elongation and compression
of the tunnel, respectively. It is also noted that the described tunnel deformation was located in
the tunnel section in a circumferential direction. Tunnel diameter was elongated in the vertical
direction and compressed in the horizontal direction after stress relief. The elongated and compressed
values increased with the unloading ratio. As the reinforcement depth increased, the elongation
and compression of the tunnel lining decreased. Obvious changes were not observed when the
reinforcement depth increased further. Thus, it was concluded that the reinforcement depth exerted
only a slight influence on the change of the tunnel diameter. When the unloading ratio was 0.5 and
the soil area S3 was reinforced, the tunnel diameter change was 0.061%. Compared with the 0.049%
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change for no reinforcement, a maximum tunnel diameter change ratio of 19% occurred. A summary
of the comparison between the computed and measured values is presented in Table 2.

--4%-- No reinforcement (measured, crown +invert)

—— No reinforcement (measured, left + right springline)
0.30 - --©-- No reinforcement (computed, crown +invert)
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- - — Reinforcement S1 (computed, left + right springline)
----- Reinforcement S2 (computed, crown +invert)
0.20 —=— Reinforcement S2 (computed, left + right springline)
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Figure 9. Measured and computed change in tunnel diameter with different soil reinforcement areas.

3.5. Analyses of Soil Responses Caused by Excavation

3.5.1. Stress Distributions of Soil Elements in the Tunnel’s Longitudinal Direction

To better understand the tunnel behavior in the transverse and longitudinal directions, the stress
distribution of the soil elements around the tunnel are presented in Figures 10 and 11. Figure 10a
shows the computed changes in the vertical stress at the tunnel crown in the longitudinal direction for
different reinforcement Young’s moduli. The positive and negative values denote the increase and
decrease in the stress acting on the tunnel lining, respectively. Along the tunnel crown, the vertical
stress beneath the basement reduced significantly as a result of the excavation. An almost uniform
stress relief was observed beneath the basement. The stress was concentrated beneath the diaphragm
wall. This is because the tunnel moved upward due to stress relief, whereas the trend was blocked by
the diaphragm wall. The concentrated stress may increase largely beneath the diaphragm wall and
then dissipate behind the wall. Thus, it is possible that there will be an increase in stress, which has
also been observed in the literature [14]. The vertical stress in the soil increased by more than 100 kPa.
After the basement excavation, the maximum change in the vertical stress at the tunnel crown exceeded
the allowable limit (i.e., 20 kPa) set by the Building Department of Hong Kong [27]. In the case
where the soil element was not reinforced, the maximum reduction in the vertical stress was 159 kPa.
When the reinforced soil’s Young’s modulus increased from Ej to 5Es, the maximum reduction in the
vertical stress was 120 kPa. This was because the reinforced soil blocked the stress transfer and thus
reduced the stress release around the tunnel. However, obvious stress changes were not observed when
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the reinforced soil’s Young’s modulus increased from 5Es to 10Es, which can explain the phenomenon
shown in Figure 6. Figure 10b shows the computed changes in the vertical stress at the tunnel crown
in the longitudinal direction for different reinforcement depths. As can be seen, the maximum stress
reduction was restrained from 159 kPa to 120 kPa when the reinforcement depth changed from 0
to 0.6 m. Further obvious changes were not observed for a reinforcement depth larger than 0.6 m,
which is consistent with the tunnel heave change shown in Figure 8.
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Figure 10. Computed vertical stress change in the soil element at the crown in the circumferential
direction for (a) different reinforcement Young’s moduli and (b) different reinforcement depth.
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Figure 11. Computed earth pressure change in the soil element along the tunnel transverse direction
for (a) different reinforcement Young’s moduli and (b) different reinforcement depth.
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3.5.2. Stress Distributions of Soil Elements in the Tunnel’s Transverse Direction

Figure 11 shows the normal stress change distribution of the soil elements in the transverse
direction of the tunnel which was located in the section under the center of the basement. As can
be seen, the maximum and minimum stress changes were 80 kPa and almost 0 kPa, respectively,
and occurred at the top of the tunnel and at the invert, respectively. It was found that the stress at the
invert changed little. This may be due to the rather large stiffness of the tunnel which prevented the
stress change of the soil at the tunnel invert. The stress change in the soil elements around the tunnel
springlines was 45 kPa. Thus, the tunnel circumference was elongated in the vertical direction and
compressed in the horizontal direction, as shown in Figures 7 and 9. As can be seen in Figure 10, in all
reinforced cases, only a slight stress change could be observed for the soil elements around the tunnel,
in comparison to the non-reinforced case. This can be explained by the diameter change, as shown in
Figures 7 and 9.

4. Conclusions

This study evaluated the effect of the reinforced soil’s Young’s modulus and the effect of the
reinforcement depth on the tunnel response as a result of a basement excavation, based on back-analyzing
a centrifuge model test with no reinforcement. The tunnel heave and diameter change and the stress
changes both in the longitudinal and in the transverse directions, were analyzed. The obtained results can
provide reference for practical engineering in terms of applying construction measures to control tunnel
deformation caused by stress relief. Based on the above analyses, the following conclusions were drawn:

(a) Asaresult of the stress relief caused by the basement excavation, tunnel heave was observed for
the tunnel underneath the basement excavation. The heave was greatly reduced by improving
the basement bottom soil’s Young’s modulus. When a specific soil area S1 was reinforced with a
Young’s modulus that varied from E to 5Es, the computed tunnel heave decreased by 18%. This was
because the reinforced soil blocked the stress transfer and thus reduced the tunnel heave caused
by excavation unloading. A further increase of the reinforced soil’s Young’s modulus did not
significantly reduce the tunnel heave. This can be attributed to the fact that obvious stress changes
were not observed when the reinforced soil’s Young’s modulus increased from 5Es to 10Es.

(b) When the reinforcement depth was 0.6 m, the computed tunnel heave decreased by 15% in
comparison with the non-reinforced case. However, significant changes were not observed when
the reinforcement depth increased further. The further increase of reinforcement depth had no
effect and would therefore be uneconomical.

(c) As the reinforced soil’s Young’s modulus varied from Es to 5Es, the maximum elongation of
the tunnel lining in the circumferential direction changed by 9%. Significant changes were not
observed when the reinforced soil’s Young’s modulus increased from 5E; to 10E;. Significant
changes were not observed when the reinforcement depth increased further. Thus, it was
concluded that the reinforced soil’s Young’s modulus and the reinforcement depth exerted only a
slight influence on the diameter change of the tunnel.

Author Contributions: Conceptualization, H.S.; methodology, H.S.; software, H.S.; validation, W.S.; formal
analysis, H.S. and W.S.; investigation, H.S. and W.S.; resources, W.S.; data curation, H.S.; writing—original draft
preparation, H.S.; writing—review and editing, H.S. and W.S.; visualization, H.S.; supervision, H.S.; project
administration, H.S.; funding acquisition, H.S.

Funding: This study was sponsored by the National Natural Science Foundation of China (grant number
51708245), the Natural Science Foundation of Jiangsu Province (grant number BK20160426), the Construction
System Science and Technology Project of Jiangsu Province (grant number 2017ZD124), the Natural Science
Foundation for Colleges and Universities in Jiangsu Province (17KJB130003, 17KJA560001), the Project with
Science and Technology of Huai’an City (HAG201606).

Acknowledgments: We thank Liwen Bianji, Edanz Editing China (www.liwenbianji.cn/ac) for editing the English
text of a draft of this manuscript.

Conflicts of Interest: The authors declare that there is no conflict of interest regarding the publication of this paper.

79



Appl. Sci. 2019, 9, 1420

Data Availability Statement: The computed data used to support the findings of this study are included within
the article. Previously reported measured data were used to support this study and are available at [https:
//doi.org/10.1139/cgj-2012-0423, https:/ /doi.org/10.1139/cgj-2014-0361]. These prior studies (and datasets) are
cited at relevant places within the text as references [4,14].

References

1. Burford, D. Heave of tunnels beneath the Shell Centre. London, 1959-1986. Géotechnique 1988, 38, 135-137.
[CrossRef]

2. Chang, C.-T;; Sun, C.-W.; Duann, S.; Hwang, R.N. Response of a Taipei Rapid Transit System (TRTS) tunnel
to adjacent excavation. Tunn. Undergr. Space Technol. 2001, 16, 151-158. [CrossRef]

3. Simpson, B,; Vardanega, PJ. Results of monitoring at the British Library excavation. Proc. Inst. Civ. Eng—Geotech. Eng.
2014, 167, 99-116. [CrossRef]

4. Ng, C.W,; Shi, J.; Hong, Y. Three-dimensional centrifuge modelling of basement excavation effects on an
existing tunnel in dry sand. Can. Geotech. J. 2013, 50, 874-888. [CrossRef]

5. Huang, H.; Huang, X.; Zhang, D. Centrifuge modelling of deep excavation over existing tunnels. Proc. Inst.
Civ. Eng.—Geotech. Eng. 2014, 167, 3-18. [CrossRef]

6. Ng, C; Shi, J.; Lei, G.; Masin, D.; Sun, H. Influence of sand density and retaining wall stiffness on
three-dimensional responses of tunnel to basement excavation. Can. Geotech. ]. 2015, 52, 1811-1829.
[CrossRef]

7. Lo, K.; Ramsay, J. The effect of construction on existing subway tunnels—A case study from Toronto.
Tunn. Undergr. Space Technol. 1991, 6, 287-297. [CrossRef]

8. Dolezalova, M. Tunnel complex unloaded by a deep excavation. Comput. Geotech. 2001, 28, 469-493.
[CrossRef]

9.  Sharma, J.S.; Hefny, A.M.; Zhao, J.; Chan, C.W. Effect of large excavation on displacement of adjacent MRT
tunnels. Tunn. Undergr. Space Technol. 2001, 16, 93-98. [CrossRef]

10. Hu, Z.E; Yue, Z.Q.; Zhou, J.; Tham, L.G. Design and construction of a deep excavation in soft clay adjacent
to the shanghai metro tunnels. Can. Geotech. ]. 2003, 40, 933-948. [CrossRef]

11. Zheng, G.; Wei, S.W. Numerical analysis of influence of overlying pit excavation on existing tunnels.
J. Cent. South Univ. Technol. 2008, 15, 69-75. [CrossRef]

12. Liu, HL; Li, P; Liu, J.Y. Numerical investigation of underlying tunnel heave during a new tunnel
construction. Tunn. Undergr. Space Technol. 2011, 26, 276-283. [CrossRef]

13. Huang, X.; Schweiger, H.F; Huang, H.W. Influence of deep excavations on nearby existing tunnels.
Int. J. Geomech. ASCE 2013, 13, 170-180. [CrossRef]

14. Ng, CW.W.,; Sun, H.S,; Lei, G.H.; Shi, ] W.; Masin, D. Ability of three different soil constitutive models to
predict a tunnel’s response to basement excavation. Can. Geotech. . 2015, 52, 1685-1698. [CrossRef]

15.  Shi, ]J.; Ng, CW.W.,; Chen, Y. Three-dimensional numerical parametric study of the influence of basement
excavation on existing tunnel. Comput. Geotech. 2015, 63, 146-158. [CrossRef]

16. Zhang, J.E; Chen, ].J.; Wang, ].H.; Zhu, Y.F. Prediction of tunnel displacement induced by adjacent excavation
in soft soil. Tunn. Undergr. Space Technol. 2013, 36, 24-33. [CrossRef]

17.  Zhang, Z.; Huang, M.; Wang, W. Evaluation of deformation response for adjacent tunnels due to soil
unloading in excavation engineering. Tunn. Undergr. Space Technol. 2013, 38, 244-253. [CrossRef]

18. Zhang, Z.; Zhang, M.; Zhao, Q. A simplified analysis for deformation behavior of buried pipelines
considering disturbance effects of underground excavation in soft clays. Arab. J. Geosci. 2015, 8, 1-15.
[CrossRef]

19. Liang, R; Wu, W.,; Yu, F. Simplified method for evaluating shield tunnel deformation due to adjacent
excavation. Tunn. Undergr. Space Technol. 2018, 71, 94-105. [CrossRef]

20. Zheng, G.; Du, Y.M.; Diao, Y. Influenced zones for deformation of existing tunnels adjacent to excavations.
Chin. . Geotech. Eng. 2016, 38, 599-612.

21. Ng, CW.W,; Van Laak, PA.; Tang, W.H.; Li, X.S.; Zhang, L.M. The Hong Kong geotechnical centrifuge.

In Proceedings of the 3rd International Conference on Soft Soil Engineering, Hong Kong, China, 6-8
December 2001; pp. 225-230.

80



Appl. Sci. 2019, 9, 1420

22.

23.

24.

25.

26.
27.

Ng, CW.W.; Van Laak, PA.; Zhang, LM.; Tang, WH.; Zong, G.H.; Wang, Z.L.; Xu, GM.; Liu, S.H.
Development of a four-axis robotic manipulator for centrifuge modeling at HKUST. In Proceedings of
the International Conference on Physical Modelling in Geotechnics, St John’s, NL, Canada, 10-12 July 2002;
pp- 71-76.

Ng, C.W.W. The state-of-the-art centrifuge modelling of geotechnical problems at hkust. ]. Zhejiang Univ. A
2014, 15, 1-21. [CrossRef]

ABAQUS, Inc. ABAQUS User’s and Theory Manuals; Version 6.17; ABAQUS, Inc.: Providence Rhode Island,
RI, USA, 2017.

LTA. Code of Practice for Railway Protection; Development & Building Control Department, Land Transport
Authority (LTA): Singapore, 2000.

BTS. Specification for Tunnelling; British Tunnelling Society (BTS): Thomas Telford, London, UK, 2000.

BD. Practice Note for Authorized Persons APP-24. Technical Notes for Guidance in Assessing the Effects of Civil
Engineering Construction/Building Development on Railway Structures and Operations; Building Department of
the Government of HKSAR (BD): Hongkong, China, 2009.

@ © 2019 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
BY

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

81






Firicd applied
b sciences

Article

Quantitative Analysis of Soil Displacement Induced
by Ground Loss and Shield Machine Mechanical
Effect in Metro Tunnel Construction

Yimo Zhu !, Liang Chen >*, Heng Zhang "*, Peng Tu 3 and Shougen Chen !

1 Key Laboratory of Transportation Tunnel Engineering, Ministry of Education, Southwest Jiaotong University,
y y P g g y g ty,

Chengdu 610031, China

School of Civil Engineering, Changsha University of Science and Technology, Changsha 410076, China
Sichuan Vocational and Technical College of Communications, Chengdu 611130, China

*  Correspondence: liangchen_2018@163.com (L.C.); Hengzhang1985@outlook.com (H.Z.)

2
3

Received: 26 June 2019; Accepted: 24 July 2019; Published: 26 July 2019

Abstract: In order to relieve the increasing ground traffic pressure in the process of urbanization in
China, it is inevitable to build more metro lines. However, the stratum movement caused by tunneling
affects the safety of adjacent underground structures and aboveground buildings. Therefore, how
to evaluate and control the stratum movement is a prominent problem. In this paper, based on the
engineering project of an interval tunnel between Shizishan Station and Chuanshi Station in Chengdu
Metro Line 7, China, the action mechanism of stratum movement induced by shield tunneling is
analyzed, and the effect factors are divided into two categories: ground loss factors and mechanical
factors. Combining the advantages of Loganathan method and mirror source-sink method, a new
solution of three-dimensional displacement induced by ground loss is proposed. Based on the elastic
half-space Mindlin model, the displacement at any point induced by four mechanical effect factors
is deduced. Finally, the total displacement is verified by field monitoring data and quantitative
analyzed in various parts.

Keywords: metro constructions; shield tunnel; ground settlement; soil displacement; analytical;
Mindlin solution

1. Introduction

With the acceleration of urbanization in China, the growth rate of urban land use is much lower
than the urban population growth rate. The limited number of urban surface land resources can no
longer meet people’s needs for living space. The development direction of urban space is gradually
changing from the horizontal direction of extension to the vertical direction of intension, which has
resulted in many underground structures [1-4]. Although the development of urban underground
space has detailed plans and arrangements before construction, it still has some unpredictability in
the long term. Therefore, the negative conditions that new underground structures create near the
existing ones happen from time to time. As the main artery of underground traffic in modern cities, this
phenomenon of metro tunnels is particularly prominent. Among many construction methods of metro
tunnel, shield tunneling is becoming the preferred construction scheme because of its advantages of fast
construction and small disturbance to stratum [5-9]. Although shield tunneling has many advantages
as mentioned above, and the construction technology has made great progress in many years, due
to the defects of geological conditions and construction technology, the advance of shield tunneling
will inevitably create a disturbance, change the stress state of soil and cause stratum displacement.
Therefore, how to evaluate and control the stratum displacement has always been a concern for
engineers [10-12].
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The important of this problem has prompted researchers to study many methods for predicting
stratum displacement induced by shield tunneling. Based on the factors affecting stratum displacement,
the methods can be divided into two categories. The first category concerns the ground loss factors
during shield excavation, and the second addresses the mechanical effect factors. In terms of ground
loss factors, empirical solution is one of the most commonly used methods. Peck assumed that the curve
of land settlement trough satisfies the conditions of Gauss distribution and invariant stratum volume,
as was deduced Peck’s empirical formula based on field monitoring data [13]. Celestino et al. [14] and
many other researchers [15-19] noted that Peck’s empirical formula cannot accurately describe soil
settlement trough in many cases and proposed improved empirical formulas under different geologic
conditions. Besides empirical solution, there are also many researchers who contribute significantly
through analytical solution [20-23], numerical simulation [24-26] and model testing [27,28]. In terms
of mechanical effect factors, Mindlin’s solution is one of the well-known solutions to calculate the
stress and displacement caused by a point load at an embedment depth in an elastic half-space [29].
Based on Mindlin’s solution, many modified analytical solutions are proposed [30-33]. For instance,
Verruijt et al. derived a theoretical solution for the deformations of an elastic half-plane with a circular
cavity, which is often used in tunnel excavation. [34,35].

However, most previous studies only consider the stratum displacement caused by ground
loss factors, ignoring the influence of mechanical factors without clear theoretical basis [7,8,17,21].
A few studies containing mechanical factors are not thorough enough, and they are usually shown
in the form of total displacement without the quantitative analysis of the proportion of stratum
displacement caused by each factor [6,9,10]. In this paper, based on the engineering project of an
interval tunnel between Shizishan Station and Chuanshi Station in Chengdu Metro Line 7, China,
combining Loganathan empirical formula and mirror source-sink method, the stratum displacement
caused by ground loss factors is calculated. The mechanical effect factors are divided into four parts
and calculated based on the Mindlin solution. The proportion of stratum displacement caused by each
factor is quantitatively analyzed, which can provide guidance for the stratum displacement calculation
of shield tunneling in the future.

2. Engineering Background

The engineering project in this paper is an interval tunnel between Shizishan Station and Chuanshi
Station in Chengdu Metro Line 7, China. The tunnel consists of two single-track tunnels with a total
length of 970.4 m and a burial depth of 15 m, which is mainly located in weathered mudstone stratum
and excavated by EPB (Earth Pressure Balanced) shield. The external diameter of shield and fabricated
precast segment are 6 m and 6.28 m, respectively. The diagram of shield tunneling in diagram is shown
in Figure 1.

Ground uplift or settlement

Shield segment

Cutter head

Figure 1. The diagram of shield tunneling in stratum.
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In order to carry out the calculations, the parameters that need to be determined can be divided
into two categories. The first category concerns the physical parameters of soil, such as elastic modules,
Poisson’s ratio, etc. They are obtained from engineering geological reports and field experiments, as
shown in Table 1. The second is the construction parameters of the shield machine, such as shield
tunneling speed, strain rate of grouting layer, etc. The equipment used in this project is CREC153 EPB
shield machine produced by China Railway Engineering Equipment Group, its parameters are shown
in Table 2.

Table 1. Physical parameters of soil.

Material Unit Weight ~ Thickness Poisson’s Cohesion Friction Elastic Modules
(kN/m°) (m) Ratio (kPa) Angle (MPa)
Topsoil 20 2.1 0.3 45 14° 594
Intermediary 234 37.9 017 300 18° 180

weathered mudstone

Table 2. Construction parameters of shield machine.

Closure

Parameter Shield Tunneling Rotation Speed of Cutter Opening Number of Diameter of Shield
Speed (mm/min) Cutter Head (r/min) Ratio (%) w (mm)
Cutters
Value 80 3.55 36 4 6280
Length of Main Diameter of Griz?i:\hnlj’xr‘:sussure Strain Rate of Slip Softening Interface Friction
Machine (mm) Segment (mm) (N%Pa) Grouting Layer (%) Coefficient Angle (°)
8427 6000 0.3 84 0.9 6.5

3. Ground Loss Effect Factors

Ground loss g is the primary cause of stratum settlement and deformation. During shield tunnel
construction, the causes of ground loss include curved propulsion, shield steering adjustment, soil
thrusting into the shield tail gap, head-down propulsion, head-up propulsion, and tunnel lining
deformation. The ground loss can be calculated by using the Lee’s equation [36].

g§=Gp+lptw M

where G, is physical gap, it is the gap between the outer wall of the shield shell and the outer wall
of the segment. In the field, synchronous grouting is used to decrease the physical gap, but due to
the hydration reaction characteristics and the water permeation loss of cement slurry, there is still a
residual gap G,” when the physical gap G, is fully filled by grouting. Usually, G," = G, X f;, f; is slurry
strain rate; Uy, is the plastic deformation of shield working face during tunnel excavation. Generally,
Uy, = 0 when the EPB shield is used; w is the additional ground loss induced by shield rectification,
head-up propulsion, head-down propulsion and the soil consolidation in the tunneling disturbance
zone. w can be assumed to be 0 because the working face thrust of shield is equal to the soil pressure
during most of the time.

3.1. Displacement Solution

Based on the Verruijt analytical formula [34,35], considering quantify ground loss with
non-equivalent radial displacement, Loganathan [21] put forward a method for estimating stratum
displacement caused by ground loss in undrained clays; the formula is as shown in Equation (2).

_p2)___z-H _ Z+H _ZZ[XZ—(erH)Z]
ssz{ > +(Z_H)wr(a 4p) 5 YR [ X ex

_ _p2 1 (3—4pu)  4z(z+H)
5x=-R x{xZJr(z—H)z X2+ (z+H)? [X2+(Z+H)2]2

@

X Exz
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where R is tunnel external radius; H is burial depth of tunnel center; u is Poisson’s ratio of soil; ¢y . is the
parameter of non-equivalent radial displacement, fitting by exponential function based on measured
data, which can be expressed as Equation (3).

} ®3)

Considering that the displacement solution caused by ground loss derived by Loganathan is a
two-dimensional solution, which is often a three-dimensional problem in actual engineering, it
is necessary to extend the two-dimensional displacement solution to three-dimensional. The
three-dimensional ground loss parameter ¢y, ,, can be extracted from the Sagaseta” solution [20].

Sagaseta deduced the expression of ground displacement caused by tunnel construction by using
the mirror source-sink method.

Exz =

49R + ¢? 1382 0.6922
———eXpy—|————— +
4R2 (HJrR)Z H2

Uloss __x ¥
0TI [1 ’ <x2+y2+H2>%]
Syo = vm; T
(¥2+y?+H?)2 "
S:0 = %ﬂfl—ﬂ 1+ . 1] (
(¥2+y?+H?)2
Sxo(y d oo) = _%xszz
Sa(y — o) = =5l

where V) is ground loss. From Equation (4) it can be found:

5 = Syw(y > o) x 1 x|[1 #]
oLl e (2 y2H2) 2 )
Szo(y):Szo(yﬁoo)x%x[l_,_ A
(x2+y2+H2)2

Equation (5) shows that the distribution of stratum displacement caused by shield construction
(ground loss) along the Y axis satisfies the law of 3 x [1 + y/(x? + y* + 22)% ]. Therefore, based on this
law, the Loganathan’s solution is extended to the three-dimensional. It is noted that the coordinate
system adopted in this paper is different from that used in the Sagaseta’s solution, so the distribution
law should be revised, and its expression is as Equation (6):

y

17
(X2+y2+H2)%

(6)

The plane ground loss parameter ¢, ; is extended to three-dimensional parameter ¢y ., which can
be seen as Equation (7). Then, three-dimensional stratum displacement solution, Equation (8) can be
obtained by replacing ¢, . in Equation (2).

} @)

®)

Y
x2+y2+H2)%

4gR + g2 1.38x2  0.6922
X expy — +
8R2 (H+R)2 H2

Exyx = €y X &xz = [1 -

_R2)___ z-H _ 2+H _Zz[xz—(z+H)2]
S. =R { Zrene T (3-4u) 7 Y G T X Exy

_ 2 1 (3-4p) _ _ 4z(ztH)
Sy =-R x{x2+(z_H)2 + x2+(z+H)2 [x2+(z+1-1)2]2 X &Exy,z
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3.2. Quantitative Analysis

Ground loss g and several parameters of Table 1 can be brought into Equation (8) to calculate
ground loss displacement, and the counter map of ground settlement are shown in Figure 2. As we can
see it, ground settlement at 4.5 D (D for diameter of tunnel) behind shield tail is stable to maximum
10.51 mm, and its value at 4.5 D in front of shield tail is only 10% of maximum. Therefore, it can be
considered that the influence range of ground loss is within 4.5 D behind and in front of shield tail.
As for deep soil layer, when the vertical distance from tunnel vault is greater than 0.5 D, the settlement
has little changes. However, while it is less than 0.5 D, the settlement increases rapidly, as shown in
Figure 3a. This is because that with the redistribution of stress, a pressure arch will be formed around
the tunnel. The soil in the arch is a loosening zone, which has a greater displacement, and the soil out
of the arch tends to be stable. As we can see from Figure 3b, horizontal displacement of deep soil is

mainly distributed in 1 D from the bottom of the tunnel.

Settlement maximum (mm)

Z (mm)

1254

12,0
115
1.0
10.5 : 254
0.5 D to tunnel vault;

100+ : ; ; —t 30 ‘ ‘ ‘ ‘

0 2 4 6 8 10 12 5 10 15 20 25 30

Z (m) X (m)
(a) (b)

Figure 3. Displacement of stratum: (a) Variation curve of settlement maximum; (b) Counter map of
horizontal displacement.
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4. Mechanical Effect Factors

The shield machine has a complex mechanical interaction with the surrounding stratum when
shield tunnel constructs. Based on the difference of sources and action modes, these mechanical effect
factors can be divided into following categories, as Figure 4: Friction f; between the shield working
face and the soil; Additional frontal thrust g on the shield working face; Shell Friction f; between the
shield and the soil; Radial pressure p generated by synchronous grouting in shield tail gap.

Grouting pressure p

X

Shell friction fs
Frontal thrust ¢

Cutter head friction fd

A
Figure 4. Four mechanical effect factors.

4.1. Mindlin’s Solutions

The displacement caused by point load at any point can be solved by using Mindlin theoretical
solution in the elastic half-space shown in Figure 5 [25]. The above four categories of force can be
decomposed into vertical and horizontal forces, then brought into Mindlin solution to calculate.

—1 (0. 0,-d)

M(x, y, z)

VA

Figure 5. Mindlin model. Where M (x, y, z) is any point in the infinite half space; P is a vertical
concentrated load; Q is a horizontal concentrated load; d is the burial depth of concentrated load;

Ri= P+ (z-d)% Ry = 2+ (z+d)%r = 2+ 2
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When there is a vertical concentrated load P at burial depth d, then the displacement Sy, v of x(y)
direction and the displacement S,  of z direction at any point M (x, y, z) in space induced by the load P
can be expressed as Equation (9):

_ _Px(y) |z=d , G-4)(z=d) _40-p)(1-2u) | 6dz(z+d)
Sx(y),V = 16nG(1—y)[ZR_3 TR T RE®ed) TR ]
)
B p 3—4u | 8(1-u)’—(3-4u) | (z=d)® | (3—4u)(z+d)*-2dz | 6dz(z+d)>
52,V = 16nG(1-p) [R_] + Ry + R} + RS + RS

where 11 is Poisson’s ratio; G is soil shear modulus.

When there is a horizontal concentrated load Q parallel to Y axis, pointing in the positive direction
of the Y axis, then the displacement Sy ;j of x direction, S, iy of y, S, y of z at any point M (x, y, z) in
space induced by the load Q can be expressed as Equation (10). While the horizontal concentrated load
Q parallel to X axis, due to the symmetry of x and y, it only needs to exchange x and y in Equation (10).

S Pxy 1 3-4p  edz _ A(1-p)(1-2p)
xH = T6nG(1-u) R R} R} Ry(Rotztd)?
_ P 3- 411 (3~ 4#) 2d 37\ | 4(1-p)(1-2p) v
Syn= 1671G(1—y)|: = T Rz + + + Z(1 ' )+ ot (1- RZ(RﬁZHI))] (10)
S Py z—d + (3—4p)(z—d) 4(1—;1)(1—241) _ 6dz(z+d)
zH = T6nG(1-p) | R R Ry (Ry+2z+d) R}

Due to the location of load in Mindlin solution is at z axis, the coordinate of the formula above
should be transformed to use when the location of load is at any point. The global coordinate system is
xyz, let the local coordinate system be uvw and coordinate origin be O’ (m, n, k), shown in Figure 6.
When coordinate is transformed, xyz are replaced by uvw, thenletu =x —m,v=y—n,w=z - k.

Figure 6. Coordinate transformation.
4.2. Quantitative Analysis of Additional Thrust q

When the shield machine advances, the whole machine is close to equilibrium state. However,
large additional stresses still occur in the front of the cutter head, especially while plate-type panel
cutter head with a small opening ratio is adopted. Wang built an extrusion model of cutter head and
deduced the expression of additional thrust g based on the field monitoring data, as shown in Equation
(11) [37].

10.13(1 - p)E,mo(1 - €)?
(1+ u)(3—4p)Dkaw

where E; is undrained elastic modulus; v is shield tunneling speed; & is cutter opening ratio; D is
diameter of shield; k is closure number of cutters; w is angular velocity of cutter head; Ap” is extrusion
pressure of cutters, generally takes 10-25 kPa.

Based on Equation (11) and parameters of Table 2, the additional thrust g is 280 kPa. This is
similar to the measured value in previous studies, which is much larger than the 20-30 kPa generally

+Ap (11)
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considered. The additional thrust g is unit surface load parallel to Y axis. Based on the integral region
in Figure 7 and Equation (10), let m = pcos 0, n = 0, k = 0, depth of action of load element d = H — psin
0, stratum displacement induced by additional thrust q can be obtained.

1, 3-4u  6(H-psin0)z
y,q _ (x—pcosO)y| R3 R3 RS
= | B apapa0 ST sy
RZ(R2+Z+(H—psin6))2
Z—(H;{gsine) + (3—4;1)(2;3:1+psin9) (12)

2
W - 4(1-p)(1-2p)
fo fo qupdelénc(l m) + ReRo 12+ Hpsin0)

6(H—psin 0)z(z4+H-psin 0)
_ %

where R; = \/rz +(z—H+psin0)% Ry = \/,,2 +(z+H-psin0)% r = \/(x—pCOSB)2 +y%; His
burial depth of tunnel center; i is Poisson’s ratio of soil; p is the distance to the center of cutter head.

z
Figure 7. Integral region of g.

As shown in Figure 8, under the action of additional thrust g, ground uplifts in front of the cutter
head, settlements behind the cutter head. Both reach maximum at 1 D and tend to be stable at 4.5 D
away from the cutter head. The displacement is small by and large, for each 50 kPa increase in g, the
maximum displacement increases by 0.025 mm. Figure 9 shows that the horizontal displacement
caused by g of the cutter head mainly appears within the depth of 1.5 D when Y = 1.

] ——q=50 kPa
012 ——q= 100 kPa
—+—q= 150 kPa
-0.08+ \ ——q=200 kPa
z i, —o—q=250 kPa
-0.04 - &
g
£ 000+
g
S
8
=004+
&
2 008
0.12+4
T T T T T T T
60 -40 20 0 20 40 60
Y (m)

Figure 8. Longitudinal ground settlement caused by 4.
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—a—x=3.14m

Z (m)

T T T T
0.00 0.05 0.10 0.15 0.20 0.25
Horizontal displacement (mm)

Figure 9. Horizontal displacement of stratum caused by 4.

4.3. Quantitative Analysis of Frictional Force f;

Based on the integral region shown in Figure 7, frictional force f; between the shield working
face and the soil is expressed as Equation (12), which can be decomposed into horizontal load f;1
and vertical load f;v, as Equation (13). The solution of total stratum displacement can be obtained by
compositing the displacements of Equation (10).

fa= [y(H—psiHG)ﬁﬂ]X(pf (13)
far = fasin 0
14
{fdv:deOSQ a4
st -5t

where ¢ is interface friction angle; q is additional frontal thrust on the working face; p is the distance
to the center of cutter head; H is burial depth of tunnel center; y1 is Poisson’s ratio of soil.

The contour map of ground settlement and horizontal displacement caused by frictional force f;
is shown in Figure 10a,b. The distributions of displacement show good regularity. Although, as the
displacement values and action range are too small (less than 0.01 mm) even in deep soil quantitative
analysis need not be carried out.

20

60

8.1E-04

-20 T T T T T
20 40 60 -30 -20 -10 0 10 20 30
X (m)

0
Y (m)
(a) (b)

Figure 10. Ground movements caused by f;: (a) Settlement; (b) Horizontal displacement.
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4.4. Quantitative Analysis of Frictional Force f;

As the characteristic of shell friction f; between the shield and the soil is like that between pile
and soil, slip softening phenomenon should be considered in calculation of f; by Equation (15) [38-40].
Based on Equations (9) and (10) and the integral region in Figure 11, the displacement of f; can be
calculated like f; above.
fs = Bsol, tan &
{ oy =0y, sin? 96+ oy cos? 0 (16)

where ;s is slip softening coefficient; oy’ is radial stress; 6 is interface friction angle; oy’ is vertical
stress; oy’ is horizontal stress.

c)@
&
?y

Figure 11. Integral region of f;.

As we can see from Figure 12a,b, the ground settlement is symmetrically distributed along the Y
axis, ground uplifts in front of the cutter head, settlements behind the cutter head. The horizontal
displacement is symmetrically distributed along the diagonal line of X axis and Y axis.
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Figure 12. Ground movements caused by fs: (a) Settlement; (b) Horizontal displacement.
4.5. Quantitative Analysis of Synchronous Grouting Pressure p

Synchronized grouting at the shield tail can fill the shield tail gap in time and reduce ground loss,
but on the other hand, the grouting will extrude the surrounding soil. The extrusion action can be
obvious with poor water permeability and high grouting pressure, which may cause stratum uplift.
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In practice, the distribution pattern of synchronous grouting pressure is complex. In order
to simplify the calculation, the following assumptions are made: the grouting pressure distributes
uniformly in the circumference; little slurry diffuses into surrounding stratum in a short time, that is,
the force on stratum is the same as grouting pressure; the longitudinal length of grouting is taken as 1
m [41]. Based on Equations (9) and (10) and the integral region in Figure 13, the displacement of p can
be calculated. As we can see from Figures 14 and 15, the displacement values and distribution range
are small. It is worth noting that ground uplift increases significantly with the increase of grouting
pressure in Figure 16, so grouting pressure needs to be selected reasonably.
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Figure 13. Integral region of p.

Figure 14. Ground uplift caused by p.
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Figure 15. Horizontal displacement of stratum caused by p.
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Figure 16. Ground uplift of different p.
5. Verification by Field Monitoring Data

The stratum displacements induced by various effect factors and total displacement are shown in
Table 3. The effect ratio of ground loss is over 95%, which plays a decisive role. The ratios to total of
frictional force f; and f; are much less than 1%; they are too small to be considered. The ratios of additional
thrust g and synchronous grouting pressure p are a little larger, but are no more than 3%. As shown
in Figures 8 and 16, the variations of these two factors make some small quantitative changes, but no
qualitative differences. It shows that this conclusion has good universality for different working conditions.
The total ground settlement is compared with field monitoring data in Figure 17. From this, we can see
that there are some differences between them. For example, the calculating settlement maximum is 10.25
mm, while monitoring data is 9.7 mm. The difference rate is 5.3%, which belongs to acceptable error
range. What is more, they have the same trend and the difference is stable. This is because that the elastic
model is adopted in this paper, but in practice with the redistribution of stress, a pressure arch will be
formed around the tunnel. The soil out of the arch is prevented from entering the loosening zone, which
cause the field monitoring data to be slightly smaller than theoretical calculation result.

Table 3. The displacements induced by various effect factors.

Ground Settlement Horizontal Displacement

Effect Factors Maximum (mm) Ratio to Total in Stratum (mm) Ratio to Total
q -0.12 0.01 0.20 0.03
fa <0.01 <0.01 0.04 <0.01
fs +0.04 <0.01 0.03 <0.01
r -0.18 0.02 0.10 0.01
Ground loss 10.51 1.02 7.30 0.95
total 10.25 1.00 7.67 1.00
-2
X (m)
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0 1 1 1 1
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Figure 17. Total calculating displacement and field monitoring data.
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6. Conclusions

In order to relieve the increasing ground traffic pressure in the process of urbanization in China,
it is inevitable to build more metro lines. The evaluation and control of the stratum displacement is
a prominent problem during shield construction of city metro engineers. Based on the engineering
project of an interval tunnel between Shizishan Station and Chuanshi Station in Chengdu Metro Line 7,
China, this paper analyzed the action mechanism of stratum displacement induced by shield tunneling,
and divided effect factors into two categories: ground loss factors and mechanical factors. Through the
quantitative analysis of the effect factors, the following conclusions can be drawn:

(1). The calculation results of this paper are applicable for shield tunneling in urban soft soil layer, but
the calculation methods and thoughts have a good universality for different working conditions,
it just needs necessary parameter adjustments. Combining the advantages of Loganathan method
and mirror source-sink method, the three-dimensional displacement induced by ground loss are
calculated. Based on the elastic half-space Mindlin model, the displacement at any point induced
by four mechanical effect factors through coordinate transformation and different integral region
is deduced. The total displacement is the sum of the two, which is verified by field monitoring
data. The difference is stable and the difference rate is about 5.3%. This is because that the elastic
model is adopted in this paper, but in practice with the redistribution of stress, a pressure arch will
be formed around the tunnel. The soil out of the arch is prevented from entering the loosening
zone, which causes the field monitoring data to be slightly smaller than theoretical calculation
result. It is a methodological flaw, not a statistical one, and needs to be solved in future.

(2). The displacement induced by ground loss is over 95% of the total displacement, which plays a
decisive role. The key to controlling stratum disturbance is decreasing the ground loss. When the
outer diameter of shield and segment is determined, the most effective measure is decreasing the
strain of grouting layer. As the stratum uplift caused by grouting pressure is much smaller than
the settlement caused by grouting layer strain, the grouting pressure or grouting volume can be
increased appropriately to ensure the grouting filling rate.

(3). The ratio of displacement caused by mechanical effect factors to total displacement is too
small (less than 5%), even far less than the error caused by various simplified assumptions in
theoretical calculation. In practice, this part of the displacement cannot be separated from the
total displacement, it is difficult to verify its accuracy and validity by numerical simulation or
field monitoring. Therefore, it is suggested that in calculation, the mechanical effect factors can be
neglected as appropriate, and only the displacement caused by ground loss is considered, which
can not only reduce the computational complexity and make it easy to use, but also can meet the
requirements of engineering application accuracy.
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Abstract: Shield tunneling is becoming the preferred construction scheme for metro construction
because of its advantages of fast construction speed and small disturbance. However, limited by
process defects, the stratum movements induced by the construction of shield tunnels still affects
the safety of nearby underground structures and aboveground buildings. Therefore, the reliable
prediction of stratum movements is important. Described in this paper is an analysis method of
the Greenfield stratum movements (Greenfield is an area of land that has not yet had buildings
on it, stratum movements means the movement of various soil layers) caused by shield tunnel
construction combining an elastic half-space model of mirror source-sink method with the use of
modified analytical method. Based on the theoretical formula in this paper, not only can the curve of
surface settlement trough be calculated, but also the three-dimensional displacement field of deep
soil can be obtained. By comparing vertical and horizontal contour maps of Greenfield stratum
movements, good consistency between theoretical formula results and centrifugal test results are
shown. This solves the defects and limitations of existing two-dimensional formulas; furthermore,
based on this, it is convenient to evaluate the effect on the other skewed underground structures
through the elastic foundation beam and other similar methods; therefore, this paper can provide a
wide guidance and service for the design and construction of underground engineering in the future.

Keywords: shield tunnel; stratum movements; analytical; mirror source-sink method; centrifuge
modelling test

1. Introduction

Since the 21st century, tunnel and underground engineering in China have made great
progress [1-7]. With the continuous development of urbanization in China, the urban population is
growing, and urban traffic pressure is also increasing. In order to alleviate the urban traffic pressure, city
managers have taken a lot of measures, such as limited number driving, expansion, and transformation
of existing roads, but the traffic demand is still far greater than the current urban ground carrying
capacity. Metro has the advantages of large passenger capacity, fast speed, and full use of underground
space, which is more and more popular in modern society. However, the urban subway has strict
requirements for its construction methods. Because of the high density of buildings in cities, the
construction of the metro will cause stratum movement and bring adverse effects on ground buildings.
Especially when passing through high-rise buildings, the disturbance caused by construction on
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stratum must be more strictly controlled. The construction period of Metro is long, and the interruption
of traffic should be avoided as far as possible when crossing the road. Usually, subway construction
methods include the open-cut method, shallow-buried excavation method, and shield tunneling
method. Among them, the shield tunneling method has become the preferred construction scheme
for metro construction because of its great advantages of fast construction speed, a high degree of
automation, and small disturbance to stratum [8,9].

Although shield tunneling has many advantages mentioned above, and the construction
technology has made great progress after many years of development, due to the defects of geological
conditions and construction technology, the advance of shield tunneling will inevitably make a
disturbance, change the stress state of soil, and cause stratum displacement, as shown in Figure 1. If the
disturbance of stratum cannot be clearly understood, it will affect the safety of nearby underground
structures and aboveground buildings. For example, the adjacent metro tunnels may cause deformation
restrictions beyond the normal operation of the metro, or even lead to train derailment; it may also
lead to the breakage of underground pipelines, resulting in a series of problems, such as gas leakage,
interruption of urban water use, interruption of communication power system, and so on, affecting the
daily life of the city [10-12]. Therefore, a reliable prediction of stratum movements is important.

Lining
Shield [ T T ]

1 Face loss

2 Radial movements towards the shield
3 Closure of the tail void

4 Lining deflection

5 Consolidation

Figure 1. Sources of stratum movements of shield tunnel.

Over the years, previous researchers have done numerous studies on the effects of shield tunnel
construction on stratum displacement [13-18]. In the direction of theoretical research, Peck assumed
that the curve of land settlement trough satisfies the conditions of Gauss distribution and invariant
stratum volume, and deduced Peck’s empirical formula based on many field monitoring data [19].
Attewell et al. used Peck’s empirical formula to simulate the free displacement of soil at the location
of existing tunnels [20-24], and then deduced the displacement of existing tunnels with elastic
foundation beams and other models. However, Celestino and Klar [25,26] gradually found that the
Peck curve could not accurately describe soil settlement trough in many cases. Voster, O'Reilly et
al. [27-30] have proposed fitting curves from different research angles to fit the free displacement
field of soils. Litwinszyn [31] put forward the theory of random medium through a sand box test.
Liu, Yang, et al. [32-34] introduced this theory into the prediction of stratum displacement caused
by the excavation of geotechnical tunnels. Although these studies have the advantages of concise
calculation formula and convenient use, they lack a clear theoretical basis of mechanics. They can only
be called a mathematical empirical method, not an analytical solution of soil settlement. Because the
empirical formula is fitted by a large number of field monitoring data, the parameters of the fitting
function are closely related to the actual construction conditions, and lack of a clear theoretical basis,
the accuracy of the results predicted by this method is often difficult to meet the requirements, and its
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defects are evident. Comparatively, the solving process of the analytic method and modified analytic
method is relatively complex, but through more rigorous analysis, as long as the parameters are
selected properly, it has better universality. Sagaseta [35] deduced the expression of three-dimensional
displacement of stratum by using the mirror source-sink method. This formula can not only calculate
the curve of surface settlement trough, but also calculate the displacement and stress of deep soil, so it
is widely used [36-43]. However, the movement pattern of actual volume loss is not consistent with the
assumed equivalent radial movement pattern in this method and has some deviation. Based on field
monitoring data, Loganathan, Jiang, and other researchers [44-51] modified the stratum displacement
pattern by exponential function and deduced the prediction formula of surface subsidence under
non-equivalent radial movement pattern. However, most of these methods are only suitable for
three-dimensional orthogonal plane or two-dimensional cases, which have great defects and need
to be improved urgently. Many other researchers concerned the field description, soil classification
for engineering purposes [52-54], and the analysis methods of data such as neural networks [55-58].
Saplachidi et al. [59] used measured settlements from the tunneling excavation for the extension of
Line 3 of the Athens Metro for the verification and calibration of the empirical formulae. Suwansawat
et al. [60] evaluated the potential and the limitations of artificial neural networks (ANN) for predicting
surface settlements caused by Earth pressure balance (EPB) shield tunneling and to develop optimal
neural network models for this objective. Ahangari et al. [61] created a database from previous
research [62-65] and studied the capability of adaptive neuro-fuzzy inference system (ANFIS) and
gene expression programming (GEP) methods for settlement prediction. However, those methods
belong to the fuzzy solutions without mechanism analysis, training neural networks requires a lot of
data from databases or numerical simulation, and there are problems such as difficult convergence or
slow convergence speed.

This paper studies the Greenfield stratum movements caused by shield tunnel construction
combining an elastic half-space model of mirror source-sink method with the use of modified analytical
method. Through theoretical derivation and empirical function modification, the prediction formula
of three-dimensional Greenfield stratum movements is improved, and it shows good consistency with
the centrifugal test results. The new solution can calculate the three-dimensional stratum displacement
accurately, which is unavailable for the previous methods. It can be used in the process of tunnel
excavation rather than only for the ultimate settlement. Based on this improved solution, it is convenient
to evaluate the effect on the other skewed underground structures through the elastic foundation beam
and other similar methods; therefore, this paper can provide a wide guidance and service for the
design and construction of underground engineering in the future.

2. Basic Theory and Calculation Method

2.1. Disturbance Factors

Usually, there are three factors that cause disturbance of surrounding soil by shield tunneling
technology: First, the gap between segment lining and stratum due to the reasons of assembling
segment lining, shield overcutting, shield snake-shaped, and shield body adjustment; although
synchronous grouting is adopted, the grouting cannot completely eliminate the gap at present [66]; the
second is the elastic-plastic deformation of the soil at the shield heading face, which is closely related
to the soil characteristics and the additional force on the shield working face. Thirdly is the horizontal
friction between the outer surface of the shield and the surrounding soil. Compared with the effect
of the gap, the stratum movements caused by the additional force on the shield working face and
the frictional force between the outer surface of the shield and the surrounding soil during tunnel
construction is very small [67]. Therefore, this paper neglects the effects of the latter two factors when
analyzing, and mainly studies the effects of the gap. Sources of stratum movements of shield tunnel
are shown in Figure 1 and the coordinate system is set as shown in Figure 2 [68].
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Figure 2. Surface displacement caused by shield tunnel.
2.2. Gap Parameter

In order to analyze the effects of the above factors, Rowe et al. [69,70] proposed the concept
of gap parameter to reflect the stratum loss caused by shield tunnel construction, transforming the
three-dimensional problem to a two-dimensional gap in plane. The composition of the gap takes into
account the following factors: Elastic-plastic deformation of the shield at the tunnel excavation face,
the over-excavation of the shield machine, the physical gap between the outer skin of shield shell and
segment lining, and the construction technology. The formula for calculating the gap parameters g
under undrained condition is as in Equation (1).

§=Gp+ Uy +w (1)

where shows that the gap parameters are composed of three parts [44]:
The first part Gy, is the physical gap, which represents the gap between the outer skin of shield
shell and segment lining; its expression is as in Equation (2):

Gp=2M+56 @

where A is the thickness of shield shell and 6 is the space formed by segment lining installation.
The second part Ujp is the elastic-plastic deformation of shield at the tunnel excavation face; its
quantitative expressions are as in Equations (3) and (4):

k k QRP,
Usp = Eéy =57 F 3)
Py = K)P} + Py, — Pf @)

where k is the soil cutting resistance coefficient; Q) is the displacement coefficient; R is the tunnel radius;
E is the elastic modulus; K’y is the effective static lateral pressure coefficient; P’; is the effective vertical
stress at depth of tunnel center; P, is the pore water pressure at depth of tunnel center; and Pris the
supporting force provided by tunnel.
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The third part w is the shield construction technology coefficient, of which the value is as in
Equation (5):

1
u; 1 b3
FZl_( 20+ )G N1 2)2
1+ [exp( )]
yH=p . ’ ©
N= /

u

1
w= min{O.éGp, gui}

where U; is the elastoplastic plane strain displacement at the tunnel crown; u,, is the soil Poisson’s
ratio under undrained condition; Cy, is the soil shear strength under undrained condition; E; is the soil
elastic modulus under undrained condition; y is the unit weight of soil; and H is the buried depth of
tunnel center.

2.3. Loganathan’ Solution

Based on the above formulas, Loganathan proposed to use plane loss rate ¢y, to quantify stratum
loss with non-equivalent radial movement. The expression is as in Equation (6):

}. 6)

Combined with Verruijit’s [71,72] analytical formula, he put forward a formula for estimating
stratum displacement caused by undrained stratum loss in clays, of which the formulas are as in
Equation (7):

Exz =

4¢R + g2 exol 1.38x2  0.6922
4R2 (H+R)2 H2

_ 2z[x2 = (z+ H)?
S, =R —%+(3—4y) 2t - - [ 2] X ey
x2+ (z—H) x2+ (z+H) [x2+(z+H)2]
@)
3-4 4 H
Sy = —R2x ! + ( HH) - Z(Z i ) Ex,z

2+ (z-H? 22+ (z+H)? [x2+(z+H)2]2

Considering that the displacement solution caused by stratum loss derived by Loganathan is
a two-dimensional solution, which is often a three-dimensional problem in actual engineering, it is
necessary to extend the two-dimensional displacement solution to three-dimensional. In the above
deduction process, we can find that the stratum loss parameter ¢y, is the key for extending. If we
extend the plane stratum loss parameter ¢y, to three-dimensional parameter Ex,z,ys the displacement
solution can be extended to three-dimensional space. Another important method to solve the stratum
displacement caused by stratum loss is used here. The concept of stratum loss proposed by Sagaseta
proposed the mirror source-sink method and derives the problem of free displacement field by elastic
half-space model. Although field monitoring data [40] show that the movement pattern of actual
volume loss is not consistent with the assumed equivalent radial movement pattern in this method, its
process is a strict mathematical derivation process, so the three-dimensional stratum loss parameter
€x,zy can be extracted from the Sagaseta solution.

2.4. Sagaseta’s Solution

Sagaseta used the mirror source—sink method, assumed that the surface is free, the soil is isotropic,
and incompressible. The analysis steps are as follows and in Figure 3:
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Surface 0=0, =0 Surface (ignored) 0=0, T=To
O O
Source gap
Practical problem First step: infinite elastic soil

Sink expension (%

I

Surface (ignored) 0=-0,, T=T, } -27,
____________________ _—= > —> : < 4

O O

Third step: reverse shear stress
applied on the surface

Second step: volume expansion

Figure 3. Analysis steps of mirror source-sink method.

Firststep: The existence of the original surface is ignored, and the half-space problem is transformed
into the internal gap problem of full space. Under the action of a source gap, stress field changing,
there will be the normal stress o and the shear stress 7 at the original surface position.

Second step: A sink is set at the mirror position of the source gap above the original surface; there
is a volume expansion of the same size at the sink position. The sink expansion will produce a normal
stress —oy of the same value and opposite direction and a shear stress 7 of the same value and same
direction at the original surface position. Therefore, under the action of source and sink, the normal
stress on the original surface can be offset, which does not exist in practice.

Third step: Under the action of source and sink, a shear stress —27 of twice the value and opposite
direction is supposed at the original surface position and the corresponding displacement field of the
surface shear stress below the surface at each point can be obtained.

Final step: The displacements generated by the above three steps at any point below the surface
are S7, Sy, and S3, respectively. The displacement solution of the practical problemis S = S; + S, + S3.

Based on above steps, Sagaseta deduced the expression of surface displacement caused by tunnel
construction is as in Equation (8):

Uloss X Y
S = - 1
x0 27 x? + H? + 1
(x2+y2+H?)2
S, — lloss
W= o 1
(2 + 42 + H2)2
(8)
— Ulpss H Y
520 = 27 x2+H21+ 1
(2 +y*+H?)2
S 0(]/ - oo) = _loss X
~ T x2+ H?
Oloss
S = _—
B 77
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where V) is stratum loss. Contrastive Equation (8) can be found:

1
Swly) = Swoly > ) x 3 % |1+ Y

N =

(2 +y*>+H?) ©)

1
S:0(y) = Sy = 00) x 3% |14 ——

1
(2 -+ 92+ )2
2.5. An Improved Method

Equation (9) shows that the distribution of stratum displacement caused by shield construction

¥

1
(stratum loss) along the y-axis driving satisfies the law of 5% 1+ . Therefore, based

1

(2 + 2+ H2)2
on this law, the Loganathan’s solution is extended to the three-dimensional. It is noticed that the
coordinate system adopted in this paper is different from that used in the Sagaseta’s solution, so the

distribution law should be revised, and its expression is as in Equation (10):

i (10)
(x2 + 42 + H?)2

The plane stratum loss parameter ¢y ; is extended to three-dimensional parameter ¢y 2 y:

} )

€xz is replaced by ¢y, in Equation (7) and Equation (12) is the three-dimensional analytical
solution of stratum displacement caused by stratum loss. When y = 0, z = 0, the curves of settlement
trough calculated by Equations (7), (8), and (12) are the same, and Equation (8) is the particular solution
about the surface settlement value of Equation (12) at the tunnel face.

4R + g2 1.38x2 6922
Exyx = Ey X Exz = 1- Y X 3 g ex {—‘i 0.69z

8R? (H+R)?  H?

1
(2 + 12 +12)2

2 2
-H o 2z|x* - (z+H)
S, = R? —Z—2+(3—4y) zt 5= [ 2] X Ex,y,z
x2+ (z—H) x>+ (z+H) [X2+(Z+H)2]
(12)
3-4 4 H
Sx — —sz 1 + ( “) _ Z(Z + ) x Ex,y,z

X2+ (z-H)? x2+(z+H)? [x2+(z+H)2]2

For example, let H = 13.65 m, u = 0.4, R = 2.325 m, ¢ = 0.058 m, then the displacement of soil
layers at z = 0 m and z = 10 m is showed in Figure 4.
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Dimension in m

Figure 4. Settlement trough in different depth stratum (example).
3. Compared with Centrifugal Test Results

3.1. Material Properties

British scholar Marshall [73] designed a series of model tests to study the influence of shield
tunneling in sandy ground by using the geocentrifugal testing machine of Cambridge University.
The design conditions and dimensions of centrifuge model test are shown in Figure 5. The bottom
dimension of the test box containing model tunnels and sand is 770 mm X 147.5 mm, and the sand
depth after filling is 311 mm; the axis depth of the shield tunnel model is Z; = 182 mm, the tunnel
diameter is D; = 62 mm, the section dimension of the model tunnel is shown in Figure 6, and the length
of the shield tunneling section is Ly = 147.5 mm.

Lasers and LVDTs

Camera field
of view

Model tunnel

Three 8
* Megapixel
cameras

Figure 5. Centrifuge package—tunneling in sandy ground.

.mm..vm;dg dJ [[ [u Eﬂ

lﬂﬂix_a»m Gromd surfce | g ot

7182 i ceist %0

. | "

Model tunnel

Soil body /
w

L=770 W=1475

H=311

Dimension in mm

Perspective Cross-section

Figure 6. Centrifuge package schematic where LVDTs (linear variable differential transformers) were
used to measure vertical sub-surface soil displacements at the same locations as the lasers. Cameras
were used to capture images of the soil body during tests for analysis.
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The test soil samples were taken from dry Leighton Buzzard Fraction E silica sand, UK, and its
parameters are shown in Table 1. This sand has a typical D5 of 122 um [74], a specific gravity of 2.67,
and maximum and minimum void ratios of 0.97 and 0.64 [75], respectively. Uniform sand with relative
density of 90% was prepared by automatic sand leaker. The elastic modulus E of sand soil is 20 MPa
and Poisson’s ratio y is 0.4. The whole test process was carried out under the centrifugal acceleration
of 75X g (g is the acceleration of gravity); namely, the scale ratio of the test size was 75 times. Therefore,
this test is equivalent to simulating a shield tunnel with a diameter of 4.65 m (model diameter 62
mm) and a tunnel central burial depth of 13.65 m (model tunnel central burial depth 182 mm) passing
through Greenfield in reality. In the process of shield excavation, the simulation of stratum loss is
realized by using a cylinder sealed with liquid connected to the tunnel driven by a motor. The stratum
loss rate rises at a rate of about 0.3% per minute. The above test parameters are brought into Equation
(12) for theoretical calculation of stratum displacement. Considering the clarity and regularity of result
image, the test results of medium volume loss of 2.5% are compared.

Table 1. Physical parameters of soil samples.

Unit Weight Typical Dsg  Maximum/Minimum Relative Poisson’s Elastic Modules

Material (KN/m?) (um) Void Ratios Density Ratio (MPa)
Dry Leighton
Buzzard Fraction 26.7 122 0.97/0.64 90% 0.4 20

E silica sand, UK.

3.2. Comparative Analysis of Results

The comparative analysis of the results is shown in Figure 7; the vertical displacement contours
of 37.5 mm and 30 mm in the central part show good consistency and regularity. In general, the
centrifugal test results are nearly straight-line contours, while the theoretical calculation results are arc
contours, which also leads to a large difference between 22.5 mm, 15 mm, and 7.5 mm contours, and
shows a trend of increasing the difference from the center to the edge.

As for vertical displacement, the numerical value is relatively small, and its regularity is not
obvious. This can also be seen from the poor symmetry of the left and right halves of the horizontal
displacement in the centrifugal test nephogram. The shape and distribution position of centrifugal
contours and theoretical contours are similar, especially the upper 4 mm curve and the central 2 mm
curve. However, the difference between theoretical contours and centrifugal contours also shows
an increasing trend from the center to the edge, the whole lines shift to the right a little, and the
theoretical contour has a wider range. This is consistent with the law that the settlement trough of
sand is narrower and deeper than that of clay [76].

\\\ 744 T

30
225
2 2 30
75 30 7.5
37.5
7.0
37.5
— Centrifuge test
11.25 — Loganathan’s solution bhas
— Improved solution
Contours dimension in mm
18.75 15 11.25 7.5 0 3.75 7.5 1125 15 18.75 (m)

@ (b)

Figure 7. Contour comparison of Loganathan’s solution, theorical calculation of this paper, and
centrifugal test results (2.5% volume loss): (a) Horizontal displacement contours for Greenfield;
(b) vertical displacement contours for Greenfield.
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Due to sand soil being chosen as the test soil sample in centrifugal test, Sagaseta’s solution is
applicable to sand soil, but another important part of our theoretical formula, Loganathan’s solution,
is only applicable to clay soil. Be aware of the exponential function of Loganathan’ solution modify
the formation loss coefficient by fitting the clay soil data, although the soil parameters substituted in
Equation (12) are sand soil’s, which cannot eliminate the difference between the Loganathan’s ¢, , and
the properties of sand. This leads to the fact that in the vertical displacement contours, the centrifugal
contours are linear and the theoretical contours arc, which is similar to the difference between the
two on the slip fracture surface of soil. Generally, clay soil has a complex composition, elastic-plastic
deformation occurs easily, deformation has a time-delay property, and many other disturbing factors,
all of which are very unfavorable to the test analysis. However, sand soil has a single material, of which
properties are easier to control in the test, and the drainage or non-drainage conditions need not be
considered. Therefore, the current centrifugal tests are mostly based on sand. We regret that we have
not found a suitable clay centrifugal test as a reference. However, considering the inevitable errors in
centrifugal test and theoretical calculations, the comparison results are still acceptable.

4. Conclusions

(1) A new method for predicting the stratum movements caused by EPB shield tunnel construction
is developed that combines an elastic half-space model of mirror source-sink method with the
use of modified analytical method. Compared with the effect of a physical gap, the stratum
movements caused by the additional force on the shield working face and the frictional force
between the outer surface of the shield and the surrounding soil during tunnel construction is
very small. Therefore, this paper neglects the effects of the latter two factors when analyzing, and
mainly studies the effects of the physical gap. The method also takes into account non-equivalent
radial ground loss.

(2) Sagaseta’s method assuming equivalent radial movement pattern can only obtain the surface
movements from the tunnel excavation. Considering non-equivalent radial displacement model,
Loganathan’s solution modifies Verruijit's analytical formula by exponential function, but it is
only applicable to plane strain cases. The two methods have great limitations. For example, they
cannot show the soil displacement of the x = y plane. If there is a new shield tunnel skewed with
an old tunnel or pipeline and the displacement effect at the old tunnel or pipeline needs to be
calculated, neither of the above two methods will apply. This paper combines the advantages of
the two methods to derive a formula for predicting the three-dimensional stratum displacement
caused by shield tunneling.

(3) Vertical displacement contours in the central part show good consistency and regularity, with a
larger difference at the edge. Centrifugal contours are nearly straight-line contours, while the
improved solution contours are arc. Vertical displacement has a relatively small numerical value
and its regularity is not obvious. The shape and distribution position of centrifugal contours
and improved contours are similar. The difference also shows an increasing trend from the
center to the edge, and the improved solution contours shift to the right a little and has a wider
range. One of the important reasons is that sand soil is chosen in the centrifugal test but part
of Loganathan’s solution is fitted with clay data and is only applicable to clay soil. The current
centrifugal tests are mostly based on sand. However, suitable clay centrifugal tests are hard
to find. Considering the inevitable errors in the centrifugal test and theoretical calculations,
the comparison results are acceptable. The values of Loganathan’s contours are larger than the
other two, because Loganathan’s solution is the plane strain method; namely, it is a final stratum
displacement from the excavation of an infinite tunnel. However, in the test and the improved
method, the tunnel length is finite, the distance between the measuring plane and the tunnel face
is much shorter, so their displacements are smaller than the final displacement.
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Abstract: In comparison with tetragonal retaining structures, circular retaining structures have
an advantage in terms of controlling the deformation caused by foundation excavation, and are a
reasonable choice in engineering practice. Many results have been obtained regarding the effect
of tetragonal excavation on the deformation of an adjacent tunnel. Nevertheless, a sufficient
understanding of the circular excavation’s effect on the deformation of an adjacent tunnel is currently
lacking. Therefore, this study focused on the problem of precise predicting tunnel deformation below
a circular excavation. A numerical model was established to calculate the tunnel deformation caused
by the circular excavation. An advanced nonlinear constitutive model, known as a hypoplasticity
model, which can capture path-dependent and strain-dependent soil stiffness even at small strains,
was adopted. The models and their associated parameters were calibrated by centrifuge test
results reported in the literature. The deformation mechanism was revealed, and the calculated
results were compared with those obtained with a square excavation and the same excavation
amount. The differences between the deformations caused by these two types of excavation shapes
were analyzed. It was found that under equal excavation area conditions, the excavation-induced
deformations of the metro tunnel below a circular excavation were approximately 1.18-1.22 times
greater than those below a square excavation. The maximum tunnel tensile bending strain caused by
the circular excavation was 32% smaller than that caused by the square excavation. By comparing
with the measured results, it is proved that the proposed numerical method can provide effective
reference for engineers to analyze soil-structure problems.

Keywords: advanced model; precise prediction; circular foundation pit; tunnel deformation

1. Introduction

With urban development, a large number of excavation works have been conducted. Stress relief
caused by basement excavation will inevitably affect surrounding subway tunnels. Many research
results have been obtained with regard to the effect of tetragonal excavation on the deformation of an
adjacent metro tunnel. The main contents of this study are as follows: geometry of the excavation [1,2];
relative position of tunnel and excavation [3-7]; excavation conditions and reinforcement method [8-11];
tunnel lining stiffness [4] and diameter of tunnel lining [1]; different soil constitutive models [12]; soil
relative density and retaining wall stiffness [13]; influence zone [14] and calculation methods [15-17].

However, existing studies have mainly focused on analyzing the tunnel response caused by the
unloading of the tetragonal basement excavation. With the rapid development of urban construction,
the development and utilization of underground space is rapidly increasing and more and more
foundation basements are constructed as circular foundation basements [18-21]. Unlike the traditional
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tetragonal rectangular basement, a circular basement can make full use of the circular arch effect, such
that the force of the structure becomes more reasonable.

Existing circular basement studies have mainly focused on the soil pressure around the basement
and the retaining structure’s deformation caused by the excavation [22-30]. However, few studies
have focused on the deformation of surrounding foundations and buildings, which is caused by the
unloading of the circular excavation. Considering the many differences between circular and tetragonal
basements, it is theoretically and practically significant to evaluate the effect of circular basement
excavation on the deformation of the surrounding structure to reduce damages.

The objective of this study was to investigate the contribution of circular basement construction
to the deformation of a nearby existing tunnel, and to reveal the tunnel deformation mechanism.
Three-dimensional numerical analyses using advanced constitute model combined with accurate
numerical simulation techniques were conducted based on the reported centrifuge model test. The effect
of the excavation shape and the tunnel and soil responses were analyzed with the expectation that the
results may provide a useful reference for engineering practice.

2. Introduction of a Centrifuge Model Test

A centrifuge model test, which models the interaction between a new basement excavation and
an existing tunnel was carried, out as shown in Figure 1 [7]. The centrifuge acceleration of the test
was 60 g. The length, width, and depth of the excavation was 300 x 300 x 150 mm, which is equal
to 18 X 18 X 9 m in the prototype, respectively. The Young’s modulus of the model diaphragm wall
was 70 GPa, and was equal to that of the model tunnel. The model tunnel had a diameter of 100 mm,
length of 1,200 mm, and thickness of 3 mm, which is equal to 6 m, 72 m, and 0.18 m in the prototype,
respectively. The details of the proposed centrifuge test have been reported by Ng et al. (2013) [7]. Itis
also noted that the following measured results in this paper are all reported by Ng et al. (2013) [7].

LVDT méo L0 300
e =

345

750

"
All dimensions in model scale " Heavy flui

Unit: mm M Plastic tube Reservoir

= 5 5 5 5 5 5 5 T 5 5 5 ]

Figure 1. Layout of the proposed centrifuge model test [7].
3. Finite Element Model

3.1. Finite Element Mesh and Boundary Condition

In this study, the finite element software ABAQUS [31] was used. A three-dimensional finite
element mesh was built as shown in Figure 2. The finite element mesh in this model had a length of
1200 mm, width of 990 mm, and depth of 750 mm. The square basement excavation (on plan) was the
same as that in the centrifuge model test, with a length and width of 300 x 300 mm (equal to 18 X 18 m
in the prototype). Preliminary calculations checked the influence of the mesh density (13,540-86,590
elements in a structured or unstructured mesh, respectively) and of the element type (triangle or
quadrilateral elements with linear interpolation). The influence of these factors on the results has been
shown to be small. However, for precise and quick convergence, 86,950 elements in a structured mesh
with quadrilateral element type was adopted. Based on the principle of the excavation amount being
equal to the square excavation amount recorded in the test, a circular excavation was conducted with a
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diameter of 339 mm (equal to 20.3 m in the prototype). The basement excavation depth was 150 mm,
which is equal to 9 m in the prototype. The embedment depth of the diaphragm wall was 225 mm,
which is equal to 13.5 m in the prototype. The sand and the diaphragm wall were simulated by an
eight-node brick element, and the tunnel was simulated by a four-node shell element. To consider the
friction boundary condition, pin supports were adopted both at the vertical sides and at the base of the
model. Interface elements were adopted at the soil-diaphragm wall and at the soil-tunnel interfaces.
Each interface element used is described by zero-thickness slip element, assigned with the Coulomb
friction law. The friction coefficient (1) and limiting relative displacement (y}i,) at which slippage
occurs are controlled by two input parameters for each slip element. The interface friction coefficient,
u, is derived from p = tano, where 6 is the interface friction angle, which is taken as 20° (i.e., 2/3
of the critical friction angle of soil). The limiting displacement of 5 mm is assumed to achieve full
mobilization of the interface friction. It is noted that the initial compaction due to air pressure was not
taken into account.

Excavation zone

Figure 2. Finite element model (in model scale, unit: mm).
3.2. Constitutive Model and Model Parameters

In the references paper [12], the ability of three different soil constitutive models to predict a
tunnel’s response to basement excavation has been evaluated. It is found that the hypoplastic model
yielded the best predictions of tunnel heave among the adopted models. The nonlinearity of soil can
be captured by a hypoplastic (HP) constitutive model. Various HP models have been developed in
the 1990s (Kolymbas 1991; Gudehus 1996; Von Wolffersdorff 1996; Wu et al. 1996) [32-35] as well as
recently (Masin 2012 2014, 2013) [36-38]. The model proposed by Von Wolffersdorff (1996) [34] was
adopted to describe the behavior of Toyoura sand. This model was incorporated into the software
package ABAQUS using open-source implementation which can be freely downloaded from the web
(Gudehus et al. 2008) [39]. The model specifies eight material parameters (¢, hs, 11, eqo, €co, €0, @ and
B). Niemunis and Herle (1997) [40] improved the model for predictions of small-strain stiffness and the
recent stress history, leading to five additional parameters (1, mg, R, fr and ). See Table 1 and the
literature mentioned above for their physical meaning.
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Table 1. Soil parameters adopted in the hypoplastic model.

Soil Parameters Values
Critical state friction angle ™, Pc 30°
Granulates hardness O, g 2.6 GPa
Exponent n (M, n 0.27
Minimum void ratio at zero pressure @, eqo 0.61
Critical void ratio at zero pressure @, e 0.98
Maximum void ratio at zero pressure (]), eio 1.10
Exponent a (2>, a 0.14
Exponent @), B 3.0

Parameter controlling the initial shear modulus upon a 180° strain path reversal and

in the initial loading @), MR 55
Parameter controlling the initial shear modulus upon a 90° strain path reversal @, my 2.75
Size of elastic range ¥, R 3%x107°

Parameter controlling rate of degradation of stiffness with strain @, g, 0.08
Parameter controlling rate of degradation of stiffness with strain @, X 1.0
Coefficient of at-rest earth pressure, K 0.5

Dry density, pq 1542 kg/m®
Void ratio, e 0.72

Note: (1) Herle and Gudehus, 1999 [41]. (2) Obtained by fitting test results from Maeda and Miura (1999) [42] and
Iwasaki et al. (1978) [43].

Six parameters of Toyoura sand (¢, hs, 11, eqo, eco and ejp) were obtained from Herle and Gudehus
(1999) [41], while the triaxial test results reported by Maeda and Miura (1999) [42] were used to calibrate
the parameters of & and f. Five parameters (imt, mg, R, fr and x) of the intergranular strain can be
calibrated from the stiffness degradation curve of Toyoura sand (Iwasaki et al. 1978) [43], as shown in
Figure 3. The void ratio of soil was considered as a state variable in the HP model. The parameter
selection list is presented in Table 1. The parameter selection procedure and values have been reported
by Ng et al. (2015) [12]. The tunnel and diaphragm wall can be considered as an elastic material.
Their elastic modulus and Poisson’s ratio were 70 GPa and 0.2, respectively.

3.3. Numerical Modelling Procedures

The gradual unloading method was adopted to simulate the excavation. Figure 3 shows the flow
chart of specific simulation process and as follows.

1.  Establish the initial stress conditions using Ky = 0.5. Apply the same amounts of vertical
and horizontal pressure as that in the centrifuge test to the formation level and diaphragm
wall, respectively.

2. Incrementally increase the gravitational acceleration of the whole model from 1 g to 60 g in four
steps, i.e., from 1 g, to 15 g, to 30 g, to 45 g, and finally to 60 g. Simultaneously, apply pressure to
the formation level and the wall.

3. Decrease the amounts of vertical and horizontal pressure gradually in each excavation stage to
simulate excavation until a depth of 9 m is reached.
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Establishment of finite element
model

'

Establish the initial stress field by

Ky=0.5 under gravity

Apply vertical and horizontal
ri pressure to the basement bottom
and diaphragm wall, respectively
Increase the centrifuge
acceleration gradually from 1 g,
155,308, 4581060 g Apply the corresponding pressure
ki to the basement bottom and the
diaphragm wall, simultaneously

Excavate basement depth from

3m,6mto9m Decrease the applied pressure
until the excavation depth of 9 m

m is reached

Figure 3. Flow chart of the numerical modelling procedures.

4. Result Interpretation

4.1. Tunnel Heave in Longitudinal Direction

Figure 4 shows the measured tunnel heave computed by numerical analyses for both the square
and the circular basement excavations. It can be seen that the computed tunnel heave was generally in
agreement with the measured magnitude and distribution values. The tunnel heave in the existing
tunnel was caused by stress relief, as shown in Figure 5. With the increase of the basement excavation
depth, the tunnel heave increased. After the basement excavation, the measured tunnel heave reached
0.07% He (He is the basement depth) at a distance of 0.4 H, from the basement center, and reduced to
zero at a distance of 2.4 He from the basement center. The computed maximum value of the tunnel
heave was 0.084% H, and 0.099% H. for the square and circular basement excavations, respectively,
with a similar trend distribution. By comparing the computed tunnel heave caused by a different
basement shape, it was found that the maximum tunnel heave caused by the unloading of the circular
excavation was 1.18 times greater than that of the square excavation with the same excavation amount.
According to the provisions of the Land Transport Authority [44], the allowable maximum tunnel
heave value is 15 mm (i.e., 0.170% He, as shown in Figure 4). The computed tunnel heave ranged in the
standard allowable value and also in the measured value. From the above analysis, it was determined
that the tunnel heave caused by the circular basement excavation was 18% larger than that caused by
the square basement excavation. Additionally, if a circular basement is adopted, and assuming that the
tunnel heave caused by the square basement is in a critical state, it is essential to take corresponding
reinforcement measures.
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Figure 4. Measured and computed tunnel heave.
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Figure 5. Vertical stress changes in soil element around tunnel crown.
4.2. Stress Distribution around the Tunnel Lining

To explain the reason for the occurrence of tunnel heave, Figure 5 shows the stress distribution in
the soil element around the tunnel crown. The stress increases are shown as positive values, while the
stress decreases are shown as negative values. The basement excavation with two different shapes
predicted almost similar vertical stress patterns for the soil elements around the tunnel crown. A great
decrease in the vertical stress beneath the basement was observed after the excavation. Additionally, it
was observed that the vertical soil stress was uniform beneath the basement, and increased greatly
just beneath the diaphragm wall. The vertical stress increased by 64 kPa and 75 kPa for the square
and circular basement, respectively. The largest stress change for the soil element was caused by the
circular basement around the tunnel crown and was 17% larger than that of the square basement. Thus,
the tunnel heave caused by the circular basement excavation was larger than that caused by the square
basement excavation, as shown in Figure 4. At a distance 0.6 H, from the diaphragm wall location,
the stress change in the soil element was less than 20 kPa. Based on the Building department of the
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government of Hong Kong Special Administrative Region, HKSAR [45], the stress change in this case
did not exceed the proposed limit value (i.e., 20 kPa).

4.3. Tunnel Diameter Change

Figure 6 shows the tunnel diameter (D) change varying with He./C (defined as the unloading
ratio), where He. is the current excavation depth and C is the tunnel cover depth. The positive value
represents the elongation, while the negative value represents compression. The tunnel lining caused
by both basement excavation types was elongated vertically and compressed horizontally. It is clear
that with the increase of the basement excavation depth, the elongation (ADy) and compression (ADy;)
of the tunnel lining increased. The square and circular basement resulted in a maximum change in the
tunnel diameter by 0.09% D and 0.11% D, respectively. The maximum tunnel diameter change caused
by the circular basement excavation was 22% larger than that caused by the square basement.

To better understand the tunnel diameter change for the two different types of basement excavation,
the earth pressure change around the tunnel is shown in Figure 7, where it can be seen that the maximum
earth pressure change occurred in the soil around the tunnel crown, while a smaller change occurred
at the springlines, and little change occurred at the invert. Because the earth pressure reduction was
larger at the crown than at the springlines, the tunnel lining was elongated vertically and compressed
horizontally as shown in Figure 6. By comparing the two types of basement excavation, the earth
pressure change at the tunnel crown and invert was almost the same because of the same excavation
amount assumed by the model. However, owing to the effect of arching, the earth pressure change
for the other soil elements of the square basement was smaller than that in the circular basement
excavation. Thus, the tunnel diameter change caused by the circular basement excavation was larger
than that caused by the square basement, as shown in Figure 6. Based on the recommendations of
the British Tunnelling Society [46], the maximum tunnel lining change ((ADy + ADp)/D) should not
exceed 2%. Thus, it was determined that the maximum deformation of the tunnel (i.e., 0.16% D) was
smaller than the proposed allowable limit.

0.25 --#-- Measured (Crown +Invert)
—8— Measured (Left + Right Springline)
--&-- Computed (Crown +Invert)
—o— Computed (Left + Right springline)

--&}-- Computed (Crown +Invert) .
0.15 X Circular basement
N —&— Computed (Left + Right springline) -

Square basement
0.20

8
o)
Sign convention:
+: elongation

0.05 .
-1 compression

0.00

-0.05

-0.10

-0.15

Change of normalised tunnel diameter, AD /D(%)

0.50 0.75 1.00
Unloading ratio, H,/C

Figure 6. Comparison of tunnel diameter change.
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Figure 7. Earth pressure change around the tunnel lining (absolute value).
4.4. Bending Strain at the Tunnel Lining

The bending strains computed at the tunnel lining in the transverse direction were compared
with the measured values, as shown in Figure 8a. The positive value represents the tensile strain, and
the negative value represents the compressive strain. In comparison with the measured results, the
computed results for both basement types exhibited similar trends. Moreover, the symmetrical bending
strain distribution with regard to the tunnel centerline could be determined. The compressive strain
occurred at the tunnel springlines, while the tensile strain occurred at the other tunnel elements. In the
transverse direction, the maximum tensile bending strain was 91 pe and 108 ue for the square and
circular basement excavation, respectively. There was only a small change in the transverse direction
for these two excavations types, not only in the magnitude, but also in the distribution. Thus it was
concluded that, in the transverse direction, the basement shape had little influence on the tunnel’s
bending strain. Based on the American Concrete Institute [35], the maximum tensile strain was 150 pie.
The computed bending strains did not exceed the given allowable limit nor the measured value,
assuming that zero bending strain occurred before the basement construction.

Figure 8b shows the bending strains computed after the excavation in the longitudinal direction
in comparison with the measured values. The positive sign denotes the tensile strain, while the
negative sign denotes the compressive strain occurring at the tunnel lining crown. Similar trends were
observed in the measured and computed results. With regard to the basement center, it was found
that the distribution of the bending strain was symmetrical. For the square and circular basement,
the maximum tensile strain computed by the numerical method was 86 ue and 65 ue, respectively.
The computed maximum tunnel lining bending strain in the longitudinal direction, which was caused
by the circular excavation, was 32% smaller than that caused by the square excavation. Based on
ACI [47], cracks may occur in the tunnel lining assuming that the tensile strain exceeds 85 e before
the circular basement excavation.
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Figure 8. Additional bending strains in tunnel lining along the (a) transverse and (b) longitudinal direction.

5. Conclusions

This paper studies the tunnel deformation caused by circular excavations; the problem is tackled
numerically by means an advanced nonlinear hypoplasticity constitutive model, which is able to
capture the path-dependent and strain-dependent soil stiffness, even at small strains. The numerical
analysis is accompanied by an experimental calibration of the parameters based on centrifuge tests.
The effect of the excavation shape and the tunnel and soil responses were analyzed. The precise
prediction method is useful for practical applications and can represent a key reference the design of

—4— Measured (Square basement)

—8— Computed (Square basement)

—6— Computed (Circular basement)

===-Ultimate tensile strain of unreinfored concrete (150 pe)

Crown

150,

Left I

\ Right
MISETINLY ’
Springline \

K Springline

()
120 A Measured (Square basement) Ultimate tensile strain of
—&-Computed (Square basement) unreinforced concrete (150 pie)

100 —6—Computed (Circular basement)
=
]
= 80
=
& A BoA
ER
W
2=
g .40
S £
= .2
£3
£
R
43
£3 o0
EE : s 2
o = A
= = A A
= -20
=
2
=
5 40
<

-60

-4 -3 -2 -1 0 1 2 3 4

Normalised distance from basement centre, X / (H,)

(b)

121



Appl. Sci. 2019, 9, 2275

tunnel structures, accounting for the soil-structural interaction. The comparisons of the predicted results
can be regarded as the verification of different design analyses, carried out by practicing engineers.
Based on the comparisons between measured and computed results, the following conclusions may
be drawn:

(a) Tunnel heave occurred in the existing tunnel lining, owing to stress relief above the existing
tunnel. Thus, the tunnel heave caused by the circular basement excavation was 18% larger than
that caused by the square basement.

(b) The tunnel lining caused by both basement excavation types was elongated vertically and
compressed horizontally with the basement excavation depth. The maximum tunnel diameter
change caused by the circular basement excavation was 22% larger than that caused by the square
basement excavation.

(c) Inthe transverse direction, the compressive strains were recorded at the tunnel springlines, while
the tensile strains arose at the other tunnel elements. The basement shape had little influence
on the tunnel bending strain. In the tunnel’s longitudinal direction, the symmetrical bending
strain distribution could be determined with regard to the basement excavation centerline.
The computed maximum tunnel bending strain caused by the circular excavation was 32% smaller
than that caused by the square excavation.

(d) Under identical excavation area conditions, the extent of the influence of the stress relief caused
by the circular excavation was wider and deeper than that caused by the square excavation.
This implies that controlling the deformation of a metro tunnel under excavation depends
mainly on the length of the metro tunnel passing through the excavation area, rather than on the
excavation shape.
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Abstract: Composite structure often shows undesirably significant uncertainty in its mechanical
properties, which may consequently result into large stochastic variation of its natural frequency.
This study provides stochastic natural frequency analysis of typical composite structures based on
micro-scale (constituent-scale) and meso-scale (ply-scale) uncertainty. Uncertainty propagation across
micro-scale and meso-scale is investigated. Response surface method (RSM) based on finite element
modeling is employed to obtain approximate natural frequency of structures with complex shape
or boundary conditions, and mean value and standard deviation of natural frequency of composite
plate and cylindrical shell are derived. Differences in natural frequency statistics of composite
plates and cylindrical shells derived by considering uncertainty at different scales are quantified
and discussed. Significant statistical correlation between ply elastic properties and ply density is
observed, and the statistical correlation is demonstrated to lay great influence on the statistics of
structure natural frequency.

Keywords: composite; stochastic; natural frequency; uncertainty

1. Introduction

Fibre reinforced composite material and structures are extensively used in diverse engineering
applications such as aircraft, rockets, ships, wind turbines, buildings, etc. Due to complexity in
material microstructure and manufacture process, composite structure often shows undesirably large
uncertainty in its mechanical performance, such as structure deflection [1,2], load capacity [3,4],
buckling behaviour [5,6] and dynamic response [7]. Therefore, structure design in stochastic or
probabilistic approaches is especially important for composite structures [8].

Since engineering composite structures are commonly required to have natural frequencies away
from the operating value to avoid structure resonance, stochastic natural frequency of composite
structures has received increased attention in recent years. Oh and Librescu [9] adopted stochastic finite
element method (SFEM) to investigate stochastic natural frequency of composite cantilever beams.
Dey etal. [10,11] derived natural frequency statistics of composite plates by an RS-HDMR approach and
later used a surrogate model. Chakraborty et al. [12] investigated stochastic free vibration behaviour of
laminated composite plates using polynomial correlated function expansion and also response surface
method (RSM). Tawfik et al. [13] presented a neural network-based second order reliability method
to obtain probabilistic natural frequency of composite plates. Yin et al. [14] investigated stochastic
variability of natural frequencies of laminated plates by modal stability procedure probabilistic
approach. Singh et al. [15] provided a free vibration analysis of composite cylindrical panels with
random material properties by first-order perturbation technique, and similar study is shown in [16]
but for composite conical shell structure. It is noticed that these current studies are based on meso-scale
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(ply-scale) uncertainty such as uncertainty in ply elastic properties, ply orientation, ply density and
thickness, and these meso-scale random variables are considered to be independent with one another.
It is known that uncertainty of ply properties is essentially caused by stochastic variation of micro-scale
(constituent-scale) parameters such as properties of fibre/matrix, fibre volume ratio, micro-structure,
void, etc. [17]. Although probabilistic analysis based on meso-scale uncertainty takes less computation
effort, uncertainty consideration started from micro-scale would provide insight into propagation
of uncertainty across different scales [18] and also possible coupling between meso-scale random
variables [19-24]. Still, it seems that little work has been reported about achieving comprehensive
understanding on stochastic natural frequency of composite structures by considering uncertainty
at different scales. Naskar et al. [25] showed difference in natural frequency statistics of composite
plates derived from different scale uncertainty, but the uncertainties at different scales are somehow
not connected. Therefore, it would be valuable to conduct comprehensive comparison on achieving
natural frequency statistics of composite structures from meso-scale and micro-scale uncertainty, and
any difference on the results would provide good indication or enlightenment to achieve complete
description over uncertainty at different scales.

This study provides natural frequency analysis of typical composite structures based on micro-scale
and meso-scale uncertainty. Meso-scale statistics are derived from micro-scale uncertainty by
a combination of Monte-Carlo simulation and micromechanical model, and especially statistical
correlation between meso-scale random variables is discussed. Response surface method (RSM) based
on finite element modeling is employed to obtain approximate natural frequency of structures with
complex shape or boundary condition. Statistics of natural frequencies of laminate plate and cylindrical
shell are derived by a combination of Monte-Carlo simulation and the RSM. Statistics of structure
natural frequency derived from different uncertainty considerations are compared and discussed.

2. Material Statistics

2.1. Micro-Scale Statistics

Statistics of mechanical and physical properties of common E-glass fibre and epoxy are shown in
Table 1. Random variables considered in micro-scale mainly include Ef (Young’s modulus of fibre),
vf (Poisson’s ratio of fibre), pr (density of fibre), E;; (Young’s modulus of matrix), v, (Poisson’s ratio
of matrix), pi (density of matrix) and Vy (fibre volume ratio). It has been experimentally shown that
E-glass fibre tends to be mechanically isotropic [26]. Experimental observation on the statistics of fibre
and matrix properties is generally rarely reported. In Table 1, the coefficient of variation (standard
deviation/mean value) is assumed to be 5% if a reference is not given. All micro-scale properties shown
in Table 1 are assumed to follow normal distribution in this study.

Table 1. Statistics of properties of fibre and matrix.

Mean Value Standard Deviation Distribution Type
E-Glass Fibre
Ef 72 GPa 5 GPa [27] Normal
vy 0.25 0.05 [26] Normal
pr 2540 kg/m? 127 kg/m3 Normal
Epoxy
En 3.45 GPa 0.086 GPa [27] Normal
Vi 0.35 0.0175 Normal
Pm 1100 kg/m3 55 kg/m® Normal
Fibre Volume Ratio
Vy 0.60 0.03 Normal
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2.2. Meso-Scale Statistics

Statistics of meso-scale properties of unidirectional (UD) E-glass/epoxy are derived from
micro-scale properties by a combination of Monte-Carlo simulation and bridging micromechanical
model [28]. For E-glass/epoxy composite, the bridging micromechanical model is expressed as:

Ey = Efo +EnVim (1)
(Vf + Vmall)(vf + Vinazz)

(Vi + Viua11) (VS p22 + 0220 VinSmaz) + V Vi (Smiz — Sp12)a12
Vi2 = Vfo + v Vi (3)

(Gf +Gn) + Vf(Gf —Gn)
(Gf + Gm) - Vf(Gf - Gm)

Exp =

(@)

12 = “4)
where a11, 4z, a12, S11, - -+, Sm12 are functions of the elastic properties of fibre and matrix as given in
Huang [28]; V), denotes matrix volume ratio (Vi = 1 — Vy). Gu(Gy) is the shear modulus of matrix
(fibre) which is dependent on E;, and vy, (Ef and vy) due to isotropy of matrix (fibre). E; denotes
normal modulus in the fibre direction; E, denotes the normal modulus in the transverse direction; vy,
denotes the in-plane major Poisson’s ratio; G1, denotes the in-plane shear modulus. In a composite
material coordinate, 1 denotes fibre direction and 2 denotes transverse direction (perpendicular to fibre
direction). Lamina density is derived by the rule of mixture which is written as:

p=pfVi+pmVm 5)

In Monte-Carlo method, the accuracy (() on the estimation of a parameter P is expressed as [29]:

_s/WN
<3 (6)

where P is estimation of P, N is sampling number, and s is standard deviation of P which is estimated as:

2

1% 1
5= | 3 807 = () 8(%0) @)
k=1 k=1

where X is the k-th sample of random variables, and g(X) is a function on X such as Equations (1)-(5).
( represents the relative difference between the mathematical expectation of a group of samples and the
true mean value of corresponding random variable. Equation (6) indicates that a large enough number
of samples would provide very accurate estimation on random parameters in Monte-Carlo simulation.
In this work, 1 X 10> group of samples were drawn for the micro-scale random variables listed in
Table 1 and they were substituted into Equations (1)—-(5) to derive statistics of meso-scale properties.
According to Equation (6), the sampling number of 1 x 10° provides estimation accuracy on meso-scale
random variables better than 0.02%. The derived mean values, coefficient of variation (CoV) and linear
correlation coefficients of UD E-glass/epoxy are shown in Table 2. The probabilistic distribution of
derived ply mechanical properties was determined by Kolmogorov—Smirnov and Anderson-Darling
tests, and it was shown that Eqq, Exp, v12, G12 and p all follow normal distribution with a confidence
level at 95%.
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Table 2. The statistics of UD E-glass/Epoxy composite.

Random Linear Correlation Coefficient Experiment
Variables Mean Cov [30]
Eq Ep G2 v12 P
E; (GPa) 1 445 0.083 45.6
E, (GPa) 0.65 1 132 0.077 16.2
G1, (GPa) 0.63 0.98 1 4.93 0.078 5.83
V12 -0.06 -0.10 -0.20 1 0.29 0.107 0.28
p (kg/m3) 0.43 0.72 0.71 -0.07 1 1964 0.029

Table 2 shows that significant statistical correlation exists between ply mechanical properties
(E1, Ea, Gi2, v12), which agrees with observation in [19,20,22]. A new observation is that statistical
correlation between ply density (p) and ply elastic properties (Ey, Ez, G12) was also significant, and this
correlation seems to be rarely reported or noticed in previous studies. Actually, experimental data
in Huang [28] provided a clear positive correlation between V (fibre volume ratio) and Ey, E, Gya.
Since it is known that ply density is positively dependent on the V, the theoretically predicted positive
correlation between ply density and E;, Ep, G2 shown Table 2 is reasonable. Statistical correlation
associated with ply density may affect stochastic vibration of composite structures as structure vibration
is known to be mass dependent. Studies in later sections will demonstrate the effect of statistical
correlation between E1, E;, G1p and p on the stochastic free vibration of composite structures.

3. Analysis of Stochastic Natural Frequency

3.1. Laminated Plate

In this work, stochastic natural frequency of several different configurations of laminated plates
subjected to different boundary conditions as listed in Table 3 was investigated, including cross-ply
laminate, angle-ply laminate, quasi-isotropic laminate and laminate of random ply orientations. For
each laminate configuration, statistics of first order natural frequency were derived in three scenarios:
(a) considering micro-scale uncertainty of constituent material properties as listed in Table 1, termed
in short as ‘micro-scale uncertainty’; (b) considering meso-scale uncertainty as listed in Table 2, and
their statistical correlation was also considered, termed in short as ‘correlated meso-scale uncertainty’;
(c) considering meso-scale uncertainty of ply properties as listed in Table 2, but the statistical correlation
between ply mechanical properties and also the density was neglected, termed in short as ‘independent
meso-scale uncertainty’. The flowchart of calculation process of stochastic natural frequency by
considering the three different scenarios of uncertainty is shown in Figure 1. It is important to
notice that most current studies (as introduced in Section 1) were based on ‘independent meso-scale
uncertainty’, and it is necessary to discuss whether ‘independent meso-scale uncertainty” provides
reasonable estimation on the statistics of resonance frequency of composite structures.

Table 3. Laminate plate configurations.

No. Ply Thickness Ply Orientation Size Boundary Condition
Laminate 1 0.45 mm (0/90)4 0.6 x0.2m Simply supported
Laminate 2 0.45 mm [(£60);]s 0.6 x0.2m Simply supported
Laminate 3 0.45 mm [0/+45/90]s 0.6 X0.2m Clamped

Laminate 4 0.45 mm [15/45/60/90/30/0/10/20] 0.6 X 0.2 m Clamped
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(a) Micro-scale uncertainty

Micro-scale uncertainty
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Figure 1. Flowchart of calculation of natural frequency statistics by different uncertainty consideration.

The statistics of first order natural frequency were derived by a combination of Monte-Carlo
simulation and FE modeling. Four-node linear-elastic shell element (Shell181 in Ansys 14.5) is used to
model the laminate. A mesh convergence study was conducted, which showed that a mesh size of
0.01 x 0.01 m provided a convergent solution on the first order natural frequency. Considering heavy
computation cost of direct Monte-Carlo simulation on FE modeling, response surface method (RSM)
with quadratic expression was employed to derive an approximate surrogate model to map random
variables to the first order natural frequency, as shown in Equation (8):

gX)=a +biZn: Xj +Ciji xii X ®)
= '

i=1 i=1

where g represents the first order natural frequency, x; represents micro-scale or meso-scale random
variable shown in Table 1 or Table 2, and a, b and c are regression terms. In this work, the regression
terms were determined by central composite design method [31]. The central composite design was
composed of one central point, two axis points per input variable and factorial points at the corners of
the hypercube. Twenty-seven design points were employed for the meso-scale uncertainty scenario
and 79 design points were employed for the micro-scale uncertainty scenario. In comparison to other
experimental design methods such as the Box-Behnken method, the central composite design method
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could provide high quality predictions over the entire design space, and it is more flexible considering
the number of input random variables [32].

For all laminate configurations shown in Table 3, 1 x 10° group samples of random variables
were drawn to conduct stochastic analysis based on the surrogate model derived by the RSM, and
corresponding relative error on estimation of the mean value of first order natural frequency was
less than 0.01% (calculated by Equation (6)). For the scenario of ‘correlated meso-scale uncertainty’,
Gibbs sampling was employed to draw samples of meso-scale random variables to account for their
correlation [21], by the procedure as follows:

(1) Initiation of random variablex; i=1,2,...,n);
(2) Fort=0,1,2,...,do the iterative sampling as follows:

t+1 ¢
xi )~ pxilah, x4, - - xp)
1 1
x5~ plaalet o, x)

NP S =1 ot oot
[ JCTE SR VE PR

t+1 1 41 t+1
xn+ NP(xn|x1 /xz /"'xntl)

A
Rﬁ.
T
AR

where t denotes the number of sample, and p() denotes probability density function.

Table 4 lists mean value and standard deviation of derived first order natural frequency of different
laminate plates. It is seen that mean values of the first order natural frequency derived from the three
different consideration of uncertainty were almost identical, with a difference less than 0.01%. The
standard deviations of the first order natural frequency derived from ‘micro-scale uncertainty” and
‘correlated meso-scale uncertainty” were also very similar, with a difference less than 2%. This small
difference could be introduced by the process of probabilistic density function fitting of meso-scale
random variables. However, significant difference was seen between the standard deviation derived
by ‘independent meso-scale uncertainty’ and ‘correlated meso-scale uncertainty” or ‘micro-scale
uncertainty’, where the standard deviation derived by ‘independent meso-scale uncertainty’ was
around 10% larger.

Table 4. Statistics of first order natural frequencies of laminate plate (unit in Hz).

Micro-Scale Correlated Meso-Scale Independent Meso-Scale
No.
Mean Std Mean Std Mean Std
Laminate 1 167.2 517 167.3 5.19 167.3 261
8.1%*
. 6.53
Laminate 2 181.0 5.89 181.0 6.00 181.0
8.8% *
. 8.72
Laminate 3 290.5 8.12 290.5 8.25 290.7
5.7% *
. 8.88
Laminate 4 275.6 7.65 275.7 7.88 275.8
12.7% *

* Difference from its counterpart value of ‘Correlated Meso-Scale’.

Figure 2 shows histogram and probability distribution of the first order natural frequency of
Laminate 1 derived from ‘independent meso-scale uncertainty’ and ‘correlated meso-scale uncertainty’.
From the histogram shown in Figure 2a, it is shown that the ‘correlated meso-scale uncertainty’ provides
more samples at the middle region and less samples at the tail region. By Kolmogorov-Smirnov and
Anderson-Darling tests, the probability distribution of the first order natural frequency tended to follow
normal distribution. From the fitted probability density function by normal distribution as shown
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in Figure 2b, it is seen that there is notable difference in the tail region between the two probability
density functions. The cumulative probability of the first order natural frequency is shown in Figure 3,
which shows that the ‘independent meso-scale uncertainty” provides a notable overestimation on the
cumulative probability. This demonstrates a necessity to account for statistical correlation between
meso-scale uncertainty to derive accurate stochastic natural frequency.

0.08 T T T T T 0.08 T T T T
Normal distribution
orrelation orrelation
0.06 r 0.06 1
Correlation
n=167.3
0 =5.19
w 0.04 w 0.04 1
=) =) Indepedent
o o n=167.3
=561
0.02 0.02
0 0 -
140 150 160 170 180 190 200 140 150 160 170 180 190 200
f (Hz) f(Hz)
(a) (b)

Figure 2. Probabilistic distribution of first order frequency of Laminate 1 by considering correlated and
independent meso-scale random variables: (a) histogram; (b) fitted by normal distribution.
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Figure 3. Cumulative probability of first order frequency of Laminate 1, derived by considering
correlated and independent meso-scale random variables.

To achieve better understanding on the contribution of different uncertainty to the stochastic
variation of the natural frequency, linear correlation coefficients between the first order natural
frequency of Laminate 1 and meso-scale random variables were derived, as shown in Figure 4. The
linear correlation coefficient reflected a stochastic dependence or sensitivity of stochastic variation
of the natural frequency over input random variables. It is seen that neglecting correlation between
meso-scale uncertainty suppressed the stochastic dependence on Ej; and Gip, which was similar to
observation in [1] where stochastic deflection of a laminate structure was investigated. An interesting
observation is on the dependence over laminate density. If the statistical correlation between the
meso-scale input random variables was ignored, the stochastic dependence of the first order natural
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frequency over ply density was negative. It seems to be under expectation as it is known that larger
density results into smaller natural frequency if plate stiffness and boundary conditions remain
unchanged. However, from a multi-scale viewpoint, the ply density is actually positively correlated
with ply modulus, and a larger ply density also indicates a larger stiffness. Hence, for the case of
‘correlated meso-scale uncertainty’, a positive correlation was seen between the natural frequency and
the ply density. This highlights the importance to consider statistical correlation between meso-scale
mechanical properties to achieve comprehensive understanding on the stochastic free vibration of
laminate plates.

1, M Independent meso-scale uncertainty
0.8 - M Correlated meso-scale uncertainty
0.6

-

3

£04 -
[}

o
:0.2 8
o

£ E11 E22 G12 Nul2
8—0.2 .
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Figure 4. Linear correlation coefficient between first order natural frequency of laminate plate and
meso-scale random variables.

For Laminates 2, 3 and 4 listed in Table 3, similar characteristics of the standard deviation,
cumulative probability and sensitivity of the first order natural frequency were obtained as compared
to Laminate 1, considering the discrepancy between the three different uncertainty considerations.

3.2. Laminated Cylindrical Shell

Laminated cylindrical shell structures are widely used in airspace, aerospace and energy
engineering fields, with applications such as the dual launch system (SYLDA) and interstage skirt
structure (ISS) of Ariane 5 launcher [33]. Especially, circular cut-outs are made on the laminated
cylindrical shell of the SYLDA. In this section, stochastic natural frequency of a laminated cylindrical
shell with circular cut-outs is investigated. The geometry of the laminated cylindrical shell is shown
in Figure 5a, which was based on a scaled model of the SYLDA of Ariane 5 launcher where the shell
diameter is equal to the shell length and the cut-out diameter is around 0.1-0.2 times of shell length. The
laminate was set as eight-layered E-glass fibre/epoxy material, and the ply orientation was (+6)4. A ply
with an orientation at 0 indicates that fibre is aligned in the cylinder length direction. Ply thickness
was selected as 0.45 mm. Both ends of the laminated cylindrical shell were clamped. FE modeling was
employed to obtain its first order natural frequency, as shown in Figure 5. The laminate was modeled
by four-node linear-elastic shell element (Shell181 in Ansys 14.5), and a mesh size of 5 X 5 mm was
found to be fine enough to provide a convergent solution. FE solution on the first order vibration mode
of (+45), laminate cylindrical shell is shown in Figure 5b.

Similar to the analysis of laminate plates in last section, a combination of RSM and Monte-Carlo
simulation is adopted to obtain the statistics of the first order natural frequency, by considering
‘micro-scale uncertainty’, ‘independent meso-scale uncertainty” and ‘correlated meso-scale uncertainty’.
The derived standard deviation of the first order natural frequency is shown in Figure 6. It is seen
that the difference on the standard deviation between the three difference uncertainty consideration
was fairly small for 6 at 0°, 30°, 45° and 60°. However, for the situation of 8 = 90°, the standard
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deviation derived from ‘independent meso-scale uncertainty’ was 10.4% larger than that of ‘correlated
meso-scale uncertainty” or ‘micro-scale uncertainty’. This difference agrees with that of laminate plates
shown in Table 4, which again demonstrates that ignoring the statistical correlation between meso-scale
uncertainty probably leads to overestimation of the standard deviation of structure natural frequency.

@ (b)

Figure 5. (a) Geometrical dimension and mesh of laminate cylindrical shell; (b) first order vibration
model of (+45), laminate.
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Figure 6. Standard deviation of first order natural frequency of (+0)4 laminate cylindrical shell derived
by considering different uncertainty.

4. Discussion

Fibre reinforced composite is essentially a type of multi-scale material. Uncertainty consideration
from different scales would provide more comprehensive understanding on accurate uncertainty
characterization. Previous work has highlighted possible existence of significant correlation between
ply mechanical properties [19,22]. This correlation would affect reliability of composite structures
considering structure failure defined by structure deformation, fracture or buckling [20]. It is known
that natural frequency of composite structures not only depends on ply elastic properties but also
laminate density. Therefore, as a new observation on the statistical correlation associated to ply density,
it would be interesting to see how much the correlation contributes to the statistics of structure natural
frequency. Here, a further comparison is conducted on deriving the statistics of structure natural
frequency by considering two scenarios: (1) considering only correlation between ply mechanical
properties (Eq1, Exn, Gig, v12); (2) considering correlation between ply mechanical properties and also
density (Eq1, Ezp, G12, V12, p). The derived standard deviations of the first order natural frequency of
Laminate 1 (see Table 3) and (90)g laminate cylindrical shell are shown in Table 5. It is interesting to
observe that neglecting correlation associated with ply density results into 30-50% overestimation of
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the standard deviation, while neglecting all correlation between meso-scale uncertainty results into
around 10% overestimation.

Table 5. Standard deviation of first order natural frequency considering different uncertainty.

Meso-Scale Correlation =~ Meso-Scale Correlation Meso-Scale
(E11, E22, G12, V12, P) (E11, E22, G12, v12) Independent
5.10 Hz 6.70 Hz 5.61 Hz
(0/90)s plate - (31.4%) * (10.0%) *
. . 37.8 Hz 56.0 Hz 422 Hz
(90)g cylindrical shell B (48.2%) * (11.6%) *

* Difference from its counterpart value of ‘meso-scale correlation (E11, Ex, Gi2, V12, p)’-

Overestimation of standard deviation by 30-50% would lead to very large error in corresponding
cumulative probability estimation. Therefore, it is important to account for the statistical correlation
associated with ply density to obtain accurate stochastic free vibration behaviour of laminated structures.

A recent study [25] reports that larger standard deviation of natural frequency was obtained for the
case of ‘micro-scale uncertainty’ than that of the ‘independent meso-scale uncertainty’, which seems to
contradict with our observations in Table 4 and Figure 5. Actually, the comparison in [25] was conducted
by assuming identical coefficient of variation (CoV) for both meso-scale and micro-scale uncertainties,
for example the CoV of all of meso-scale and micro-scale random variables were assumed to be 5%.
However, Tables 1 and 2 tell that micro-scale uncertainty with CoV at 5% actually results in CoV of
meso-scale uncertainty at around 10%. The uncertainty amplification from micro-scale to meso-scale
was also addressed in [18]. The uncertainty amplification explains why larger standard deviation was
obtained for the case of ‘micro-scale uncertainty’ in [25]. Meanwhile, statistical correlation between
meso-scale uncertainty was not considered and discussed in [25].

5. Conclusions

The present study provides statistical natural frequency of composites structures derived from
micro-scale and meso-scale uncertainty, for the circumstance composite structures are composed of
plies with unidirectional fibre reinforcement. Meso-scale uncertainty is obtained from micro-scale
uncertainty by a combination of Monte-Carlo simulation and bridging micromechanical model. It is
observed that significant statistical correlation may not only exist between ply elastic properties but
also associated with ply density. The statistical correlation between meso-scale physical properties is
commonly ignored in current study on stochastic free vibration of composite structures. Comparison
is conducted on natural frequency statistics of composite plates and cylindrical shell considering
‘micro-scale uncertainty’, ‘correlated meso-scale uncertainty” and ‘independent meso-scale uncertainty’.
Several conclusions are drawn as follows:

1. Natural frequency statistics of composite structures could be reasonably derived from either
micro-scale random variables or meso-scale random variables but their statistical correlation
needs to be well characterised;

2. Ignoring the statistical correlation between meso-scale uncertainty may result in large
overestimation of standard deviation of structure natural frequency;

3. If the natural frequency statistics of composite structures are calculated by meso-scale uncertainty,
it is especially important to consider the statistical correlation associated with ply density, which
is somehow not noticed by previous studies. It also shows that dependence of the stochastic
variation of natural frequency over ply density is positive rather than negative.

It is very important to achieve accurate statistics of structure natural frequency in engineering
design, so that potential structure resonance could be well avoided. Therefore, this work further
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suggests establishing standard experimental approaches to obtain statistical correlation between ply
elastic properties and ply density.
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Abstract: Near-field (NF) earthquakes have drawn considerable attention from earthquake and
structural engineers. In the field of earthquake engineering, numerous studies have identified the
devastating nature of such earthquakes, and examined the characteristics related to the response of
engineering structures to these types of earthquakes. Herein, special steel moment frames (SMFs) of
three-, five-, and eight-story buildings have been examined via a nonlinear time history analysis in
OpenSees software. The behavioral seismic differences of these frames have been evaluated in two
states: (1) under the simultaneous excitation of the horizontal and vertical constituents of near-field
earthquakes that have Fling-steps in their records; and (2) under simultaneous excitation of the
horizontal and vertical constituents of far-field (FF) earthquakes. In addition, during modeling,
the effects of panel zones have been considered. Considering that the simultaneous effects of the
horizontal and vertical constituents of near-field earthquakes were subjected to a fling-step resulting
in an increased inter-story drift ratio, the horizontal displacement of stories, an axial force of columns,
created the moment in columns, base shearing of the structure, and velocity and acceleration of
the stories.

Keywords: near-field earthquake; fling-step; far-field; simultaneous excitation; special moment
frame (SMF)

1. Introduction

According to the elastic rebound theory, the sudden release of gradually accumulated stress and
displacement in the earth’s crust leads to the formation of a large permanent ground displacement
over a few seconds and creates a fling-step [1] (Figure 1). The result would be a long-period pulse
which is different from the better-known directivity pulse produced by the constructive interference
of propagating seismic waves. Ventura et al. [2], and also Grimaz and Malisan [3], investigated the
influences of fling-step on buildings through a parametric study; their study proves that the motion
with the fling effect creates a much larger response than those without the fling effect (and thus
potentially greater damage). Moreover, several studies have shown a considerable difference between
the seismic demands of near- and far-field records. This is due to the high frequency content of
near-field records and pulse-like behavior of these types of ground motions [4-8].
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Figure 1. Ground motion depicting fling-step (i.e., static offset) from the YPT-N/S station in the 1999
Kocaeli, Turkey earthquake. Dp: Displacement amplitude; Tp: Period or duration; Ty: arrival time.

The main purpose of this paper is to develop a study of reference [8]. Kalkan and Kunnath [8]
considered only the horizontal component of ground motion, while in this paper the simultaneous
excitations of the horizontal and vertical constituents are considered. Besides, the panel zones are
modeled in this paper, which were ignored in reference [8]. Among the seismic demands, only
inter-story drift has been selected in the study of Kalkan and Kunnath, however in the present paper,
in addition to inter-story drift, story displacement, columns’ axial force, columns’ moment, story shear,
velocity and acceleration of story through an extensive post-processing are investigated.

Numerous studies have sought to clarify the response of buildings to diverse kinds of abbreviated
pulses and create a design method for pulse-type records. For instance, references [9-11] evaluated the
response of buildings and predicted the near-field response spectrum. References [12-17] examined
the effects of pulse-like motions on building response. Moreover, the impacts on strength reduction
factors were assessed in references [9,15,18,19]. Recently, Shahbazi et al. [14] studied the effects of
soil classification on the seismic behavior of steel moment frames (SMFs), considering soil structure
interactions and near-field ground motions.

An exclusive sine wave model for fling-step pulse waveforms was recently introduced by Burks
and Baker [20]. However, a single sine wave cannot fully describe fling-step pulses, as they may consist
of more than one frequency. Burks and Baker [20] presented a number of equations to predict the
parameters of their model without the need for producing fling-step pulses.

Since these techniques take a lot of time, Farid Ghahari et al. [21] extracted the pulse component
of a ground motion by adopting the moving average method. Soil structure interactions (SSIs) can
also affect the response of buildings. The seismic evaluation of SMFs subjected to near-field ground
motions with a forward directivity, including SSI impacts, were investigated by Shahbazi et al. [22],
and the effect of fling-steps were ignored.

Moment frame systems are simply defined as assemblages of rigidly connected columns and
beams [23-26], with its lateral strength mainly being achieved by the creation of bending moments
and shear forces in the members and joints [27-30]. Owing to their pulse-like properties, near-field
earthquakes result in a fast transmission of energy from the ground to the structure. Therefore,
the elements in charge of increasing structural ductility fail to optimally perform. Thus, this study
selected special steel moment frames, which have high ductility expectations. Moreover, in order to
consider more realistic conditions in the modeling process, not only were the horizontal and vertical
effects of near- and far-fault records simultaneously applied to the frames (which is the case in real
earthquakes), but the effects of panel zone modeling were also incorporated.
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2. The Effects and Characteristics of Near-Field Earthquakes

Past studies show that near-field earthquakes have the critical energy of pulses. However, while
these earthquakes may have a smaller magnitude than Richter, they have a high potential for damage.
In general, near-field earthquakes have specific characteristics, which are briefly mentioned as follows:

(1)  The velocity and acceleration history of these earthquakes have long-period pulses.

(2) The ratio of maximum velocity to the maximum acceleration of ground is significant in
these earthquakes.

(3) Sometimes near-field quakes lead to major permanent transformations of the earth [31].

These characteristics arise from the many phenomena that occur near the seismic zone, which will
be discussed later.

Fling-Step Effect

One of the recorded characteristics of the near-field records in last two decades, such as the
1999 earthquakes in Turkey and Taiwan, is the fling-step. This property occurred in the range of a
few seconds of slip in the direction of the fault slip and is independent of the dynamic displacement
originating from the directivity pulse of the ground’s rupture. Accordingly, this phenomenon will
affect components that are in the line of strike (parallel to the slip fault in strike-slip earthquakes, and in
the direction of the slope in the dip-slip earthquakes).

For dip-slip earthquakes, fling-step and directivity effects occur in one direction and fling-step
ground simultaneously occurs with maximum dynamic displacement, which must be considered
as loads perpendicular to each other. The impact of the loads at one time is associated with a high
potential for damage [32]. Briefly, fling-step ground is associated with a long-range velocity pulse and
a uniform step in the time history of displacement. For instance, the Yarimka station experienced an
approximately 2-meter permanent displacement during the Kjaili earthquake [33] (see Figure 2).
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Figure 2. NS direction Yarimca station recordings during the Kocaeli earthquake [33].
The below figure is schematic of a strike-slip fault, the pulse is caused by the forward orientation
and subsequent deformation which occurs in the perpendicular parameter and parallel to the major

parameter of the fault, respectively. However, these two impacts are considered in the perpendicular
parameters to the fault for dip-slip faults (see Figure 3), and time intervals where these factors are
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demonstrated with each other and separately are represented in Figure 4. Figure 3 displays the trend of
pulse movement along with remnant displacement for strike-slip and dip-slip faults. The time interval
plots caused by strike and reverse faults can be observed in Figure 4.
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Figure 3. Conceptual plot representing the trends of the fling-step and directivity pulse for strike-slip
and dip-slip faulting [32].
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Figure 4. Conceptual plot showing the time intervals of strike-slip and dip-slip faulting in which the
fling-step and directivity pulse are displayed together and discretely [32].

3. Numerical Models

3.1. Selected Numerical Models

In the current research, steel moment skeletons of 3-, 5- and 8-floor with a particular ductility were
applied for investigating the seismic behavior of three models founded on soil type 2 (375 m/s <V,
(shear-wave velocity) < 750 m/s). Seismic design of these three models was conducted using ETABS
software and Iranian national construction codes [34]. The height of stories is 3.2 m and each of them was
founded with three linear and lateral spans by the same width of 5 m [35]. In addition, corresponding
columns and beams were chosen on both sides with stories undergoing similar efficiencies. Based
on European standard cross sections, various kind of profiles were assumed for beams and columns,
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yielding cross sections which were employed in this research for beams and box-shapes were suggested
for columns. As a result, the schematic model of the reference skeletons is illustrated in Figure 5. The
profiles of the beams and columns for three-, five- and eight-story skeletons are presented in Table 1.
Furthermore, leaning columns were applied to modeling second order impacts (Figure 5).
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Figure 5. Topology and grouping details of stories [26].

Table 1. The section of structures.

No. Column Beam No. Column Beam

1 Box 200 x 200 x 20  IPE 300 1 Box 280 x 280 x 20  IPE 400

2 Box 200 x 200 x 20  IPE 300 2 Box 280 x 280 x20  IPE 400
3-story 3 Box 200 x 200 x 20  IPE 270 3 Box 240 x 240 x 20  IPE 360

4 Box 280 x 280 x 20  IPE 400 4 Box 180 x 180 x 20  IPE 330

5 Box 280 x 280 x 20  IPE 300 5 Box 400 x 400 x 20  IPE 400

6 Box 280 x 280 x 20  IPE 270 8-story 6 Box 340 x 340 x 20  IPE 450

1 Box 240 x 240 x 20  IPE 330 7 Box 300 x 300 x20  IPE 400

2 Box 240 x 240 x 20  IPE 360 8 Box 240 x 240 x 20  IPE 360
5-story 3 Box 180 x 180 x 20  IPE 240

4 Box 300 x 300 x 20  IPE 330

5 Box 300 x 300 x 20  IPE 360

6 Box 240 x 240 x 20  IPE 240
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The following symbol is applied for the columns place in the analysis result section (in Section 4

of paper):

Cij* is the code for position of results in the columns;

i = story number;

j = number of columns located in the left-hand of buildings.

There are different assumptions being considered in this research. Dead (fixed) load on a building
is due to the weight of constant elements including beams, floor segments, columns and walls. The
fixed load is used as a monotonic distributed load parallel to each beam, column, or wall and as a
surface load for the deck/segment. The magnitude of the beam and column loads equals the surface
area times the material weight density. The magnitude of the wall load equals wall’s thickness times the
wall height times the material density. The live load is calculated based on the standard loading code.
The live and live loads of 20 kN/m? and 65 kN/m?, respectively [36], were applied to all stories. But
different loads were applied for roofs, at 54 kN/m? and 15 kN/m?, respectively [26,37]. All models were
fulfilled based on the rigid bed which was used for all stories. Elastic elements were considered for all
beam and columns in OpenSees software which has been employed for modeling these structures. Bilin
non-multi linear materials were used in order to describe the behavioral properties of elements [26].
The Krawinkler panel zone model was selected in this research (see Figure 6). The parameters of the
Bilin material were obtained based on the study by Lignos and Krawinkler [38].

Panel zone distortion occurs mainly in shear because of contrary moments in the columns and
beams. Panel zone modeling is explicitly performed through the method described by [39]. In this
approach, modelling of the panel zone is performed in a rectangular pattern with eight very stiff elastic
beam-column components. Shear deformation in the panel zone is shown by one rotational source
(Figure 6).

Rotational spring to model

Elastic Beam- Column Element shear distortion

Figure 6. Conceptual display of an ordinary panel zone [40].

The Bilin material is defined as the corrected deterioration model of Ibarra-Medina—Krawinkler
with a bilinear disturbed response. Figure 7 presents the components of the Bilin material. Lignos and
Krawinkler presented the relationships between the variables [38]. The 3-, 5- and 8-story buildings
have fundamental periods equal to 0.48, 0.91, and 0.78 s, respectively.
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Figure 7. The corrected deterioration model of Ibarra-Medina—Krawinkler [38].

For simulating the nonlinear behavior of the investigated structures, their modeling was performed
by using elastic beam-column components in association with rotational sources. According to the
corrected IMK (Ibarra-Medina—Krawinkler) deterioration approach, the sources are supposed to
represent a bilinear hysteretic reaction. Rotational springs are employed to represent the nonlinear
behavior of moment frames using the concentrated plasticity concept.

A rotational spring, located at the center of the reduced beam sections (RBS) and connected to the
panel zone through an elastic beam-column member, is used to model the plastic hinge. Each frame
member is modeled as an elastic element with two rotational springs at either end to connect it to other
elastic elements. Therefore, in order to simulate the stiffness of the actual frame member, the stiffness
of different components of the structure should be adjusted [41].

3.2. Records Selection

Choosing the appropriate record is one of the most important parts of time history analysis.
In this research, 12 earthquake records have been selected for nonlinear time history analysis,
meanwhile, near-field earthquakes have the effects of fling-step earthquakes. The characteristics of
these seismographs have been presented in Table 2.

4. Evaluating the Seismic Response of Structures

The 5% damped response spectrum should be produced and combined for each couple by
applying the square root of the sum of the square (SRSS) approach, so that a specific spectrum is built
for each couple. Ground movements should be measured such that the mean value of their SRSS
spectra does not decrease less than 1.4 times the standard design spectra during 0.27-1.5T seconds,
where T indicates [34].

The present research analyzed 36 nonlinear time histories according to 12 chosen ground motions.
The maximum inter-story drift ratio was used as the first criterion for assessing the seismic demand
on the structures. Figure 8 shows the maximum drift ratio stemming from the nonlinear time history
analysis under the simultaneous effects of the horizontal as well as vertical components of ground
motions for buildings with a special moment framework.
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Figure 8. The maximum inter-story drift ratio of stories in studied frames under the simultaneous effects
of the vertical and horizontal constituents of far- and near-field ground motions with fling-step records.

The graphs suggest that, in a three-story building, the maximum inter-story drift ratio was 0.03
under the simultaneous effects of the horizontal and vertical constituents of near-field earthquakes
with fling-step and 0.01 for far-field earthquakes. These maximum ratios are associated with Big Bear
(#(#EQF(v+11)1) and Chi-Chi-52 records (#EQNv.11)2), and emerged on the second floor of the structure
in both earthquakes. In addition, the maximum inter-story drift ratio was three times larger in the
near-field earthquake compared to that in the far-field earthquake.
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This maximum ratio was 0.01 subjected to the influence of far-field records and 0.06 subjected
to the effect of near-field records in a five-story building, which were respectively associated with
Chi-Chi-52 #EQNv.1)2) and Kern County (#EQF(v,11)2). The inter-story drift ratio was maximized
on the second floor of the structure subjected to the influence of Chi-Chi-52 (#EQN(v,1)2) and on the
third floor in Kern County (#£QF(y.1)2). This maximum ratio was six times larger in the near-field
earthquake compared to in the far-field earthquake. Although this trend is similar in both buildings,
the inter-story drift ratio was maximized on the sixth floor of the five-story building in the near-field
earthquake of Big Bear (#EQF(v,11)1) and on the fifth floor of the eight-story building in Chi-Chi-52
(#EQN(v+11)2)- Table 3 compares the average maximum inter-story drift ratio in all three structures for
far-field and near-field earthquakes. In this table, “Near/Far” denotes the ratio of near- and far-field.

Table 3. Comparison of the average of seismic response parameters of studied frames under to the
simultaneous effects of the horizontal and vertical constituents of far- and near-field earthquakes with
fling-step records.

Inter-Story Drift Ratio

Story Field (M2) pve Near/Far Displacementay, (m) Near/Far
C " a R
N o : o
. " : %
Axial Forcepye (kN) Momentaye (kN-m)
Ce v B
s
S - R
Accelerationye (m/s?) Velocityaye (m/s)
Co o B
;W e P
e me w3

In the three-story building, the maximum horizontal displacement of the roof under the
simultaneous influence of the horizontal and vertical constituents was 0.28 m for the near-field
earthquake and 0.10 m for the far-field earthquake. This displacement was caused by the Big
Bear(#EQFy411)1) and the Chi-Chi-52 (#8QN(y,p)2) records. The displacement imposed on the
structure by the near-field earthquake was 2.8 times greater than that caused by the far-field earthquake.

According to the Kern County (#EQF(v1)2) and Chi-Chi-52(#8QN v 411)2) records, in the five-story
building, the maximum horizontal displacement of the roof was 0.18 m under the simultaneous effects
of the horizontal and vertical constituents of the near-field earthquake and 0.14 m for the far-field
earthquake with the fling-step earthquake. The horizontal displacement of the roof in the five-story
building subject to the near-fault ground motions was therefore 5.86 times greater than that of the
far-field earthquake.

According to the Big Bear (#EQF(v.)1) and Chi-Chi-52 (#EQN(y.)2) records, the maximum
horizontal displacement of the eight-story building was 1.15 m when subjected to the influence of both
components of the near earthquake and 0.21 m when subjected to the influence of the far-fault ground
motions. The horizontal displacement of the roof in the near-field earthquake was therefore 5.48
times higher than that of the far-field earthquake. Table 3 compares the average maximum horizontal
displacement subjected to influences of far-field and near-field earthquakes.
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The maximum axial force developed in the C12 column on the first floor of the three-story building
was 582.10 kN when subjected to the influences of both the horizontal and vertical constituents of
the near-fault record with fling-step and 289.50 kN when subjected to the influences of the far-field
earthquake (Table 1). The Big Bear (#EQFy1)1) and Chi-Chi-29 (#EQNv1)3) records respectively
imposed these forces on the columns. The peak axial force created in the column subjected to the
influence of both components of the near-field earthquake was therefore 2.01 times higher than that of
the far-field earthquake.

According to the Big Bear (#EQFy.1)1) and Chi-Chi-52 (#EQNv.11)2) records, the peak axial
force developed by the near-fault record in the C13 column of the first floor of the eight-story building
was 3109.9 kN and that by the far-field earthquake was 1598.50 kN. The maximum force developed by
the near-field earthquake in the column was therefore 1.95 times higher than that developed by the
far-field earthquake. Table 3 compares the average maximum axial force in the column subjected to the
influence of far-field and near-field ground motions.

According to the Big Bear (#8QF(v411)1) and Chi-Chi-52 (#EQN(y1)2) records, the maximum
moment developed in the C11 column of the first floor of the three-story building subjected to the
simultaneous effects of the horizontal and vertical constituents of the near-fault records with a fling-step
earthquake was 613.60 kN'm, and that of the far-field earthquake was 265.60 kN-m. The maximum
moment developed by the near-field earthquake was therefore 2.31 times higher than that of the
far-field earthquake.

According to the Kern County (#EQF(v1)2) and Chi-Chi-52 (#EQNyf1)2) records, the maximum
moment developed in the C13 column subjected to the effects of the horizontal and vertical constituents
of the near-field earthquake was 1578.00 kN-m and that of the far-field earthquake was 522.50 kN-m.
The moment created in the column by the near-field earthquake was therefore 3.02 times higher than
that created by the far-field earthquake.

According to the Big Bear (#EQF(v,11)1) and Chi-Chi-52 (#EQN(y411)2) records, the maximum
moment developed in the C13 column of the first floor of the eight-story building by the near-field
earthquake was 2316.90 kN-m and that developed by the far-field earthquake was 796.80 kN-m. The
maximum axial force developed by the near-field earthquake was therefore 2.91 times higher than that
developed by the far-field earthquake. Table 3 compares the average maximum moment of the column
subjected to the influence of far-field and near-field records.

According to the Big Bear (#EQF (v 411)1) and Chi-Chi-52 (#EQN v 1)2) records, the maximum story
shear developed in the three-story building subjected to the influences of the near-field and far-field
earthquakes was 3940.80 kN and 3519.30 kN, respectively. The maximum story shear developed in the
three-story building by the near-field earthquake was therefore 12% higher than that developed by the
far-field earthquake.

According to the Big Bear (#EQF(v;11)1 (and Chi-Chi-52 (#EQN(v,y)2) records, the maximum
story shear developed in the five-story building was 11,727.70 kN when subjected to the near-field
earthquake and 9929.40 kN when subjected to the far-field earthquake. The maximum story shear
developed by the near-field earthquake was therefore 1.18 times higher than that developed by the
far-field earthquake.

According to the Big Bear (#EQF(v411)1) and Chi-Chi-29 (#EQFv411)3) records, the maximum
story shear created in the eight-story building by the near-field earthquake was 42,066.80 kN, and by
the far-field earthquake 27,993.00 kN. The maximum story shear created in the eight-story building
subjected to the influence of the near-field earthquake was 1.5 times higher than that of the far-field
earthquake. Table 4 compares the average maximum story shear subjected to the influence of far-field
and near-field earthquakes.
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Table 4. Comparison of the mean story shear created in the stories of studied frames subjected to the
simultaneous effects of the horizontal and vertical constituents of both far- and near-fault records with
fling-step ground motions.

Field Story Shearaye (kN) Near/Far
Near 3856.2

3 Far 2816.4 1.37
Near 11,288.9

5 Far 7704.8 147
Near 35,543.9

8 Far 21,204.1 1.68

According to research and the Big Bear (#EQF (v 1) and Chi-Chi-29 (#EQNy11)3) records,
the maximum acceleration developed on the floors of the three-story building under the simultaneous
effects of the horizontal and vertical constituents of the near-field earthquake was 28.38 m/s*> and
10.81 m/s? for the far-field earthquake. The maximum acceleration created by the near-field earthquake
was therefore 2.63 times higher than that created by the far-field earthquake.

In the five-story building, the maximum acceleration developed by the near-field earthquake of Big
Bear (#EQF(v411)1) was 19.49 m/s? and that by the far-field earthquake of Chi-Chi-29 (#EQN(v+1)3) was
12.74 m/s2. The maximum acceleration was developed on the fourth floor in the near-field earthquake
and on the roof of the building in the far-field earthquake. The maximum acceleration developed by
the near-field earthquake was therefore 1.53 higher than that developed by the far-field earthquake.

The maximum acceleration developed on the roof of the eight-story building by the near-field
earthquake of Big Bear (#EQF(v..p)1) was 23.34 m/s?, and that developed by the far-field earthquake
of Chi-Chi-52 (#EQN(v11)2) was 12.02 m/s?. The maximum acceleration developed by the near-field
earthquake was therefore 1.94 times higher than that developed by the far-field earthquake.
Table 3 compares the average maximum acceleration subjected to the influence of far-field and
near-field earthquakes.

The maximum velocity developed on the floors of the three-story building was 1.57 m/s under
the simultaneous effects of the horizontal and vertical constituents of the near-field earthquake and
0.91 m/s by the far-field earthquake, which were imposed on the roof of the structure by the records of
Big Bear (#EQN(yp1)1) and Chi-Chi-84 (#8QN(y.p)1). The maximum velocity caused by the near-field
earthquake was therefore 1.73 times higher than that caused by the far-field earthquake.

The maximum velocity developed on the roof of the five-story building by the near-field earthquake
of Kern County (#EQF(y,1)2) was 2.50 m/s and by the far-field earthquake of Chi-Chi-52 (#EQN v +1)2)
was 1.18 m/s. The maximum velocity caused by the near-field earthquake was therefore 2.12 times
higher than that caused by the far-field earthquake.

The maximum velocity developed on the roof of the eight-story building by the near-field
earthquake of Big Bear (#EQF(y,11)1) was 3.56 m/s and that developed by the far-field earthquake of
Chi-Chi-52 (#EQNv.1)2) was 1.40 m/s. The maximum velocity caused by the near-field earthquake was
therefore 2.54 times higher than that caused by the far-field earthquake. Table 3 compares the average
maximum horizontal displacement subjected to influence of far-field and near-field earthquakes.

Moreover, the fling-step versus near-field no fling-step motions is investigated. The results show
that the average of maximum inter-story drift, story displacement, axial force of columns, end moment
of columns, velocity and acceleration of the story under fling-step ground motions are less than those
with near-field no fling-step motions (Table 5). However, Table 6 reveals that the story shear is higher
in the case of fling-step records.
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Table 5. Comparison of the average of seismic response parameters of the studied frames under the
simultaneous effects of the horizontal and vertical constituents of near-field earthquakes with fling-step
and non-fling-step records.

. Inter-Story Drift Ratio F-S/Non . F-S/Non
Story Near Field (Max) ave F-S Displacementyye (m) E-S
(ﬂmF'_zte ) 0.03 0.23
3 &7step 0.75 0.68
Non-F-S 0.04 034
(Non-fling-step) ’ ’
F-S 0.04 047
5 Non-F-S 0.05 0.8 0.53 0.89
F-S 0.03 0.58
8 Non-F-S 0.04 0.75 0.63 0.92
Axial Forcepye (kN) Momentaye (kN-m)
F-S 500.8 552.7
3 Non-F-S 638.26 0.78 663.72 0.83
F-S 11735 1078.2
5 Non-F-S 1427.43 0.82 1210.37 0.89
F-S 22509 1376.1
8 Non-F-S 2618.67 0.85 1734.04 0.79
Accelerationy, (m/s?) Velocityaye (m/s)
E-S 17.76 142
3 Non-F-5 27.28 0.65 2.56 0.55
F-S 1857 2.06
5 Non-F-S 26.84 0.69 2.75 0.75
F-S 2048 239
8 Non-F-§ 25.46 08 2.68 0.89

Table 6. Comparison of the mean story shear created in the stories of studied frames subjected to the
simultaneous effects of the horizontal and vertical constituents of both near-fault records with fling-step
and non-fling-step ground motions.

Near Field Story shearpye (kN) F-S/Non F-S
F-S 3856.2
8 Non-F-§ 1693.12 228
F-S 11,288.9
5 Non-F-S 424355 266
F-S 35,543.9
8 Non-F-S 11,412.65 311

By comparing the below table results, it can be said that the response of structural excitation
is subjected to the influence of the horizontal component of the near-field earthquake, given the
permanent displacement of the earthquake is greater than the response of the structure subjected to the
influence of the horizontal component of the far-field. This conclusion was achieved from evaluating
structural excitation under the simultaneous effects of the horizontal and vertical components of both
far- and near-field earthquakes (see Tables 7 and 8).
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5. Conclusions

The fling-step property due to a stationary ground displacement is generally performed through
a combination of a unilateral velocity pulse and a uniform stage in the displacement time interval. The
separate stage in the displacement time interval happens along the fault slip (i.e., in the direction of
strike and dip for strike- and dip-slip occurrences, respectively).

According to existing studies, near-field earthquakes are characterized differently from far-field
earthquakes in terms of the frequency content and amplification range. Thus, it is necessary to study
the effects of such parameters on structures. With respect to near-fault fields, forward directivity and
fling-step pulses may appear in the case of each component with a parallel or perpendicular position to
the fault line, either separately or together in one record component. This study evaluates the seismic
behaviors of three-floor, five-floor and eight-floor special steel bending frames that undergo near-field
earthquakes with fling-step effects and also far-field earthquakes. This study also modeled the panel
zone in order to render a more realistic behavior of the structure. Non-linear time-history analysis
of the structures demonstrated that ‘floor displacement’, ‘inter-story drift ratio’, ‘floor acceleration’,
‘axial and anchor force on the columns’ and ‘floor velocity” subjected to influence of the horizontal
component of near-field earthquakes with a fling-step effect are greater than the corresponding values
of these parameters in far-field earthquakes.
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Abstract: An investigation on numerical methods able to simplify the mechanical behavior of PET
bottles, partially filled with liquid, under compression loadings is presented here. Compressive
stress conditions on bottles are very common during their transportation and can be accompanied by
large deformations and instabilities that can compromise the integrity of the pack, with the risk of
significant damages. The present paper proposes two approaches, both based on finite elements, and
with elastic-plastic material models properly defined with the scope of investigating the complex
phenomena that take place during these loading conditions. Although not perfect in terms of accuracy,
these numerical methods have been proven to be capable to predicti the transport-related integrity
risks, showing results that agree with experimental data, especially during the initial phases of
load compression.

Keywords: transport; palletized goods; damage; bottle; buckling; Polyethylene terephthalate (PET)

1. Introduction

The irreversible damage of goods during transportation, caused mainly by sloshing, vibration,
and shock mechanical solicitations [1], is a common scenario nowadays in the logistics sector, resulting
in significant economic losses to both the retailer and manufacturer [2]. The environmental aspect is
particularly affected by the greenhouse gas (GHG) emissions to produce and ship goods that, being
damaged, will not satisfy the customer and will end up in a landfill. On the other hand, the economic
losses can be ultimately managed in some way. For instance, an increase in the price of goods, as
estimated with proper methods, as in [3], can be added to ensure the economic sustainability of the
industrial investment. On the contrary, the environmental cost inferred by deteriorated goods, as
claimed in [4], is often definitive and articulated on multifaceted aspects, such as materials no longer
usable, energy and water used for product processing, and fuel and carbon dioxide used during the
transport phases.

The loss in functionality and usability of goods during transportation can be considered a
non-negligible fraction of the whole number of products moved around the world. For instance,
a study commissioned by Walmart [5] estimated the phenomenon in 1,176,260 pallets damaged each
year, equivalent to 58,813 truckloads of product going into landfill that, at the financial level, equates to
about $2400M and 18% earnings. Many leading companies are trying to identify and stem the causes of
the deterioration of goods due to transport [6]. The evaluation of the economic repercussions of these
phenomena through in-depth analyses [7] can lead to the identification of solutions to be adopted by
the company to minimize losses.

Appl. Sci. 2020, 10, 332; doi:10.3390/app10010332 155 www.mdpi.com/journal/applsci
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Several recent studies [8,9] have been directed to optimize transport conditions, developing
solutions for what is commonly referred to as ‘secondary packaging’, which does not take into
consideration packaging materials that are not in direct contact with the product (e.g., blisters, sachets,
boxes). In particular, in the case of bottles, the secondary packaging refers to the action of arranging the
bottles together into bundles covered with stretch wrap films, positioned side by side and overlapped
to form the pallets (Figure 1a). The pallets, which, in the case of bottles, can also contain tens of bundles
arranged on several levels, are protected by the deposition of several layers of stretch film. This plastic
and thin film is deposited with special implants, combining both the wrapping and pre-tensioning
actions of the film itself (Figure 1b).

(b)

Figure 1. A multilevel system: (a) a single bottle; (b) bottles grouped in bundles; (c) pallet and
palletizing plant.

In this way, a stabilization effect is created with respect to external dynamic stresses, which is
added to the general protection offered by the presence of the plastic layer outside. Through a suitable
choice of the type of film and the wrapping parameters it is possible to guarantee suitable levels of
protection with respect to the most common stress conditions [10,11] that are generated during the
transport phases. This is possible as long as the bottles retain their structural integrity. The external
packaging can do very little if the stressors on the individual bottles are such that can damage them.
This effect is not so rare, considering the attempt to use progressively lighter and slimmer bottles close
to the limit conditions, in the face of always large and heavy pallets. The result is that bottles are
subjected to various types of loads during transport and with various possibilities of damage, with one
of the most dangerous being that which leads to buckling.

Plastic bottles have been widely used since 1989 as containers for water, milk, and other beverages.
The body is usually made of PET (polyethylene terephthalate) from pre-printed plastics (Figure 2a)
and then blown, while the bottle cap is made of PE (polyethylene). The form is not only conceived for
an aesthetic purpose, but it also aims to guarantee adequate stiffness during transport (being stacked
on top of each other) and specific features during use (Figure 2b).

() (b)

Figure 2. (a) Preform in PET (polyethylene terephthalate), from which the bottle is obtained through a
thermoforming process; (b) example of the final geometric complexity of a bottle.
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The understanding of what happens during the crushing of the bottle involves a number of
complications, and, to detail this complexity, it must be considered that plastic bottles are usually:

e Made of Polyethylene terephthalate (PET), a material with a restricted elastic zone: by increasing
the load the plastic regime is easily reached;

e Designed in complex shapes, including reinforcing and functional elements;

e  Manufactured by highly efficient and standardized processes;

e Designed with minimum thicknesses to reduce weight and cost.

The bottles are then filled, not completely, with the liquid to be contained and transported
(natural water in the present case). By its turn, the partial filling represents one of the most significant
reasons able to add complexity to the problem [12]. The air cushion inside the bottle creates a
gas-liquid—structure interaction in response to any external mechanical (or thermal) stresses. This is
the main reason why assembling a numerical model becomes challenging.

Several studies are available where experimental tests were conducted with methods and results
similar to those presented in this study. For instance, in [13,14], the bottle was characterized by
a monoaxial compression test, extrapolating the trend of the force as a function of the lowering.
In [15], a system was specifically developed for the evaluation of the contact pressures between the
bottom of the container and the fixed base, using pressure transducers in order to be experimentally
correlated with a drop test. In [16], a probe for monitoring the internal pressure of the bottle was
considered, stating the decrease in the volume of air during the deformation phase. In [17], a system of
circumferential bands driven by a traction system was described to determine the radial resistance of
the component, being able to characterize the body also orthotopically.

It must be also considered that there are widespread standard tests, for example, top-load tests
(according to ASTM D 2659-95 [18], as in [17,19,20]), that lead this kind of test as a common practice,
also in the case of industrial applications. The difficulty is not related to the implementation of these
tests or in collecting pertinent experimental data, but in the possibility of generating a complete model
(theoretical or numerical) able to interpret the information.

There are several studies that attempt to tackle this theoretical or numerical modeling through
two different approaches. The first type of method, closely linked to the bottle-producing companies,
consists of modeling the body according to the geometry, type, and quantity of material necessary to
guarantee a predetermined resistance. In numerous studies (e.g., [21,22]) the simulations were totally
focused on the minimization of the thickness to reduce the cost or, as analyzed in [23], to introduce
new types of bottles to the market. Once implemented, the characteristics of the material and the
discretization of the profiles with a small variable thickness represent a computational challenge, which
can be addressed with the models presented in [24-26].

The second method consists of evaluating the interaction between the liquid, gas, and wall,
described in [27]. This type of approach, based on both the Eulerian and Lagrangian models, is used to
define the volume of liquid and air present inside the bottle, losing precision in the definition of the
container itself. An example of this approach can be found in [28].

The various papers presented in [19,23] on static and dynamic simulations describe the numerical
methods used for the simulation of the bottles. The effect of the interaction between water and
air analyzed in [23,29] was considered only from a phenomenological point of view, that is to say,
by representing it by a pressure acting on the inner surface of the container, as in [16,30,31]. In some
cases, this phenomenon was modeled by means of a membrane consisting of elements that can be
infinitely extended and which simulate a contact layer between the contents of the bottle and the wall.
Unfortunately, such an approach, as used in [17,19], is not described in detail, making this type of
simplification useless. Thus, it is possible to say that, at the moment, there are no studies that consider
all the different phenomena of interest altogether. Furthermore, the complexity that has emerged
would produce formulations and models that are difficult to apply in an industrial context, whereas
the present interest relies on having rapid information on the risk of damage compared to the variation
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in shape, thickness, material, and stressors. All this seems possible only through the realization of
specific experimental campaigns, one for each of the cases of interest, which represents an expensive
and not always feasible approach.

2. Materials and Methods

2.1. Aim and Scope

The present study aimed to analyze the behavior of a thin plastic bottle when subjected to vertical
compression loads by integrating a numerical approach and an experimental one. For this purpose, the
study presented a needful simplification of the phenomena acting on the bottle [32], characterized by a
geometrically complex profile and made of PET, with the orthotropic characteristics given in Table 1.
The same table also reports the main isotropic properties of PE, used for the bottle cap.

Table 1. Material characteristics of PET and polyethylene.

Polyethylene Terephthalate (PET)—Orthotropic Characteristics

Young Young Young  Poisson’s  Shear Shear Shear Tensile Tensile
Density Modulus Modulus Modulus  Ratio Modulus Modulus Modulus  Yield Ultimate
X dir. Y dir. Z dir. XY Z XY YZ XZ Strength ~ Strength
(kg/m3) (MPa) (MPa) (MPa) ) (MPa) (MPa) (MPa) (MPa) (MPa)
1335 1250 1345 1250 0.4 448 480 448 64 90

Polyethylene (PE)—Isotropic Elastic Characteristics

. , Tensile Tensile
Young  Poisson’s

Density . Yield Ultimate
Modulus — Ratio Strength ~ Strength
(kg/m?)  (MPa) %) (MPa)  (MPa)
950 1100 0.42 250 330

The bottle was considered to be partially filled with liquid, closed by the cap, constrained in the
base by a friction contact, and subjected to a compression load along the longitudinal axis.
Every study took into consideration:

The specific tridimensional shape of the bottle (Figure 3a);

The variable thickness of the profile (Figure 3b);

The orthotropic nonlinear (elastoplastic) behavior of PET;

The cap rigidity, thicker than the profile, made of a more resistant PE;

The column of incompressible liquid, able to transmit pressure to the inner walls of the bottle;
The air, trapped between the free surface of the fluid and the bottle, as a compressible element.

AR A
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..... Bottle type b)
15 ——Bottle type a)
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Figure 3. Modeling the bottle: (a) main elements; (b) example of characteristic thickness [33].
With this scope, two approaches toward the simplification are proposed here.

2.2. Dual Approach

The first approach involved the use of an exactly faithful external geometry, as obtained from the
3D model supplied by the bottle manufacturer. In the case this geometry is not available, it could be
obtained by reverse engineering, while the tendency of the thickness could be derived by analogy with
respect to similar cases, available in the literature (Figure 3b). In terms of numerical discretization, the
bottle was approximated by two-dimensional shell elements. The material properties were found in the
vast specialized literature, taking into account the general characteristics of PET and PE. In particular,
in the present case a bilinear isotropic hardening model was used for modeling PET (in accordance
with [19,23,34]). The thin walls of the bottle were subjected to compression stress, to which a pressure
component linked to the progressive compression of the air gap was added. The trend over time of
the pressure during the test could be estimated through the equation of real gases (or, given the low
pressures involved, through the perfect gas equation). However, according to the literature, which
foresees the explosion of the bottle in the presence of internal overpressures around 1 MPa in the case
of 1.5 L bottles, a linear increase was used up to this value (Figure 4) [23]. The liquid was considered
incompressible and capable both of transferring the pressure exerted by the gas to the contact walls
and of adding the effect of its own pressure due to the water column (Stevino’s law).

7 [ ‘Bilinear Isotropic Hardening

Stress (x107) (Pa)

0 0.05 0.1 0.15 0.2 0.25
Strain (mm-1)

Figure 4. Bilinear isotropic hardening material model (in the case of 75 MPa for the yield strength and
1 MPa for the tangent modulus).
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The second approach, of lower complexity, involved the use of a simplified bottle geometry,
obtainable from the available databases, and chosen only by analogy with the bottles of real interest.
This geometric model can be considered a single solid block, discretized by 3D solid elements (including
air and liquid). The properties of the materials were assigned in such a way as to respect the macroscopic
behavior of the bottle, as emerged from the experimental tests. To make this approach possible, different
models and materials had to be considered and compared with the experimental evidence to verify
when the top load tests were correctly reconstructed. Although this simplification may seem extreme
in terms of simplification, compared to a plain investigation of the physical phenomena, sometimes it
represents the only possibility. In fact, it made it possible to model the behavior of the pallet, of which
the bottle represents only one of the elements. Once the model of the bottle was brought back with a
black-box approach, to which numerical, literature, and experimental elements were integrated, it was
possible to study the interaction between these black-boxes, grouped in bundles, which in turn interact
in the composition of the pallet, all mediated through the action of polymeric coatings.

3. Experiments

3.1. Experimental Evidence

During the experimental tests, five 1.5 L water bottles (h = 310 mm, ¢ = 87 mm) were considered
as specimens. Compressive tests were realized on an Instron 8032 servo-hydraulic universal testing
machine with a 2517-005 load cell with +250 kN dynamic and +£500 kN static range at a 0.25 mm/s
ramp accounting for different displacements. The output data given by the testing machine were force,
time, and displacement. Tests were run along the bottle axis (vertical direction), with a behaviour as
shown in Figure 5. Force-displacement diagrams were also measured and displayed in Figure 6 where
results from five tests are reported. These trends show an initial proportional zone (a), the bottleneck
completely dented (b) and, lastly, the buckling phenomenon (c).

It can be noted that an exceptional event occurred at 8-10 mm of displacement, equal to around
2.5-3.0% of axial deformation and 0.5 kN, able to split the graph in two different regions, one with
linear and the other with nonlinear behaviors. It corresponds to the indentation of the bottle, with
the cap collapsing inside the neck (Figure 7a). Once the elastic response zone was passed, various
phenomena became visible, increasing the load. In particular, over 2 kN, buckling happened in the
specimens due to the geometry of the bottle: the tapered shape in the midways transversal plane
prompted this behavior, whereas axial compression was left aside. At the end of the test, in the absence
of a load, a residual deformation was also present (Figure 7b).

(b) (c)

Figure 5. Predominance of buckling on single-bottle compression tests: initial part of the test with a
proportional response (a), as soon as the bottleneck is completely dented (b), and near to the 3% strain
region when buckling takes place (c).
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Figure 6. Force—displacement diagrams of specimens: (A) whole trend and (B) details showing the
proportional response zone (a), the bottleneck completely dented (b) and final buckling (c).

(b)

Figure 7. Residual deformations with tests ending before (a) and after buckling (b).

3.2. An Interpretation

Within the scope to anticipate the simplification proposed later, the single bottle can be treated
as a column. In this case, from the experimental measures it was possible to build an equivalent
stress—strain chart to figure out an equivalent elastic modulus. The force was transformed into stress
by dividing it by the circular transversal area of the bottle, with a nominal diameter of 87 mm. On the
other hand, the strain was calculated based on the initial length of the specimen, i.e., the height of the
bottle, equal to 310 mm.

This stress—strain diagram is reported in Figure 8a, where it is possible to verify the same
unexpected variation in the trend. Before this change, a clear elastic tendency is shown until at least
1% of deformation, in which the slope can be represented using the Young’s modulus (similarly to the
case of the elastic response of materials). Then, the elastic modulus could be also calculated as the
slope of a highly correlated linear fitting curve from 0% to 1% (Figure 8b). In other terms, if it was
possible to consider the system of a bottle as an isotropic material, then the Hooke’s formula should be
taken into account, yielding a value equal to:

E = 3.08+0.47 GPa. 1)

161



Appl. Sci. 2020, 10, 332

040 - 0035
]
035 L 0.030 y = 3.0808x >
= = oo
'f 0.30 :§ g 0025 R?=0.9489 / J
gl O
Som By = 0020 /,/
o 020 b 5 7]
] g, 7 ,
o 25 g oS AV
R | 2 & 0010 /
1
0.005
005 i
0 i 0l
0 005 01 0.15 02 0 01 02 03 04 05 06 07 08 09 1
Strain (mm/mm) Strain (%)
(@ (b)

Figure 8. (a) Experimental stress—strain curve; (b) calculation of elastic modulus on the linear zone.

Analogously, treating the single bottle as a column, the theoretical threshold force for buckling
can be calculated. This theoretical analysis, given in Equations (2)—(4), assumes the moment of inertia I
(mm*) of a solid circular cylinder (because after the bottleneck is dented the fluid should be considered
as incompressible), the elastic modulus E (MPa), the column length L (mm) taken as 310 mm, and
finally the buckling factor n which is equal to 1 in this condition where both ends are pivoted, and
not fixed.

nm2El
F = 5 @
where: ,
nd
] = —
64’ 3
S0,
Fbuck,theory = 750 N. @)

At the same time, it is evident the sharp decrease in the strain deformation diagram (shown
by the transition line in Figure 8a) can be attributed to the variation in the resistant section during
compression, coinciding with the collapse of the bottleneck (Figure 5b), before reaching the column of
liquid. During the first compression phase, the force acts on the section corresponding to the cap, as
the bottle deforms longitudinally, the resistant section widens until it reaches the maximum resistant
section, which coincides with the meeting of the fluid column, equal to 5942 mm?.

4. Numerical Models

4.1. Shell (2D) Model

Two-dimensional shell elements were used in this first finite elements (FE) study to evaluate the
behavior of PET bottles under compression in the case of top-load tests. In particular, both a non-linear
static and a buckling analysis were done by ANSYS Workbench v.18.1.

The geometry was simplified as displayed in (Figure 9a): all secondary details like fittings,
chamfers, and notches were removed, since they marginally affect the system; the cap was merged to
exclude contact problems; the thickness was simply defined as uniform and equal to 0.3 mm.

Four-node shell elements, 13,258 in total, were used to create the FE grid. This mesh, optimized
for buckling analysis, can be observed in the area of cap and neck in Figure 9b.

In the base of the bottle all the translations and rotations were constrained (Figure 9b). The effect
of water and air inside the bottle was replaced by an internal pressure, increasing over time roughly
in accordance with the equation of state of perfect gases. The contact between bottle and plate was
defined as a contact with friction, with a coefficient of friction equal to 0.2 representing the friction
between PET and steel. Material properties were defined in line with Table 1 with a bilinear isotropic
hardening model with a plastic zone starting from a yield value of 75 MPa (Figure 4).
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(©

(@)

Figure 9. (a) Bottle geometry before and after simplification; (b) detail of geometry and mesh by shell
elements; (c) application of forces and boundary conditions (case of non-linear static analysis).

With the scope to perform the quasi-static analysis, the bottle was loaded by a rigid plate moved by
a displacement of 10 mm in the vertical (Y) direction (Figure 9¢). This value was chosen by considering
the maximum displacement in the elastic region as measured by top-load tests (Figure 6). In some
ways, it represents the experimental evidence of the maximum load that this specific bottle can resist
without moving its status to the plasticity.

The simulation of maximum load is widely used in the PET bottle industry and the vertical load
test determines the weak points inside the bottles. Thus, the numerical analysis limited to this value
can be extremely useful, for example, in detecting problems in the blow molding line and to check if
the component failures are repeated in the same points.

Also, in this case, a non-linear structural simulation was performed with the maximum load for
bottle verification in order to obtain a reliable model of an empty PET bottle. The simulation was
divided into two steps: load in terms of displacement up to 10 mm, and pressure increase up to 1 MPa.
Non-linearity due to geometry was taken into account through large displacements.

The stress versus strain status following a 10 mm displacement is shown in Figure 10 in terms
of (equivalent) von-Mises stress (Figure 10a) and total deformation (Figure 10b). In particular, the
maximum stress was 164 MPa. This stress state exceeds the yield point, showing the bottle in
plastic conditions.

164,65
146,35
128,06
109,76
91,471
73,177
54,882
36,588
18,294
42578e-12

(a) (b)

Figure 10. Quasi-static analysis in top-load conditions for a 10 mm vertical displacement: diagram of
stress (a) and strain (b).
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The buckling analysis was performed using the same conditions of simulation. It made it possible
to detect the geometrical configuration of instability together with the related buckling load factor
(BLF). This factor acted as a load multiplier with the scope to evaluate the buckling load for each
condition of instability. When the BLF is greater than one, the structure is safe apart from when the
external load is increased. It also means that when the buckling factor is less than one, the structure
could collapse under a given load.

This consideration is exactly in line with what is highlighted by the results shown in Figure 11.
With BLF < 1 in respect to several configurations, the thin bottle is not able to resist to a 10 mm
displacement without buckling. At the same time, as reported by the simulation, the deformations
seem very limited, suggesting the buckling is locally restricted.

(b) (c) (d)

Figure 11. Buckling analysis in top-load conditions for a 10 mm vertical displacement, limited to the
initial four modes of instability and for a load multiplier (k) of: (a) k = 0.19; (b) k = 0.16; (c) k = 0.12; (d)
k =0.09.

4.2. Solid (3D) Model

Three-dimensional solid elements were used to evaluate an extreme hypothesis of simplification
consisting of a bottle discretized by a homogeneous object, made of a single material. The presence
of liquid, air, and the plastic polymers of small thickness were not taken into account separately, but
the bottle was analyzed globally, as a single solid body. This body was considered as made by an
equivalent material, whose characteristics were set in order to guarantee a mechanical response in line
with the experimental tests. From this perspective, the geometry should be also simplified. Starting
from the 2D profile, a 3D revolution solid was generated and discretized by solid elements (Figure 12a).

Figure 12. Finite Element modeling by solid elements: (a) 3D bottle model; (b) tetrahedral mesh; (c)
boundary conditions.
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A critical requirement for efficient and accurate explicit analysis is a high-quality mesh, to be
also balanced with the availability of computational resources. Explicit analysis benefitted from the
integration of the design phase in the ANSYS Workbench environment, which includes powerful
automatic mesh generation. In general, there are two options, one is to create high-quality hex (brick)
elements using multi-zone meshing, while the second one automatically uses the swept method to
create hex elements. Some geometries, especially those created for manufacturing and imported from
CAD data, are too complex to be swept to produce a full hex mesh. Tetrahedral elements can accurately
represent small portions of a part’s geometry that cannot be swept. On the contrary, tetrahedral
elements can be not accurate enough in investigating large deformations and, in addition, mesh size
can affect stress results. At least, different mesh density must be tuned to confirm the repeatability of
this model. For this reason, it would be advisable to optimize the validity of the mesh, both in terms
of element types and dimensions. At the same time, the ultimate goal of the research was to try to
represent the behavior of a bottle inside a pallet in the most elementary way possible. For this reason,
it was decided to limit the discretization to an automatic meshing by ANSYS tools.

In particular, quadrilateral dominant elements were used and the final mesh for explicit analysis
consisted of 14,331 nodes and 13,275 elements (Figure 12a).

With respect to the first case, similarities and differences existed in the way loads and constraints
were applied. The rigid plate on the top (Figure 12b) was set with a 2 mm/s speed (instead of a
displacement) while bottle nodes on the bottom were fixed avoiding translations and rotations.

In an extreme simplification of this kind, which considers the entire system as homogeneous
and discretized by finite elements of the same type, would be possible when a model of ‘equivalent
material’ can offer the same responses as the real system (Figure 13).

Simulated
Behavior

Stress

Experimental
™~ Behavior

SS ge
Strain

Figure 13. Experimental stress-strain curve discretization by linear trends, namely bilinear
isotropic hardening.

Ansys Workbench 18.1 also makes it possible to insert the material behavior by additional complex
methods, as in the case of the multilinear isotropic hardening or Chaboche kinematic hardening models
(Figure 14). These hardening models can be generated by fitting the experimental data and are able to
provide rather different responses to the simulation. In Table 2 the accuracy of predictions is evaluated
by comparing real and simulated strains in the case of different hardening models.

Table 2. Comparing measured and simulated residual strains (¢) for different hardening models.

Residual Strain Hardening Model
Measure (ge) Bilinear Isotropic Multilinear Isotropic Chaboche Kinematic
mm 46.5 54.9 61.9 43.2
A +18% +33% —7%
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Figure 14. Discretization by advanced hardening models: (a) multilinear isotropic; (b)
Chaboche kinematic.

In particular, it is shown that simulations implementing the Chaboche kinematic hardening model
are able to offer a better approximation of the system (with estimated errors in strains around 7%), as is
also evident in Figure 14b, where an asymmetrical effect is correctly detected despite other models.

In Figure 15 the effect of deformation of the bottle during the top-load test with 90 mm forced
displacement is shown as a simulation that adopted Chaboche kinematic hardening in comparison
with the reality.

0,00 200,00 (rm)

100,00

(@) (b)

Figure 15. Effect of a top-load test with 90 mm forced displacement: simulation (a) of deformations in
the case of the use of a Chaboche kinematic hardening model compared with the reality (b).

5. Discussion

Disregarding the uncertainties, it is fair to assume that the experimental values of 550 N for
the threshold buckling force and 3.1 MPa of elastic modulus can be used for simplified numerical
simulations. Furthermore, it is also evident that both the shell model and the solid elements present
interesting results, such as to make them useful for a simplified modeling of the physical system.
This general aspect assumes a certain importance in consideration of the many variables involved,
which make an exact solution practically unreachable. Regarding this overall complexity, it can be
noted, for instance, that 188 different materials are listed in the category of unreinforced polyethylene
terephthalate (PET), together with their slightly different properties to be considered.

At the same time, it should also be highlighted that the experimental and simulated values are
actually closer to each other for the following reasons:
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e The accurate moment of inertia is smaller because of all the tapered curves of the bottle’s shape,
being clearly smaller than that of whole cylinder;

e The elastic modulus used in the theoretical calculations was obtained from experiments and has a
high standard deviation due to the small sampling; being potentially smaller;

e The experimental buckling force was also provided with small sampling presenting high standard
deviation; being potentially higher;

e Notonly the actual moment of inertia is lower, but the tapered region in the center of the bottle acts
as a massive stress concentrator, also justifying low values obtained in experiments in comparison
to the theoretical model.

6. Conclusions

The mechanical response and the stability conditions of a single bottle under compression loads
were considered in this paper, as the first fundamental step of a multilevel approach aiming at the
complete discretization of a pallet behavior (Figure 16).

@ (b) (0

Figure 16. Discretization by a multilevel approach: (a) single bottle; (b) bottles in bundles; (c) pallet.

In terms of methodology, experimental measures were used to investigate two different models
of discretization, each one able to take into account some essential aspects of the overall problem,
simplifying the others. Their assumptions were validated through a comparison between the numerical
predictions and the experimental evidence. In particular, a top load test was used on five partially
filled bottles, which revealed a mechanical behavior articulated in different phases.

As general results, it is possible to say that both models acceptably predicted the initial phases
of bottle deformation, characterized by an elastic response of the system. They also provided useful
information regarding the effects of instability within an acceptable margin of error, making it possible
to use these data for improving the bottle design.

These simplified models were also very efficient in terms of computation time, representing a first
concrete step towards the development of a simplified model able to predict the static and dynamic
behavior of an entire pallet during the transport phases, which represents the real challenge for the
packaging industry.
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