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ARTICLE INFO ABSTRACT

Keywords: Mechanical metastructures have been prevailing recently owing to their unusual mechanical
Topology optimization responses. Despite notable progress in designing periodic metastructures, creating irregular
Unstructured growth and stochastic metastructures with optimized performance remains challenging because of the
Transformation enlarged design space. In this study, we introduce a novel approach to realize the unstructured
Virtual growth

growth of irregular architectures for optimized metastructures. A “growth”-like design scheme
is proposed to facilitate random yet controllable growth of predefined building blocks on an
unstructured graph toward desired bulk properties. We also formulate a topology optimization
framework that simultaneously optimizes building block selection and transformation (scaling,
skew, and rotation) to generate metastructures with various optimized mechanical function-
alities. These functionalities are achieved by harnessing the diverse homogenized material
properties spanned by various frequency combinations of building blocks and the microstruc-
ture’s transformations. We discover metastructures that ensure geometric integrity and exhibit
explicitly controllable and globally uniform feature sizes beneficial for fabrication. Moreover,
the transformation-based topology optimization ensures these metastructures naturally conform
to the boundaries of the design domain and can serve as mechanical infills. The proposed
approach holds promise for uncovering optimized metastructures applicable across a wide array
of engineering applications.

Metastructure

1. Introduction

Metamaterials and metastructures have become increasingly popular thanks to their advantageous material properties and
structural responses. In the field of mechanical metamaterials and metastructures, great advances have been made in achieving
various functionalities, such as enhanced failure resistance (Zhang et al., 2018b; Cai et al., 2021; Deng et al., 2023; Chen et al., 2024;
Jia et al., 2023), negative Poisson’s ratio (Clausen et al., 2015), negative mass density (Chen et al., 2017), energy dissipation (Ni
and Gao, 2019), impact mitigation (Ou et al., 2024), custom stress—strain/force-displacement responses (Zhang et al., 2018a; Li
et al., 2023), to name a few.

Significant advances have been made in mechanical metamaterials and metastructures, and most studies have focused on periodic
or nearly periodic designs. These designs typically involve the periodic tiling of motifs with parameterized geometries. However,
upon closer examination of natural materials (Rho et al., 1998; Barthelat et al., 2006; Hosoya et al., 2007), many of them exhibit
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irregular (aperiodic) and stochastic patterns. These patterns have demonstrated a wide array of practical functionalities, including
body protection (Rhee et al., 2009) and flight agility (Sharma and Hiremath, 2022). Thus, we focus on irregular architectures in
this work.

Recent studies have started to explore irregular metamaterials and metastructures by effectively parameterizing the design space
using various techniques. These techniques include filtered random lattice (Reid et al., 2018; Mirzaali et al., 2019; Portela et al.,
2020), phase-separation induced spinodal foam (Kumar et al., 2020; Zheng et al., 2021; Senhora et al., 2022), and bio-inspired virtual
growth (Jia et al., 2024a,b). Among these approaches, the virtual growth-based ones (Jia et al., 2024a,b) optimize the frequency
combination of building blocks and subsequently grow them to form the metastructure using the virtual growth algorithm extended
upon Liu et al. (2022). The resulting metastructures are seamlessly integrated and exhibit a uniform feature size that facilitates
fabrication.

While virtual growth-based approaches (Jia et al., 2024a,b) have shown initial success in creating metastructures with diverse
functionalities, they focus on growing building blocks on a structured graph — more precisely, a mesh with square elements in two
dimensions (2D) and cubic elements in three dimensions (3D). Consequently, the building blocks are arranged in horizontal and
vertical directions. However, it is widely recognized that optimal structural members should align with the principal directions of
the structural response field, such as the stress field, which is often complex and spatially varying, rather than strictly horizontal
and vertical. Therefore, introducing transformations (scaling, skew, and/or rotation) to the optimized building blocks could further
enhance design performance. The performance gain brought by building block transformation has been commonly leveraged (Wu
et al., 2021), for example, by directly optimizing building block transformation (Zhu et al., 2019; Li et al., 2022) or identifying
target transformations through de-homogenization approaches (Stutz et al., 2020; Groen et al., 2021; Wang et al., 2022b; Jensen
et al., 2024).

In the present study, we introduce a novel methodology (Fig. 1) aimed at discovering metastructures with target mechanical
responses through simultaneous optimization of building block selection and the microstructure’s transformation. To establish this
methodology, we develop an unstructured virtual growth algorithm designed to grow transformed metastructures. As shown in
Fig. 1(a), we begin with simple but representative building blocks and aim to seamlessly grow them into a given unstructured mesh
to achieve the target frequency combination. After filling the building blocks one by one, we generate a transformed metastructure
exhibiting the desired building block distribution and transformation. This unstructured virtual growth can create complex patterns
in both 2D and 3D and forms the foundation of the proposed methodology.

In addition to the unstructured virtual growth algorithm, we also investigate the constitutive relationship between microstructural
transformation and homogenized elasticity (Fig. 1(b)). Unlike many existing studies that rely on conformal mapping, our approach
incorporates all three types of transformations — relative scaling (¥), skew (), and rotation (g) — to enlarge the achievable
homogenized material properties as demonstrated by the diverse elasticity surfaces.

Once obtaining the constitutive relationship between microstructural transformation and homogenized elasticity, we introduce
frequency- and transformation-based topology optimization to generate optimized metastructures with various functionalities. As
shown in Fig. 1(c), given a design domain subjected to applied traction (7) and displacement () loadings, we optimize the presence
of microstructures at each location. If a microstructure exists, we further optimize the frequency combination of building blocks that
form the microstructure as well as the microstructure’s transformation. By simultaneously optimizing these three variable types, we
aim to achieve diverse mechanical functionalities, including stiffness maximization, unidirectional mechanical cloaking, and local
stiffness control. Guided by optimized variables, we leverage unstructured virtual growth (Fig. 1(a)) to discover metastructures with
various optimized functionalities (Fig. 1(c)). In addition to attaining target mechanical responses, the optimized metastructures
inherit a uniform feature size from the selected building blocks, which is crucial for manufacturing. Moreover, the optimized
metastructure naturally conforms to the boundaries of the design domain without the need for post-processing, therefore enabling
the design to seamlessly function as mechanical infills.

The remaining parts of the paper are organized as follows. We begin in Section 2 by introducing the proposed unstructured virtual
growth algorithm. Next, in Section 3, we derive the constitutive relationship between the homogenized elasticity matrix and the
frequency combination of building blocks as well as microstructural transformation. In Section 4, we present a topology optimization
framework for discovering transformed metastructures with optimized mechanical performance, where we also elucidate the
transformation-guided mesh generation used for growing building blocks. Subsequently, we provide three numerical examples in
Section 5 to illustrate the discovered metastructures and the underlying mechanisms for optimized mechanical responses. Finally,
several concluding remarks are drawn in Section 6.

Six appendices further complement this paper. Appendix A introduces the adjacency rules used in the unstructured virtual growth
algorithm. Appendix B recaps the numerical homogenization theory in Vigliotti and Pasini (2012), which is utilized to predict the
homogenized elasticity matrix in this work. Appendix C derives the global stiffness matrix of microstructures under uniform scaling.
Appendix D briefly introduces the homogenized elasticity matrix of microstructures after rotation. Appendix E presents the sensitivity
analysis and verification employed in topology optimization, and finally Appendix F compares the optimized periodic and aperiodic
metastructures for stiffness maximization.

2. Unstructured virtual growth algorithm

As discussed earlier, the unstructured virtual growth algorithm enables the growing of the microstructure towards optimized bulk
properties. In this section, we propose the unstructured virtual growth algorithm. We also briefly review the classical (Liu et al.,
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Fig. 1. Unstructured virtual growth of irregular architectures for optimized metastructures. (a) Unstructured virtual growth for generating metastructures. (b) Vast
elasticity achieved by microstructural transformation. (c) Frequency- and transformation-based topology optimization for discovering optimized metastructures.
The variables 7 and u are the amplitudes of the applied traction and displacement loadings, respectively. The variable F is the resultant reaction force, and K
is the structural stiffness.

2022) and extended' (Jia et al., 2024a,b) virtual growth algorithms and detail their key differences compared to the proposed
scheme.

The classical virtual growth algorithm (Liu et al., 2022) is a graphical theory designed to create aperiodic and stochastic patterns
by tiling predefined building blocks on a structured mesh. These patterns ensure seamless integration (no dangling parts) among
neighboring building blocks based on adjacency rules. Moreover, the distribution of building blocks in the created pattern conforms
to the target frequency combination, i.e., the desired proportion of each building block within the mesh. By assigning material
constants (e.g., Lamé constants) to the generated patterns, we can create a wide spectrum of metamaterials with diverse homogenized
properties (Liu et al., 2022; Magrini et al., 2024).

Recently, the classical virtual growth algorithm has been extended in Jia et al. (2024a,b) to accommodate heterogeneous
frequency combinations, wherein the desired proportion of each building block varies spatially. Building upon this extended
virtual growth algorithm, the work in Jia et al. (2024a,b) introduces generative computational frameworks and successfully derives
optimized metamaterials and metastructures with diverse target responses. However, the performance of these optimized designs
can be further enhanced, as the building blocks are strictly arranged in horizontal and vertical directions. This confinement stems
from the reliance on a structured mesh in the extended virtual growth algorithm, which can be traced back to the classical version
in Liu et al. (2022).

To fill building blocks within an unstructured mesh, we propose the unstructured virtual growth algorithm, aimed at generating
transformed metamaterials and metastructures. Compared to the extended virtual growth algorithm in Jia et al. (2024a,b), the

1 Open-source code is available in GitHub at https://github.com/missionlab/Heterogeneous- Virtual-Growth.
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unstructured version has three key differences. First, the unstructured virtual growth algorithm incorporates a wider array of
representative building blocks, including rotationally symmetric and asymmetric ones. Second, to handle the complex topological
relationships among cells within the unstructured mesh, the unstructured virtual growth algorithm uses a cell connectivity matrix to
effectively identify the neighbors of each cell. Finally, during the virtual growth process, the unstructured virtual growth algorithm
converts the unstructured mesh into an abstract vector to efficiently fill building blocks and store the information of filled ones.
These key differences are detailed below.

2.1. Preparing building blocks

To generate metastructures using the virtual growth algorithm, we need to prescribe simple yet representative building blocks
(Fig. 2(a)). We emphasize that the only stringent requirement for building blocks is that each building block must be capable of
connecting to at least one of the other building blocks. As long as this condition is met, we have the freedom to select building
block geometries, which can be directly specified, inspired by known patterns, or optimized through an inverse design problem.

Despite the flexibility in selecting building blocks, several guiding principles are recommended. First, to maximize structural
responses such as stiffness (as discussed in Section 5.1), biaxially symmetric building blocks are preferred because they create the
shortest load paths (see Fig. 8(b) of Jia et al. (2024b)). Second, to tailor structural responses to various target values (rather than
merely maximizing or minimizing them; as discussed in Section 5.2), a combination of diverse building blocks — with different
connecting positions and directions — is preferred, as it achieves a wider range of homogenized material properties. Finally,
incorporating building blocks with more than three connecting directions (in 2D) can enhance the convergence of the virtual growth
algorithm by increasing the likelihood of finding admissible building blocks.

In this study, we directly specify the building block geometries for simplicity and deliberately select building blocks different
from previous studies (Liu et al., 2022; Jia et al., 2024a,b; Magrini et al., 2024) to demonstrate the flexibility in choosing building
blocks. Compared to previous work that primarily utilizes axially symmetric building blocks, we extend our approach to incorporate
rotationally symmetric and asymmetric ones. As shown in Fig. 2(a), we include three axially symmetric (ring, cross, and
letter T), one rotationally symmetric (letter X), and two asymmetric (irregular 1 and irregular 2) building blocks.
Moreover, existing research mainly uses slender building blocks that can only be connected in the middle. As a result, the generated
designs resemble trusses that could also be obtained through alternative design techniques. On the contrary, the building blocks
employed here exhibit more irregular geometries, and we allow them to be connected through corners. Consequently, the created
metastructures are characterized by a more free-form and organic aesthetic.

After defining the building blocks, our next objective is to identify their unique variations. Following the approach outlined in Liu
et al. (2022) and Jia et al. (2024a,b), we rotate each building block by 0, z/2, =, and 3z /2 (instead of allowing arbitrary rotations,
as will be introduced in Section 3) and retain the unique ones. For the newly added rotationally symmetric building block, letter
X, we also consider its chiral variation to enrich achievable material properties. After identifying the unique variations of building
blocks, we discretize them into microscale elements, which will be used in microscale finite element analysis (FEA). Furthermore,
we encode these unique building block variations with integers ranging from 1 to M"3*. Here, the parameter M " is the number of
unique variation types (M V2" = 16 in Fig. 2(a)). These encoded building block variations will be employed in subsequent unstructured
virtual growth.

2.2. Preparing the unstructured mesh

Before growing metastructures, we need to prepare an unstructured mesh. As shown in Fig. 2(b), we consider a sample
unstructured mesh consisting of five macroscale elements with each element assigned a target frequency combination of building
blocks. To fill the building blocks in the mesh, we subdivide each element into four macroscale cells and encode them with unique
integers ranging from (1) to (20).

After encoding the cells within the mesh, the next step is to identify the neighbors for each cell. In the classical (Liu et al.,
2022) and extended (Jia et al., 2024a,b) algorithms, the neighbors of a given cell are simply the closest ones in the top, down,
left, and right directions because the mesh is structured. However, for the unstructured mesh considered here, these four directions
are ill-defined because the orientations of the cells may not align with the axes of the Cartesian coordinate system. Moreover, an
unstructured mesh can contain singularities, where the number of cells connected to one interior node is unequal to four.

To address this challenge, we construct a cell connectivity matrix, D, to track the complex topological relationships among the
cells (Fig. 2(b)). Here, D;; = k denotes that the jth edge of cell i is connected to cell k if k < N°*!! + 1 with N°!! representing the
number of cells; otherwise, no cells are connected to cell i through edge j. Algorithm 1 outlines the procedure to compute this cell
connectivity matrix, which can be implemented in a computer program with vectorization to enhance efficiency.

After deriving the cell connectivity matrix, we abstract the unstructured mesh as a vector (Fig. 2(b)) for the subsequent virtual
growth process. The abstract vector reads as

.
Gineertant = (612 Gy v s Gyeort, Gyeerr 17,

with G; € {1,2,...,M"¥ M"¥ + 1} for i = 1,2,..., N°*!! and Gycen1,; = M"® + 2. The expression G; = k for i = 1,2,..., N1
represents that the encoded building block variation k is in cell i if k < MV2F + 1; otherwise, no building block has been filled in
cell i yet. The argument Gycenn,; = M %! + 2 represents the boundary of the mesh.
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Fig. 2. Proposed unstructured virtual growth algorithm. (a) Prescribed building blocks, unique variations, and encoding. Rotational variations are considered
for all six building blocks while chiral variations are considered for the Letter X building block. The bottom box shows the conversion from a building
block variation to microscale elements. (b) Preparation of the unstructured mesh. The unstructured mesh consists of 5 macroscale elements with each further
divided into 4 macroscale cells (20 cells in total). Each macroscale element is assigned a target frequency combination of building blocks in (a). The numbers
in parentheses represent the cell numbering, and number (21) represents the mesh boundary. The right boxes in (b) illustrate the cell connectivity matrix and
abstract vector derived from the given mesh. (c) Virtual growth on an unstructured mesh. The top row shows the abstract vectors with the numbers representing
the numbering of filled building block variations. Number 17 represents that no building block is filled, and number 18 implies the wall at the mesh boundary.
The bottom row shows the decoded metastructures. (d) Unstructured virtual growth for complex topology and geometries in 2D and 3D.
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Algorithm 1: Computing the cell connectivity matrix (D)

1 Inputs: the number of cells, N°¢11; the number of nodes (edges) in one cell, N™°4; cell construction matrix, C Ncelly ynode
with C;; representing the jth node number of cell i;

2 Compute the augmented cell construction matrix, ENcellx( nmode 1) < [C,C, ], where C,; represents the first column of C;

3 Initialize the primary cell counter, i < 1;

4 Initialize the cell connectivity matrix, D yce11, ynode, With all components equal to N1 + 1;

5 for i < N°¢tl do

6 Initialize the edge counter of the primary cell, j < I;

7 for j < N™de do

8 Identify the node numbers that form edge j of primary cell i, ElV] {E,-, j,a, b
9 Initialize the query cell counter, k < 1;

10 for k < N°¢tl do

1 Initialize the edge counter of the query cell, / < 1;

12 for | < N™4%€ do

13 Identify the node numbers that form edge / of query cell k, E* « (C,;,C\ 11 };
14 if ElV] = EIX] then

15 Update the cell connectivity matrix, D;; < k;

16 Break;

17 end

18 end

19 if D;; = k then

20 Break;

21 end

22 end

23 end
24 end

2.3. Growing transformed metastructures

Upon finishing the preparation of building blocks (Fig. 2(a)) and the unstructured mesh (Fig. 2(b)), we are ready to grow
transformed metastructures. The goal is to fill each macroscale cell with one building block such that

« the filled building blocks are transformed through scaling, skew, and rotation to accommodate the cell geometries,

» the neighboring building blocks satisfy adjacency rules (see Appendix A for details) — being fully connected or detached (no
dangling parts),

+ and the building block distribution in each macroscale element adheres to the assigned frequency combination.

To achieve these requirements, we adopt an encoding-decoding scheme as follows. Initially, we assign G;-Gyce11 as M7 + 1
to represent an empty mesh without any filled building blocks. We then identify the neighbors for each cell within the mesh and
determine the building blocks in those neighboring cells (empty so far) based on the cell connectivity matrix (D) and abstract vector
(G). Specifically, cell i’s neighbors are D; ;—D; ynoae, and therefore the neighboring building blocks are S, _gDi.N“O . - Once obtaining
the neighboring building blocks, we identify admissible building blocks for cell i based on adjacency rules in Appendix A.

Upon deriving the admissible building blocks for each cell within the mesh, we finish the remaining steps by following Jia et al.
(2024a,b). Specifically, for each cell, we compute the normalized probabilities of picking each admissible building block and then
compute the cell’s entropy. We then select the cell with the least entropy and fill in one admissible building block based on the
normalized probabilities. We repeat the above procedure until each cell is filled with one building block. Eventually, the abstract
vector satisfies G; € {1,2,..., M"3} for i = 1,2,..., N°®!!, and we decode the integers, 1-M "3, to the building block variations and
generate the desired metastructure (Fig. 2(c)).

We highlight that the generated metastructure is an ensemble of seamlessly connected transformed microstructures, and these
microstructures further consist of transformed building blocks with an explicitly controllable and globally uniform feature size
(Fig. 2(c)). In addition, as shown in Fig. 2(d), the proposed unstructured virtual growth algorithm applies to various meshes with
complex topology and geometries, and it can be easily generalized to create 3D metastructures.

3. Frequency-controlled and transformed homogenized elasticity
In this section, we focus on another important part of the proposed methodology — frequency-controlled and transformed

homogenized elasticity. Specifically, we aim to determine the influence of the frequency combination of building blocks and the
transformation (scaling, skew, and rotation) of microstructure on the homogenized elasticity matrix. To derive this constitutive
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relationship, we begin by exploring the interplay between the frequency combination of the building blocks and the homogenized
elasticity. Next, we prove that homogenized elasticity depends on the relative scaling rather than the absolute values. Subsequently,
we elucidate the relationship between the microstructural transformation and the homogenized elasticity. Finally, we present simple
verification to examine the derived relationships.

3.1. Microstructural elasticity determined by frequency combination

To derive the relationship between the frequency combination of building blocks and the homogenized elasticity of the
resulting microstructure, we adopt a data-driven approach by following Jia et al. (2024a,b). First, we construct a material database
comprising N9% data points. Each data point includes one frequency combination, {&,&,,...,&req} (M™% denotes the number
of frequency variables), along with NS¢ sample microstructures generated based on the same frequency combination (recall
the virtual growth algorithm is stochastic). Next, we employ numerical homogenization (Vigliotti and Pasini, 2012) (the key steps
are summarized in Appendix B) to evaluate homogenized elasticity matrices for all sample microstructures. We then compute the
average elasticity matrix for sample microstructures corresponding to the same frequency combination. This process yields Ndt2
frequency combination—elasticity matrix pairs, eventually establishing a relationship between the frequency combination and the
average elasticity matrix. In doing so, we assume that the homogenized elasticity follows a normal distribution with unimodality and
near-zero skewness (see numerical verification in Jia et al. (2024a)), and we focus on the expected value of the material properties.

The frequency combination—elasticity matrix pairs derived above are discrete. However, the subsequent topology optimization
requires a continuous and differentiable relationship to use the gradient-based optimizer. To obtain this relationship, we train a fully
connected neural network based on the discrete data. This neural network takes the frequency combination as input and outputs
the independent components of the elasticity matrix. In this neural network model, we use the rectified linear unit (ReLU) as a
nonlinear activation function, and the mathematical expressions of the neural network read as

h, =W,E+b;, h, =ReLU(h,), h,=W,h, +b,, h,=ReLU(h,), and c¢=W;h,+b;. eh)

Here, the vector l_j = [EI,EZ, ,EMfreq]T represents the input frequency combination, and the vector ¢ denotes the independent
components of the elasticity matrix. The operator v = ReLU(v) is defined as v; = max{0, v;} for a dummy vector, v. The matrices
W,-W; and bias vectors b;-b; consists of neural network parameters to be optimized. To determine these matrices and bias vectors,
we utilize the Adam optimizer (Kingma and Ba, 2017) to minimize the mean squared error between the predicted and true values of
the elasticity components. Based on the trained neural network, we establish a continuous and differentiable relationship between
the frequency combination of building blocks and the homogenized elasticity matrix of the microstructure. In Section 3.3, we further
expand this neural network to account for microstructural transformations.

3.2. Invariance of microstructural elasticity under uniform scaling

After determining the interplay between the frequency combination of building blocks and microstructural elasticity, we shift
our focus to how microstructural elasticity is influenced by transformations. As shown in Fig. 3, a given microstructure can be
sequentially transformed through relative scaling (), skew (©), and rotation (). In this section, we focus on the first step and
demonstrate that microstructural elasticity depends only on the relative scaling () instead of the absolute values (see a similar
statement in Ma et al. (2021)).

Based on the homogenization theory in Vigliotti and Pasini (2012) (summarized in Appendix B), the homogenized elasticity
matrix of a unit cell (or a microstructure in this context) is expressed as

Dy = %BIKABBE’
where K4, = DK, D,, D, = ByD, + B, and D, = ~(B] K, B()*B/ K,B,. In these expressions, K, is the global stiffness matrix at the
microscale. Topological matrices B, and B, define the relationships between all degrees of freedom (DOFs) and the independent
DOFs as well as the changes of periodic vectors of the microstructure. Matrix B, relates the macroscale strain to the changes of
periodic vectors. The variable V' stands for the macroscopic area in 2D and volume in 3D.

We now evaluate the transformed homogenized elasticity matrices (D, in 2D and Dy in 3D) under uniform scaling with a
parameter s > 0. The transformation rule reads as x = sX. The variables X € R5¢ and x € R®? represent the material points
before and after transformation, respectively, and sd € {2, 3} is the spatial dimension. To evaluate D]’{ and D;[’ , we begin by deriving
the transformed global stiffness matrices (see the derivation in Appendix C) as

K =K, in2D and K/ =sK, in 3D.
Next, we compute the D, matrices after transformation (D6 in 2D and Dg in 3D) as
D/ = —(B,’K/B))*B KB/ = —(B]K,B))*B/K,B, =D, in 2D;
D/ = —(B,TK!B/)*B, "K!'B! = —[B] (sK,)B(]*B] (sK,)B, =D, in 3D.

Here, we use the fact that uniform scaling does not change the topological relationships among DOFs (i.e., BE) = Bg = B, and
B/ =B" =B,).
a a a
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Fig. 3. Illustration of transformation variables. The top row presents cross-field representations, while the bottom row illustrates the corresponding microstructural
transformations. In the cross-field representation, the length ratio of the two line segments indicates the relative scaling (¥), while the orientations of the line
segments depict the skew (0) and rotation () angles.

Subsequently, we compute transformed D, matrices as
/ 'y !/ 3 / vy 1" :
D, =BD,+B,=D,in2D and D] =B/Dj+B; =D, in 3D
as well as transformed K,, matrices as
T . T .
K,, =D/ KD, =K,, in2D and K}, =D/ KD/ =sK,, in 3D.

Finally, we derive the transformed homogenized elasticity matrices as

D, = %B'ETK’MB"E = #(SBE)TKAH(SBS) =Dy in 2D; @
1 " 1 .
D} = WBETKLBQ’ = W(sBE)T(sIg,a)(sBE) =Dy in 3D.

Here, V' = s’V and V" = 53V represent the macroscopic area in 2D and volume in 3D after uniform scaling, respectively. Moreover,
the matrix B, becomes B, = sB, in 2D and B’ = sB, in 3D after transformation. Eq. (2) shows that the homogenized elasticity matrix
remains unchanged in both 2D and 3D when the microstructure undergoes uniform scaling (instead of deformation). Therefore, the
transformed elasticity depends only on the relative scaling (), and we can condense the design variables in the subsequent analyses.

3.3. Microstructural elasticity determined by transformation

Based on the previous analysis, microstructural elasticity is controlled by the frequency combination of building blocks and the
transformation of microstructure, and the latter includes relative scaling (), skew (5), and rotation (¢). In this section, we derive
the resultant homogenized elasticity matrix that accounts for all these variables.

To determine the relationship between the elasticity matrix and relative scaling () as well as the skew angle (6), we can
generalize the neural network model in (1). Specifically, we augment the input vector in (1) to include the relative scaling and
the skew angle. The mathematical expressions of the augmented neural network read as

h; =WV +b), h =ReLU(,), h,=W,h +b,, h,=ReLU(h,), and c=W,h,+b, 3)

where the parameters with a prime represent the updated matrices and vectors in the augmented neural network. The variable
V= [E, ,Ez, ,EMfreq, 7 5]T is the augmented input vector. Here, to scale all input variables to [0, 1], we use the filtered relative
scaling (¥ € [0,1]) and skew angle (5 € [0, 1]) rather than the physical ones (¥ and 0). More details on the filtered variables are
provided in Section 4.

To generate the train data for this augmented neural network, we uniformly sample N93*2 data points such that each data point
consists of

+ a frequency combination ({El,Ez, ,EMfreq}) sampled from the hyperplane Z,]Z freq Ei = 1 subjected to Ei € [0,1] for i =
1’2, ’Mfreq’
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Fig. 4. Relative values of transformed elasticity under varying (a) relative scaling, (b) skew angles, and (c) rotations angles.

« a filtered relative scaling parameter () sampled from [0, 1],
+ and a filtered skew angle (6) also sampled from [0, 1].

The remaining procedure mirrors Section 3.1 except that the homogenized elasticity matrix is evaluated in the transformed
configuration controlled by the physical relative scaling () and skew angle (0).
Following the procedure in Section 3.1, we train the augmented neural network and derive the transformed elasticity matrix as

D (1. & Epgtieas 7.0.0) = T@@HNN 1. &y, ... . E pyireas 7. 0T (@) &)

Here, the operator A’ stands for the neural network model whose mathematical prescription is given in (3). This operator accounts
for the contributions from the frequency variables (El ) Ez, ,EMfreq ), relative scaling (), and skew angle (5). Eq. (4) also incorporates
the contribution from microstructural rotation by introducing the matrix T (see the derivation in Appendix D), where the arguments
@ €[0,1] and ¢ are the filtered and physical rotation angles, respectively.

We highlight that the continuous and differentiable relationship in (4) enables us to exploit a broad spectrum of material prop-
erties resulting from microstructural transformation. Fig. 4 presents the dependencies between the D,;, D,,, and D;; components
(scaled based on the untransformed values) and the relative scaling (), skew angle (), and rotation angle (). In general, these
elasticity components can vary from 0.2 to 3 times the untransformed values, and therefore enlarge the design space in subsequent
topology optimization.

3.4. Simple verification

In this section, we perform simple numerical tests to verify the transformed elasticity matrix derived in (4). As shown in Fig. 5(a),
we examine four representative metastructures characterized by relative scaling (7 = 0.5), skew ®= /6), rotation (¢ € [0,7/2]),
and nontrivial frequency combination of building blocks (£, = &, = 0.5), respectively. Fig. 5(a) also depicts the boundary conditions
of these metastructures, and each metastructure is tested under two load cases. Fig. 5(b) and (c) present the comparisons of
displacement amplitudes (Ju|) between microscale and macroscale (homogenized) analyses under load cases 1 and 2, respectively.
These comparisons reveal agreement between the microscale and macroscale displacement fields. Additionally, we compute the
strain energy (W) and its relative error (e¢) for each metastructure under both load cases. The absolute value of the error (|e|)
remains below 5% across all scenarios, therefore verifying the above analysis for evaluating transformed and frequency-controlled
homogenized elasticity.

4. Frequency- and transformation-based topology optimization

Having introduced the unstructured virtual growth algorithm alongside frequency-controlled and transformed homogenized
elasticity, we proceed to present the frequency- and transformation-based topology optimization methodology for uncovering
transformed metastructures with optimized responses. This methodology comprises four parts: design space parameterization,
microstructural elasticity interpolation, topology optimization formulation, and finally transformation-guided mesh generation,
which are detailed below.
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Fig. 5. Verification of transformed and frequency-controlled homogenized elasticity. (a) Metastructures characterized by relative scaling (7 = 0.5), skew (0 = 7/6),
rotation (¢ € [0,7/2]), and nontrivial frequency combination of building blocks (El = Ez = 0.5). Each metastructure is tested under two load cases with a
displacement loading amplitude set to # = 1 mm. (b) Comparison of displacement amplitudes (|u|) between microscale and macroscale (homogenized) analyses
under load case 1. The variable W is the strain energy (in N-mm), and e is the relative error. (¢) Comparison of displacement amplitudes between microscale
and macroscale (homogenized) analyses under load case 2.
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4.1. Design space parameterization

To proceed with topology optimization (Bendsge and Kikuchi, 1988; Bendsoe and Sigmund, 2003; Wang et al., 2021), we need
to determine the design variables by parameterizing the design space. Specifically, we define three groups of design variables: (a)
the density variable, p(X) € [0, 1], (b) the frequency variables, &(X) € [e,1 —¢] C [0,1] for i = 1,2,..., M™% and some ¢ € [0,0.5),
and (c) the transformation variables, y(X), 6(X), and ¢(X) € [0, 1]. We will assign physical interpretations to these design variables
following the application of the subsequent filtering and projection operations.

To enable the local homogenization of microstructures, we apply a linear filter (Bourdin, 2001)

/ wX, X)¢(X)dxX!
[ ——
/ w(X, X")dx’

Q

to all design variables, ¢ € {p,&,.&,, ..., Eptreas ¥, 0, @}. Here, the parameter w(X, X’) = max{0, R — || X — X'||,} is a weighting factor,
and R is the spec1f1ed filter radius. The variables X and X’ are two material points in the design domain (£2). The filtered variables,
é‘ € {p, §1,.52, ooy Epptrea, 7 9, @}, exhibit similar values in nearby regions, respectively. Therefore, the microstructures are locally and
asymptotically perlodlc and can be homogenized.

After applying the linear filter, we employ various projection schemes to these filtered variables as follows. For the filtered
density variable, we apply the Heaviside projection (Bendsoe and Sigmund, 2003)

5(X) = tanh(f¢) + tanh(B(H(X) — ¢))
tanh(f¢) + tanh(B(1 — ¢))

to ensure a 0-1 solution of the projected density variable, p(X). Here, the parameter § is a sharpness coefficient, and ¢ = 0.5 is the
projection threshold. For the filtered frequency variables, we apply the normalization projection (Jia et al., 2024b)

_ (X
é,-(X)=Mi’% for i=1,2,..., M4
Zj:l &X)
to ensure that the projected frequency variables, £,(X) for i = 1,2,..., M, satisfy the second axiom of probability,
ie., Z =1 &i(X) = 1. For the filtered transformation variables, we scale them to their corresponding physical values as
7X) = X" = D+ 2h 00 =0X)(0" - 0N +6, and  $(X) = FX)(¢" — @M + 0" ©)

Here, the parameters y* and y! are the upper and lower bounds of the relative scaling of the microstructure, respectively. Parameters
6" and 0* (p* and @') are the counterparts of the skew (rotation) angle.

After applying the above projection operations, we shall now elucidate the physical meanings of the projected variables (also
known as physical variables). Specifically, the projected density variable (p(X)) describes the existence of microstructures. One
microstructure exists at material point X if p(X) = 1, while no microstructure exists if p(X) = 0. If the microstructure exists, we
further employ the projected frequency variables (&;(X) for i = 1,2, ..., Mt*®2) to determine the frequency combination of building
blocks forming this microstructure. Finally, we adopt the projected transformation variables, 7(X), 0(X), and p(X), to quantify the
relative scaling, skew angle, and rotate angle of the microstructure, respectively.

4.2. Microstructural elasticity interpolation

After parameterizing the design space, we proceed to interpolate the microstructural elasticity matrix for continuous values
of design variables. Recall Eq. (4) reveals the relationship between the microstructural elasticity matrix (D,) and frequency
(E,,Ez, .. 5 wfreq) as well as transformation (¥, 6, and @) variables. We now incorporate the last ingredient — density variable (p)
— by applying the modified version of Solid Isotroplc Material with Penalization (modified SIMP) scheme (Bendsoe and Sigmund,
2003) to (4). The interpolated elasticity matrix reads as

D(:E1. 8. .. Eppiea: 7.0.8) = [e + (1 — 00" Dy(€1. & . Epyivea: 7.0. 7). )

where the parameter £ = 107 is a small positive number to prevent the singularity of the global stiffness matrix in FEA. The power
p =3 is a penalty parameter. The elasticity matrix D, is given in (4).
Based on the interpolated elasticity matrix in (6), we formulate the static equilibrium equations as

Div[C(D) : E]+b=0, Xe;
u=u, X € 0Q2p; ()]
[CD) : EIN =t, X €00,

Here, C is the interpolated elasticity tensor, and E = (Vu + Vu')/2 is the infinitesimal strain tensor with u representing the
displacement field. The vectors b, t, and U are the prescribed body force, traction, and displacement, respectively. The symbol
£ is the design domain, while 02, and 042, are its Dirichlet and Neumann boundaries, respectively. The symbol N is the unit
outward normal vector of 002 ,,.
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4.3. Topology optimization formulation

Based on the design space parameterization and microstructural elasticity interpolation described above, we propose a topology
optimization formulation as

minimize: : J(u;ﬁ;gl,gz, ,EMfreq;}?, 0,%):
Pi&1:520- oL freq 1200
g= L/5dx-750;
121 /o (€)]
subjected to: p:x.0,0 €[0,1];

&ele,1—€]C[0,1] for i=1,2,..., Mfreq,
Equilibrium equations in (7).

In this formulation, J and g represent the objective and constraint functions, respectively. The parameter ¥V € (0,1] is the
allowable volume fraction at the macroscale. We remark that topology optimization is applied to the global system, and it optimizes
the distribution of macroscale/homogenized material properties by identifying the optimal and spatially varying microstructural
existence (p), building block combinations (EI—EMfreq), and microstructural transformations (J, 5, and @). After optimizing these
global-level variables, we actualize the metastructures using the optimized variables and the unstructured virtual growth algorithm
proposed in Section 2, which locally ensures seamless integration among prescribed building blocks.

Following Jia et al. (2024b), we revisit three representative objective functions in this work, including global stiffness
maximization, mechanical cloaking (by programming the displacement field to target values), and local stiffness control (by
minimizing/maximizing local strain energy density). To maximize global stiffness under displacement loading (Section 5.1), we
define

J=—%/QE:(C:EdX. 9
To program the displacement field to target values for mechanical cloaking (Section 5.2), we specify
Nlc
J=Y Lot -T2 (10)

n=1

where U is the actual global displacement vector, and U is the target one. The vector Ly, is an indicator such that Ly,; =1if DOF i
is controlled and L ; = 0 otherwise. The operator ® stands for the elementwise product. The superscript [#] is the load case count,
and N1¢ is the number of load cases. To control the local stiffness under body force loading (Section 5.3), we utilize

J=Wstiff—Wsoft=%/ E:C:EdX—l/ E:C:EdX, 11)
Qgtiss Qgo1t
where Q_.;:; C Q and Q_ ;. C £ are the subsets of the design domain aimed to be stiff and soft, respectively. The variables W, ¢
and W, are the strain energies in Q. ;¢; and Qg ;., respectively.

To solve the topology optimization problem in (8), we employ the method of moving asymptotes (MMA) (Svanberg, 1987) to
iteratively update the design variables. The MMA optimizer requires the sensitivities of the objective and constraint functions with
respect to the design variables. We compute these sensitivities by employing the adjoint method (Bendsoe and Sigmund, 2003) and
the automatic differentiation provided by FEniCSx (Baratta et al., 2023) and PyTorch (Ketkar et al., 2021) software. The detailed
sensitivity analysis and its verification are given in Appendix E.

4.4. Transformation-guided mesh generation

Once the topology optimization problem in (8) is solved, we derive the optimized transformation variables (7, 8, and @), or
equivalently, their projected versions (7, 8, and %) in (5). One immediate task is to generate a mesh such that the geometries of all
finite elements conform to the optimized transformation fields. We will use this generated mesh to grow building blocks and create
the final metastructure. In this subsection, we introduce the transformation-guided mesh generation that consists of two steps: global
parameterization and mesh extraction, which are laid out below.

4.4.1. Global parameterization

The first step in generating a transformation-guided mesh is global parameterization. As shown in Fig. 6, we parameterize the
design domain (£2) with two scalar field variables, +(X) and s(X), such that their isoparametric waves (contours sharing the same r
or s values) form the target mesh. To identify desired »(X) and s(X), we follow Bommes et al. (2009) and minimize the quadratic
transformation energy defined as

Walrs) = /Q”7C°S<5)Vr—r0t+[F(a)](|§dx+ /Q Hcos(é)vS—rot-[g(é,a)]”zdx

subjected to r(X,) = 0 and s(X;) = 0 for a dummy X, € Q.

(12)
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Fig. 6. Illustration of global parameterization. The isoparametric waves of the r and s fields collectively form an approximated parallelogram. The size and
orientation of the parallelogram adhere to the optimized transformation variables (¥, 6, and @). The parameters r, and s, are two dummy values.

Here, the vectors T and § are unit cross-field vectors determined by skew (6) and rotation (@) angles, which are given as
T(@) = [cos(),sin(@)]"T and 5(6,9) = [sin(@ — @), cos(@ — P)]".

The operators rot* and rot™ represent rotating a vector counterclockwise and clockwise by /2, respectively. Compared to Bommes
et al. (2009), we remove the orthogonality requirement between r and s (i.e., the skew angle 0 can be nonzero). In addition, we
allow the spacing of isoparametric waves to be spatially varying and controlled by relative scaling (7) and skew angle (8).

By analyzing (12), we observe that the gradients of the minimizers, Vr* and Vs*, align with the directions of rot*(r) and rot~(s),
respectively. It implies that the isoparametric waves of r* and s* are collinear with r and s, respectively. Moreover, the spacing
between the isoparametric waves of the +* field equals 7 cos(d) if the interval of r* value is equal to 1; similarly, the spacing
between the isoparametric waves of the s* field is cos(d). Therefore, the segment lengths along T and § directions are 1 and 7,
respectively. Consequently, the (approximated) parallelograms formed by two groups of intersecting isoparametric waves conform
to the optimized transformation variables (%, 6, and @), and all these isoparametric waves visually construct the desired mesh.

4.4.2. Mesh extraction from isoparametric waves

To extract the transformation-guided mesh from the isoparametric waves, we leverage computer vision techniques as follows. As
shown in Fig. 7(a), we treat the isoparametric waves as an image (a third-order tensor). We then apply the convolution operation
to detect the inner and outer boundaries of isoparametric waves (Fig. 7(b)), which have finite widths in an image. Next, we identify
the inner boundaries and approximate them as quadrilaterals with the Douglas—Peucker algorithm (Visvalingam and Whyatt, 1990)
(Fig. 7(c)). Finally, we merge the nearby points into one to form a fully connected mesh (Fig. 7(d)) and reorder the element vertices
to conform to the optimized transformation variables.

We highlight that this mesh extraction technique applies to various complex patterns. Fig. 7(e) demonstrates mesh extraction from
general hand-drawn patterns, showcasing the technique’s resilience in handling low-quality, disconnected, and singular patterns.
Leveraging this mesh extraction technique enables the creation of an unstructured mesh that adheres to the optimized transformation
variables (7, 6, and ). Finally, we can use the unstructured virtual growth algorithm in Section 2 to grow building blocks within
this transformation-guided unstructured mesh and create optimized transformed metastructures.

5. Numerical examples

In this section, we present three sets of numerical examples to illustrate optimized transformed metastructures discovered by
proposed frequency- and transformation-based topology optimization, where we also reveal underlying mechanisms that drive the
optimized mechanical responses. First, we present metastructures engineered for maximized global stiffness in Section 5.1. Here,
we compare the stiffness of both untransformed and transformed metastructures, highlighting the stiffness augmentation enabled by
microstructural transformation through expanded material property space. We also perform a convergence study to demonstrate the
consistency between microscale and macroscale stiffness. Subsequently, we discover metastructures with unidirectional mechanical
cloaking functionalities in Section 5.2. Here, we focus on how building block selection and the manipulation of their frequency
combination affect the cloaking effect. Finally, Section 5.3 demonstrates the utility of the discovered metastructures as mechanical
infills with target local stiffness.
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To discover metastructures in these examples, we implement proposed frequency- and transformation-based topology opti-
mization in Section 4 by leveraging the open-source FEniTop (Jia et al., 2024c) (FEniCSx-based (Baratta et al., 2023) topology
optimization supporting parallel computing), PyTorch (Ketkar et al., 2021) (for machine learning), and OpenCV (Bradski, 2000)
(for computer vision) software. When generating the training data for the neural network and performing topology optimization, we
constrain the physical transformation variables within the subsets of feasible ranges. Specifically, we adopt 7 € [y*, y*] =[1/3,3] C
(0,+0) for the relative scaling, § € [6%,0"] = [-x/4,7/4] C (—-x/2,7/2) for the skew angle, and g € [¢',¢"] = [-x/3,7/3] C
[-7/2,7/2] for the rotation angle. These subsets ensure coverage of a broad spectrum of achievable material properties based
on Fig. 4. In addition, using these subsets requires less training data in Section 3.3 and promotes the solution existence during
transformation-guided mesh generation in Section 4.4. For all examples in this study, we focus on 2D problems for simplicity and
adopt the plane stress assumption.

5.1. Global stiffness maximization

We begin by discovering metastructures with maximized global stiffness (i.e., the objective in (9)). Fig. 8(a) shows the design
setup including the design domain, boundary conditions, design variables, and optimization objective. The design domain is a square
with the left edge partially fixed, and we apply downward displacement loading with an amplitude of u = 1 mm on the middle part of
the right edge. In this example, we simultaneously optimize the macroscale density (microstructural existence), frequency (building
blocks’ frequency combination), and transformation (microstructural relative scaling, skew, and rotation) variables. The objective is
to maximize the global stiffness of the metastructure (K), which is quantified as the slope of the force (F) —displacement (1) curve
and can be computed as

K:i/E:c:de.
)
u Q

To proceed with topology optimization, we discretize the design domain with a structured mesh consisting of 40,000 bilinear
quadrilateral macroscale elements. The remaining topology optimization parameters are as follows. The maximum optimization
iteration is 200. The allowable volume fraction is ¥ = 0.3. The filter radius is R = 2 mm for all design variables. The Heaviside
sharpness parameter is f = 1 initially and doubled every 30 optimization iterations until # = 128. The bound of the frequency
variable is [0, 1]. The move limit in the MMA optimizer is m = 0.05.

Upon finishing topology optimization, we derive the optimized transformed metastructure in Fig. 8(b), where we also present
the optimized untransformed metastructure as a reference. For both metastructures, Fig. 8(b) presents their optimized macroscale
design variables, including density, frequency, and transformation fields. The top row in Fig. 8(b) illustrates the macroscale density
and frequency variables, where the colored part signifies microstructural existence. Further, blue and red colors imply that the
microstructure is dominated by cross and ring building blocks, respectively. The middle row in Fig. 8(b) shows the macroscale
transformation variables expressed with the cross-field defined in Fig. 3.

In Fig. 8(b), while the untransformed metastructure freezes microstructural transformation, this metastructure still optimally
places the building blocks — putting cross building blocks within the horizontal members on the top and bottom and ring
building blocks within the inclined members in the middle — such that building blocks’ members align with the macroscale topology,
and the latter further follows the load paths of the structure. In addition to optimally placing the building blocks, the transformed
metastructure also enables load-path-oriented microstructural transformation and improves structural stiffness by 35.8% from 7.70 to
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Table 1
Statistics of the convergence study for the untransformed metastructure in Fig. 8(d) (unit of stiffness: N/mm).
k values Cell numbers DOF numbers Ave. stiffness Std. of stiffness Stiffness errors
1 6,743 27,751,804 6.8555 0.0124 —10.97%
2 27,085 29,187,266 7.0045 0.0016 —9.03%
3 60,976 25,880,187 7.1944 0.0110 -6.57%
4 108,270 29,601,318 7.4417 0.0020 —3.35%
5 169,041 26,190,513 7.6975 0.0034 —0.03%
Table 2
Statistics of the convergence study for the transformed metastructure in Fig. 8(d) (unit of stiffness: N/mm).
k values Cell numbers DOF numbers Ave. stiffness Std. of stiffness Stiffness errors
1 6,600 31,115,372 8.8899 0.0011 -15.01%
2 26,416 32,578,211 9.2836 0.0024 -11.25%
3 59,402 29,864,827 9.4426 0.0015 -9.73%
4 105,626 33,176,502 9.7594 0.0010 —6.70%
5 164,966 30,945,209 9.9759 0.0011 —4.63%

10.46 N/mm. The bottom row in Fig. 8(b) illustrates both metastructures at the microscale, and we observe the seamless integration
between neighboring building blocks despite the microstructural transformation.

To understand the stiffness improvement enabled by optimizing microstructural transformation, we plot the material property
space for both untransformed and transformed metastructures in Fig. 8(c). Here, x-axis is the normalized average Young’s modulus
defined as (Liu et al., 2022)

E _L<L+L>
2By \Siii1 - Sy,

and y-axis is the average Poisson’s ratio given as (Liu et al., 2022)

v o=_1 <82211+81122>
T 2\Shn Spm

The variable E, is the Young’s modulus of the isotropic base material forming the building blocks, and S is the homogenized
compliance tensor. In Fig. 8(c), the material property space is spanned by the discrete material properties in Section 3, and the data
points plotted here represent the properties used in the optimized metastructures in Fig. 8(b). Based on Fig. 8(c), the untransformed
material property space is collapsed into a straight line, while the transformed space features an expanded region. Moreover, most
of the material data used in the transformed metastructure falls outside the straight line (untransformed material property space),
demonstrating the necessity of incorporating microstructural transformation to improve structural stiffness.

Despite the promising stiffness improvement at the macroscale (Fig. 8(b)), it is crucial to examine the consistency and
reproducibility of the performance gain at the microscale. Following Jia et al. (2024a,b), we perform a convergence study for both
untransformed and transformed metastructures as follows. We begin by generating transformation-guided meshes with a uniform
macroscale element size of 2 = 0.33 mm. Each macroscale element is subsequently partitioned into k? cells (Fig. 2), where k represents
the number of cells in one direction within each macroscale element. Next, we grow building blocks within those cells and yield
both untransformed and transformed metastructures with different resolutions. In this procedure, we explore values of k ranging
from 1 to 5 for both metastructures and generate 5 samples for each k value (recall the virtual growth algorithm is stochastic).
Finally, we perform standard FEA on these metastructures at the microscale and evaluate their stiffness.

Fig. 8(d) shows the convergence study of both untransformed and transformed metastructures, and Tables 1-2 further provide
detailed statistics including k values, cell numbers, DOF numbers, average (ave.) stiffness, sample standard deviations (std.) of
stiffness, and the relative errors between the microscale and macroscale stiffness. The observations are as follows. First, for an
identical macroscale design with the same k value, all five sample microscale metastructures exhibit similar stiffness. This similarity
of stiffness manifests as the negligible sample standard deviation, suggesting a high reproducibility of mechanical performance
despite the stochastic nature of the microscale metastructures. Second, as the k value increases, the microscale stiffness of both
untransformed and transformed metastructures converges to the corresponding macroscale values. This convergence results from
the imposition of a stronger contrast of the length scales between the microstructure and metastructure.

To conclude, optimizing transformation can enhance structural stiffness thanks to the expanded material property space (see
Appendix F for further comparisons with periodic designs). This mechanical performance improvement is consistent between
different scales and reproducible at the microscale based on the convergence study in Fig. 8(d) and Tables 1-2. We note that, while
both untransformed and transformed metastructures exhibit negligible stiffness errors (less than 5%) when k = 5, the transformed
design shows a slightly higher discrepancy. This variance could potentially be mitigated by enlarging the training dataset or exploring
more precise methods for mesh extraction.
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Fig. 8. Discovering metastructures with maximized global stiffness. (a) Design setup including the design domain, boundary conditions, design variables, and
optimization objective. The variable u is the amplitude of the applied displacement. (b) Optimized untransformed and transformed metastructures. (¢) Comparison
of the untransformed and transformed material property spaces. The material property space is spanned by the discrete data in Section 3, and the data points
plotted here correspond to the properties used in the optimized metastructures in (b). (d) Convergence study of the global stiffness (K) with increasing building
block numbers (k). The dashed lines are the macroscale stiffness, and the dots are the microscale ones of sample metastructures. The shaded lines show the
trend of the microscale stiffness with increasing building block numbers. The insets illustrate the microstructures with and without transformation.

5.2. Unidirectional mechanical cloaking

In this section, we control another important type of structural response — displacement field — to achieve unidirectional
mechanical cloaking (i.e., the objective in (10)). In this example, we also investigate how building block selection and the
manipulation of their frequency combination influence the cloaking effect. In Fig. 9(a), we examine a square reference structure
subjected to two load cases with the same applied displacement amplitude, u = 1 mm. Under these load conditions, both x- and
y-displacements exhibit relative uniformity across the structure. To conceal objects, we introduce five irregular holes and yield the
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Fig. 9. Design setup of the Unidirectional mechanical cloaking example. (a) Reference structure with uniform x- and y-displacements under two load cases. (b)
Uncloaked structure with distorted displacements. The design objective is to recover the distorted displacements to the uniform ones in (a) by optimizing the
frequency combination of building blocks.

uncloaked structure in Fig. 9(b). Notably, the x- and y-displacements visibly deviate from their counterparts in Fig. 9(a), with relative
errors ranging from 9.3% to 30.0%. Our goal is to restore the distorted displacements to the uniform state in Fig. 9(a) (known as
unidirectional mechanical cloaking (Wang et al., 2022a)) by optimizing the frequency combination of building blocks.

To initiate the topology optimization process, we discretize the design domain using 40,000 bilinear quadrilateral macroscale
elements. The remaining topology optimization parameters are as follows. The maximum optimization iteration is 400. The filter
radius is R = 1 mm for the frequency variables. The bound of the frequency variable is [0, 1]. The move limit in the MMA optimizer is
m = 0.05. To focus on the influence of building block selection on the cloaking effect, we freeze the density (p = 1) and transformation
(=1, 6=0, and % = 0) variables in this example.

Fig. 10(a) shows two optimized metastructures with different building block selections. Metastructure 1 employs cross and
coupled letter T building blocks while metastructure 2 incorporates ring, cross, and uncoupled letter T building blocks.
Here, a coupled building block represents that all building block variations (Fig. 2(a)) equally inherit the frequency of the primitive
building block. For example, given a coupled letter T building block with a desired frequency denoted as &, the frequencies
of its four variations are coupled as le = 5” = §T 3= §T4 = £;/4. On the contrary, for an 1 uncoupled letter T building block,
we treat the frequencies of building block variations as independent variables subjected to fm + ém + ém + 514 = &;. This simple
coupling/uncoupling treatment enables the metastructure to select less/more anisotropic microstructures, as demonstrated in the
zoom-in views in Fig. 10(a).

To examine the cloaking effect of the two optimized metastructures in Fig. 10(a), we perform standard FEA to analyze their x- and
y-displacements under the two load cases at both macroscale and microscale. Fig. 10(b) displays the displacements of metastructure
1. Comparing these results with Fig. 9(b), we observe a reduction in displacement errors from 9.3%-30.0% to 7.2%-26.4% at the
macroscale and 8.2%-26.0% at the microscale. Despite the reduction in displacement error, the cloaking effect remains relatively
poor due to a conservative building block selection.

Next, we assess the displacements of metastructure 2 at both the macroscale and microscale, as shown in Fig. 10(c). Upon
close examination, we observe an apparent displacement error reduction compared to Fig. 10(b) — reducing from 7.2%-26.4% to
2.1%-5.6% at the macroscale and from 8.2%-26.0% to 3.6%-10.8% at the microscale. This effective error reduction is achieved
simply by uncoupling the 1letter T building block and incorporating the ring building block.

To understand how building block selection affects the mechanical cloaking effect, we compare the optimized material properties
between metastructures 1 and 2, as shown in Fig. 11. In Fig. 11(a), metastructure 1 features a discrete material property distribution,
taking either minimum or maximum values, due to the limited choice of building blocks (cross and coupled letter T). In
contrast, metastructure 2 leverages continuous material properties enabled by the free selection among multiple building blocks
(ring, cross, and uncoupled letter T). In Fig. 11(b), we closely examine the distribution of optimized material properties and
observe that the building block selection of metastructure 2 provides not only continuous material properties but also a wider range
of them. We emphasize that both factors contribute to fitting-type objectives (Wang et al., 2022a; Jia et al., 2024a). Consequently,
metastructure 2 demonstrates superior mechanical cloaking performance.
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Fig. 10. Comparison of optimized metastructures stemming from different building block selections. (a) Two optimized metastructures with different building
blocks. Metastructure 1 uses cross and coupled letter T building blocks; metastructure 2 uses ring, cross, and uncoupled letter T building blocks.
The insets show diverse microstructures generated from different building blocks. (b) The macroscale and microscale displacements of metastructure 1 under
two load cases. (c) The corresponding displacements of metastructure 2.
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Fig. 11. Comparison of optimized material properties between metastructures 1 and 2 in Fig. 10(a). (a) Optimized material properties. The variables D,,, D,,,
D,,, and D;; are four components of the homogenized elasticity matrix. (b) Optimized material property distribution. Dark colors represent the clustering of
material properties.

After observing that the superior cloaking performance of metastructure 2 results from its ability to achieve a wider range of
material properties, we further analyze how these properties are influenced by building block selection. Specifically, we focus on the
directional elasticity of microstructures, D;; and D;3, as shown in Fig. 12. Figs. 12(a)-(c) present D,; and Ds; in a polar coordinate
system for various building block selections. Here, the radial distance is the component value, and the angle represents the loading
direction. Each component value is averaged over 30 samples with the same building block selection and frequency combination.
In Fig. 12(a), we consider the uncoupled letter T building block and observe that uncoupling the frequencies of building block
variations leads to increased anisotropy and higher elasticity compared to the coupled one (i.e., the green curve). This increase is
achieved by positioning more microstructural members toward the loading direction. By further introducing the cross building
block with uncoupled letter T building block (Fig. 12(b)), we broaden the elasticity surface while maintaining anisotropy. This
effect is potentially due to the fact that the microstructural members are subjected to more confinement — the cross building
block imposes confinement on nearby microstructural members in all four directions, whereas the 1etter T building block imposes
confinement in only three directions — therefore becoming less deformable. In Fig. 12(c), we also incorporate the ring building
block while keeping the 1letter T building block coupled for simplicity. With a higher proportion of the ring building block,
the amplitude of elasticity increases generally due to more confinement imposed on microstructural members. Additionally, the
principal directions shift from 0°-180° and 90°-270° to 45°-225° and 135°-315°, which is aligned with the geometries of the ring
building block.

In summary, compared to a coupled building block, the uncoupled version promotes greater anisotropy and higher elasticity.
Moreover, incorporating additional building blocks such as ring can also increase the elasticity amplitude and shift the principal
directions. Consequently, by simply uncoupling the frequencies of building block variations and introducing new building blocks, we
can broaden the range of achievable material properties and control the mechanical response toward complex targets (Fig. 10(c)).

5.3. Mechanical infills with target local stiffness

In this final example, we showcase the application of the proposed topology optimization methodology in designing mechanical
infills with locally minimized/maximized stiffness (the objective in (11)). As shown in Fig. 13(a), we consider a complex design
domain with a fixed bottom and subjected to a gravity-like body force with an amplitude of b = 0.02 N/mm?2. Our objective is to
populate building blocks within the design domain, ensuring that the dashed region is soft and the remaining part is stiff. To achieve
this goal, we optimize the distribution of all six building block types in Fig. 2(a), namely ring, cross, letter T, letter X,
irregular 1, and irregular 2.

To proceed with topology optimization, we discretize the design domain with a coarse mesh consisting of 658 bilinear
quadrilateral macroscale elements with a similar size. We highlight that a coarse mesh is sufficient because the macroscale elements
can be further divided into multiple cells with various building blocks to achieve higher resolution and better performance. In this
examople, each macroscale element is further subdivided into 4 cells (more number of cells can be considered if necessary) based on
the shape functions (Fig. 2(b)) such that the nearby cells have closely matching geometries. Next, we precompute the transformation
variables (7, 6, and @) to align with cell geometries and fix the transformation and density (5 = 1) variables during optimization.
As for the frequency variables, we require &,—&,,req € [0.1,0.9] to facilitate the solution existence in the unstructured virtual growth
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Fig. 12. Directional elasticity for various building block selections: (a) uncoupled letter T building block; (b) cross and uncoupled letter T building
blocks; (¢) ring, cross, and coupled letter T building blocks. D;; and D,; are two components of the homogenized elasticity matrix. The radial distance
is the component value, and the angle represents the loading direction. All the “max.” indicators denote the maximum directional elasticity. The green curve in
(a) corresponds to the coupled letter T building block and is provided for reference.

algorithm in Section 2. The remaining topology optimization parameters are as follows. The maximum optimization iteration is 100.
The filter radius is R = 2 mm for the frequency variables. The move limit in the MMA optimizer is m = 0.05.

Fig. 13(b) shows a reference metastructure featuring a uniform distribution of building blocks. The strain energy is W, ;¢ = 24.47
N-mm for the stiff part and W, ¢, = 31.67 N-mm for the soft part. Following topology optimization (Fig. 13(c)), the strain energy
of the stiff part decreases to W, ;¢ = 19.40 N mm by 20.7%, representing a stiffness enhancement. As for the strain energy of the
soft part, it increases to W, = 60.48 N mm by 91.0%, representing a stiffness reduction. Upon closer examination of the insets in
Fig. 13(c), we observe that the stiff region prefers ring and cross building blocks, known for their higher directional elasticity
(Fig. 12). On the contrary, the soft region prioritizes the remaining four building block types, especially for letter X. Through
the optimal arrangement of building blocks, the proposed methodology identifies the suitable microstructures — including those
reported in the literature such as Clausen et al. (2015) — to achieve the desired local stiffness.

In addition to achieving target local stiffness, the optimized metastructures can function as mechanical infills. It is because the
derived metastructure guarantees to fit the given unstructured mesh (Fig. 2(c)), which in turn conforms to the design domain. While
we acknowledge the great advances in designing mechanical infills such as Groen et al. (2021) and Jensen et al. (2024), the proposed
approach further enables an explicitly controllable and globally uniform feature size provided that the finite element discretization
of the design domain is sufficiently uniform. We also note that a uniform finite element discretization can be achieved with many
commercial (such as Abaqus (Barbero, 2023)) and open-source (such as Gmsh (Geuzaine and Remacle, 2009)) software.

To demonstrate the effectiveness of the proposed method in designing mechanical infills, we examine various complex design
domains in Fig. 13(d) and derive their corresponding optimized metastructures. Based on Fig. 13(d), all optimized transformed
metastructures exhibit promising stiffness enhancement in the stiff region (exemplified by strain energy decreases ranging from
22.2% to 51.4%) and stiffness reduction in the soft region (exemplified by strain energy increases ranging from 63.2% to
111.4%). Notably, all optimized metastructures seamlessly conform to their respective design domains without the need for
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Fig. 13. Mechanical infills with target local stiffness. (a) Design setup including the design domain, boundary conditions, optimization objective, and design
variable. The scalar b is the amplitude of the gravity-like body force. (b) Reference metastructure with a uniform distribution of building blocks. The variables

Wyeiee and W ., (in N-mm) are the strain energies in the stiff and soft regions, respectively. (c) Optimized metastructure with spatially varying distribution of

building blocks. The values in the parentheses are the energy decrease/increase compared to the reference structure. (d) Virtual growth-based infill designs for
diverse complex geometries. The top row shows the design setups, and the bottom row displays the corresponding optimized transformed metastructures. The
values before and after the arrow are the strain energies before and after optimization, respectively.

tedious post-processing. Furthermore, these metastructures display relatively uniform feature sizes, which are crucial for successful
manufacturing (Jia et al., 2024a,b) due to the trade-off between the printing volume and resolution in many modern manufacturing
techniques.

6. Conclusions

In this study, we introduce a design methodology aimed at discovering transformed metastructures with optimized mechanical
responses, while also revealing the underlying mechanisms driving these responses. To establish this methodology, we begin
by proposing an unstructured virtual growth algorithm, facilitating the seamless growth of building blocks on an unstructured
mesh to generate metastructures with desired building block distribution. Next, we present frequency-controlled and transformed
homogenized elasticity to establish the constitutive relationships between frequency and transformation variables, as well as
the homogenized elasticity matrix of microstructures. Leveraging the unstructured virtual growth algorithm and the established
constitutive relationships, we propose frequency- and transformation-based topology optimization to simultaneously optimize
building block distribution and transformation, generating metastructures with optimized mechanical responses. Finally, we present
three sets of numerical examples to demonstrate the effectiveness of the framework and study metastructures that achieve maximized
global stiffness, unidirectional mechanical cloaking, and target local stiffness as mechanical infill.
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Based on the presented numerical examples, the generated metastructures effectively obtain the desired mechanical responses,
which are consistent between the microscale and macroscale. We highlight that these achieved responses result from the vast
material property space enabled by different frequency combinations of building blocks as well as transformations of microstructures.
Additionally, thanks to the unstructured virtual growth algorithm, the generated metastructures are made of microstructures
seamlessly formed by building blocks with explicitly controllable feature sizes. Consequently, the created metastructures naturally
fit complex design domains and function as mechanical infills suitable for manufacturing. Looking ahead, we anticipate that the
presented design approach can be extended to 3D, necessitating a method that can effectively generate transformation-guided
meshes in higher dimensions. Additionally, the proposed methodology can be further enhanced to reveal optimized transformed
metastructures that couple mechanics with other physics, which is our ongoing work.
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Appendix A. Adjacency rules for the unstructured growth of metastructures

In this section, we introduce the adjacency rules for the unstructured growth of metastructures. As shown in Fig. A.14(a),
we begin by converting building block variations to their corresponding binary representations (a pixelization process). A binary
representation is an N-by-N matrix with all elements taking values in {0, 1}, where 0 represents a void and 1 represents a solid.
For the building block variations considered in this study, it is sufficient to set N = 7.

Based on the binary representations, we can apply adjacency rules to determine if a pair of given building block variations can
be adjacent (Fig. A.14(b)). Specifically, we define an adjacency indicator as

_ Rleft right 2
I= ”R*N - R*l ”2’

where R'®f* and R*%&" are the binary representations of the two building block variations on the left and right, respectively. The
symbol R,,, represents the mth column of the matrix R. Following Liu et al. (2022) and Jia et al. (2024b,a), the two building block
variations can be adjacent if and only if their neighboring boundaries match each other (Z = 0).

Built upon the pairwise adjacency rules, we can identify the admissible building blocks for unfilled cells in the unstructured
mesh. As shown in Fig. A.14(c), for an unfilled cell of interest, we apply the adjacency rules (Fig. A.14(b)) to all its neighbors and
derive the building block variations that can be adjacent to them. By taking the intersection of the derived building block variations,
we obtain the admissible building blocks for the current cell.
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Fig. A.14. Adjacency rules for the unstructured growth of metastructures. (a) Pixelization of building blocks. (b) Applying the adjacency rules. (c) Identifying
the admissible building blocks.

Appendix B. Numerical homogenization for the elasticity matrix

In this section, we briefly review the numerical homogenization theory in Vigliotti and Pasini (2012), which is used to evaluate
the homogenized elasticity matrix in this work and serves as the basis to prove the invariance of homogenized elasticity under
uniform scaling in Section 3.2. Without loss of generality, we consider a 3D unit cell (or a microstructure here) with periodic
vectors, a,, a,, and a;. We discretize this microstructure with finite elements and identify the independent and dependent DOFs.
We then figure out the topological matrices, B, and B,, such that

d = Byd, +B,4a (B.1)

where d and d,, are the displacement vectors of all DOFs and independent DOFs, respectively. The variable da = [AalT,Aag, Aa
consists of the changes in periodic vectors due to deformation, 4a,, 4a,, and Aa;. Note that (B.1) represents the periodic boundary
condition, and it implies a separation of length scales between the microstructure and the entire metastructure.

Based on FEA, we evaluate the global stiffness matrix of the discretized microstructure as K, and establish the periodic
equilibrium equation as

T
5]

B/ K,d =0. (B.2)
Substituting (B.1) into (B.2) yields

B K,(Byd, + B,4a) = 0 = B{K,B,d, = —B[ KB, 4a,
and we obtain the displacement vector of independent DOFs as

dy = —(BJK,B()"B/K,B, 4a := Dja. (B.3)
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Substituting (B.3) into (B.1) gives the displacement vector of all DOFs as
d = (ByD, + B,)da := D, 4a.
We then evaluate the microscopic strain energy as

W =4

micro = b

d'K,d = %AaTDIKmDaAa = %AaTKAaAa.

We now apply a dummy macroscopic strain field of €, ., on the microstructure. According to the definition of the infinitesimal

. _ o . . " v . . .
strain, we have da; = £,.,,a; for i = 1,2,3. We can then find a matrix, B,, such that 4a =B.¢,,  where £, is the Voigt notation
of €,,.r.- Next, we can rewrite the microscopic strain energy as

W, 1(5"

micro — 2 ““macro

)'B]K,,B, €

€"macro”

Based on continuum mechanics (Hughes, 2012), the macroscopic strain energy is expressed as

W, = 1(eV

macro 2 macro

T v
) DHgmacro 14

where Dy, is the homogenized elasticity matrix to be determined, and V' = det([a,, a,, a5]) is the microstructural volume. By equating
the energy between the microscale and macroscale (i.e., Wy .ro = Wyacro), We derive

Dy = %BIKMBE.
Here, recall K4, = D] K,D,, D, = BoD; +B,, and D, = —(B]K,Bo)*BK,B,, where By, B,, B, K, and V" are ready to compute for
a given microstructure.

We remark that this homogenization method requires the periodicity of the microstructure (unit cell), and it predicts the
homogenized material properties by imposing periodic boundary conditions on the unit cells and ensuring energy conservation
between the two scales. During this process, we only need to compute the stiffness matrix of the unit cell (K,) instead of that
of the entire design domain, which can be done with relatively low computational cost. Additionally, we highlight that this
homogenization method is applicable to transformed microstructures by aligning the periodic vectors (a;, a,, and a;) with the
transformed geometries.

Appendix C. Global stiffness matrix of a microstructure under uniform scaling

In this section, we derive the global stiffness matrix of a microstructure under uniform scaling. We begin by briefly reviewing
the evaluation of the global stiffness matrix (Hughes, 2012) in the 2D case. Given shape functions, N,(#;,#,) and N,(n,,n,), we can
express the global coordinates (X, X,) as

N;)Ode N;Jode
Xy(ny.mp) = z N,’(VI19’12)VJ}] and  X,(my,mp) = Z N,'('?]a’lz)Ve[f]~
i=1 i=1

Here, (17,,7n,) are the natural coordinates defined in £2" = [-1, 1] X [-1, 1]. The parameters Ve[}] and Ve[?] are X, and X, coordinates
of ith node of finite element e in the microstructure, respectively. The parameter N™°% is the number of nodes in finite element e.
We can then compute the derivatives of shape functions as

ON;, 1 <0N,. 0X, ON, 0X, > g N1 < ON; 90X, 0N, 0X, )
s A Y (et i Sl B’ and — = = (2220 ZRTAL
X, J \on on on, on ox, J on, on, on, ony
where J is the Jacobian determinant and expressed as

0X, 0X, 09X, 0X,

ony Omy  Omy Ony

Based on the derivatives of shape functions, the global stiffness matrix of a microstructure can be expressed as (Hughes, 2012)

Nelem
K,= A JBIDB, A"

e=1 Jon
Here, N°°® is the number of microscale elements. B, is the strain—displacement matrix of finite element e and consists of derivatives
of shape functions, dN,/dX,; and dN,/dX,. The variable D is the elasticity matrix. The operator A represents the assembly of local
stiffness matrices toward the global one.

We now uniformly scale the microstructure with a parameter s through the transformation rule, x = sX. The variables X € R?

and x € R? represent the material points before and after transformation, respectively. This rule yields the transformed element

nodes as V;&” = sVE[jJ and Ve/,l.2J = sVe[%J. Consequently, we can derive the related transformed quantities as
ox! 0X; JdN; ON;
5 L = sa—‘, J=5J, —= 127%  and B = lBe.
n; n; 6X/. s 0X; s
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Finally, the global stiffness matrix of the microstructure remains unchanged in 2D because
Nelem , Nelen 1 T 1
K =4 [ 7B DBdQ" = 4 | *7) (—Be> D (—Be) 4" =K,
m e=1 Jon ¢ ¢ =1 Jon s s
Similarly, we can derive the transformed global stiffness matrix in 3D as

Y Nelem 5 1 T 1
K'= A [ G J)(—Be> D(—Be)d!)”:sKm,
e=1 on N N

which is scaled by a factor of s compared to the untransformed one (K,).
Appendix D. Microstructural elasticity determined by rotation

In this section, we derive the microstructural elasticity matrix after rotation. Based on the linear transformation rule, rotating a
microstructure counterclockwise (or rotating the axes clockwise) by angle @ can be expressed as

e s —sing e
¢ =Qe [ ,1:|=|:C952 sm_(p][ 1]
€ sing  coso e,
where both {e;,e,} and {e/l,e’z} form orthonormal bases, respectively. We then derive the rotated stress tensor (¢’) as

6 =0/, @€, =0(Qie,) ® (Q),e,) = 06 0,e,®e=Q06Q = o¢=Q"cQ"

ij mi”ij
where o is the stress tensor before rotation. Similarly, we express the rotated strain tensor (¢') as
€=Q TeQ,

and & is the strain tensor before rotation.
For convenience, we express the stress (¢¥) and strain (¢V) tensors in Voigt notations as

o1l €11
o' =| opn and €' =| ¢y
012 2epy

and then derive the rotated stress (¢’) and strain (¢'V) tensors in Voigt notations as
6" =T¢" and €" =RTIR !¢

Here T and R are the rotation and Reuter matrices, respectively, which can be expressed as

[ P2 P} 2P, Py, 1 0 0
T=( P} P2 2P, Py, and R=[ 0 1 0
| PPy PPy Py Pp+ PPy 0 0 2
In addition, the matrix P := Q~! = QT is the inverse rotation matrix. We then have
cos2 g sin® @ —sin(2@) cos g sin® @ —sin(2g)/2
T= sin® @ cos2 g sin(2¢) and RTR™!=| sin’p cos2 g sin2p)/2 |,
| sin29)/2  —sin2p)/2  cos(2p) sin(2p) —sin(2p) cos(2gp)

which renders

¢"=D'¢" = To'=D'RTR'&" = o' =T !D'RTR!¢"
Here, D’ is the rotated elasticity matrix to be determined. Considering ¢V = De” with D representing the elasticity matrix before
rotation, we derive the rotated elasticity matrix as

D’ = TD(RTR ™! = TDT"

where we use the fact (RTR™')~! = TT.
Appendix E. Sensitivity analysis and verification

The topology optimization formulation proposed in Section 4.3 involves three groups of design variables — density, frequency,
and transformation — with different filtering and projection operations. In addition, a neural network is also embedded in this
formulation for computing the elasticity matrix. To furnish gradient information for solution updates in this complex design problem,
in this section, we introduce the sensitivity analysis based on the adjoint method (Bendsoe and Sigmund, 2003) alongside automatic
differentiation provided by FEniCSx (Baratta et al., 2023) and PyTorch (Ketkar et al., 2021) software. We also verify the sensitivity
analysis through a comparison with the finite difference scheme.
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E.1. Sensitivity analysis

To perform sensitivity analysis, we consider a general objective or constraint function
J(0;81, 80, Eprrea; X, 0, 9),

where the bold Greek letters are the global vectors containing the projected design variables of all finite elements. We can write
out the function’s Lagrangian form as

f(ﬁ;ngzg~~~»EMerq§7,5s€_0) =J+R-1

where R is the global residual vector, and 4 is an adjoint vector to be determined and subjected to A; = 0 if DOF i is constrained in
FEA.

Taking the derivative for the density vector (p) yields

(%) (%) @]
ap op oU ’
Regrouping terms derives

a7 a1  (oRr\' ou\" [as [oR\T
—_=— 4| = A+ — —+(—) Al.
dp dp op Jap ou ou

Eliminating the computationally expensive term, (0U/dp), gives the adjoint equation

i _oJ (@)Tg
dp ~ op dp) U

T
(%) A= —% subjected to 4; = 0 if DOF i is constrained, (E.1)

where U is the global displacement vector. Finally, we obtain the sensitivity as

~ T
&2 (R) (5.2)
dp dp O0p ap
with 4 solved from the adjoint equation in (E.1). Similarly, the sensitivity analysis for the rotation vector can be computed as
T
d—£=g+<£§> A. (E.3)
de Jop op

We now focus on the sensitivity analysis concerning the frequency vectors (£, &, ..., & yreq) as well as relative scaling () and
skew (0) vectors, which are indirectly related to the given function (J) through the components of the elasticity matrix predicted by
a neural network. Following the previous procedure, we express the derivatives of the given function for the elasticity component

vectors as
T
d—'] = 9/ + 9R A for i=1,2,..., NP,
de; oc; oc;

where ¢; is the global vector containing the ith independent component of the elasticity matrix for all finite elements, and N°°"® is
the number of independent components. We can then write out the sensitivities as

O New o T O
=== T for $elE.E Eyuea 7.0). (E.4)
d¢ = d¢ C;

Based on (E.1)-(E.4), we observe that, to evaluate the sensitivities, we only need to compute

g and ﬂ} for pe{Up,@.c.c,,....Cncom} (E.5)
ou ou

and
dc[ . com s s = v}
— for i=1,2,...,N°"® and ¢ € {(£,.&,. ..., & ppveq., 7. 0} (E.6)
d¢

To compute the derivatives in (E.5), we leverage the automatic differentiation in the FEniCSx package (Baratta et al., 2023). For
the derivatives in (E.6), they are the gradients used in the backpropagation of a neural network, and therefore we can employ
automatic differentiation provided by the PyTorch package (Ketkar et al., 2021). We also note that the sensitivities in (E.2)-(E.4)
are with respect to the projected design vectors. To compute the sensitivities concerning the initial design vectors, we apply the
chain rules and utilize the reverse operations of the linear filter (Bourdin, 2001), Heaviside projection (Bendsoe and Sigmund, 2003),
and normalization projection (Jia et al., 2024b).
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Fig. E.15. Comparison between the sensitivity values derived from the proposed formulae in (E.2)—(E.4) and the finite difference scheme for various objective
and constraint functions. (a) Objective function (strain energy) for the transformed metastructure in Fig. 8(b). (b) Objective function (displacement fitting error)
for metastructure 2 in Fig. 10(a). (c) Objective function (local stiffness) for the optimized metastructure in Fig. 13(a). (d) Constraint function (material volume
fraction) for the transformed metastructure in Fig. 8(b).

E.2. Sensitivity verification

In this section, we verify the sensitivity expressions in (E.2)-(E.4) by comparing them with the forward finite difference scheme.
The latter is expressed as

g—l"]/ ~ M for w e {p,&,&,....Eptrea, 1,0, 0).

To perform this comparison, we use the stratified sampling strategy to randomly sample 50 finite elements for each design variable
and examine the sensitivities for various objective and constraint functions used in Section 5. The comparison is shown in Fig. E.15,
where we present the sensitivities for all design variables even if parts of them are not optimized. Based on the comparison, the
sensitivity values derived from (E.2)-(E.4) closely align with the ones computed by the finite difference scheme as quantified by
the small relative errors ranging from 3.0974-8.2778, indicating the accuracy of the sensitivity analysis in Appendix E.1.
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Fig. F.16. Comparison between periodic and aperiodic metastructures for stiffness maximization. (a) Optimized periodic and aperiodic metastructures. The lines
in the parentheses serve as legends used in (b) and (c). (b) Optimization histories of structural stiffness (K). (c) Optimization histories of macroscale material
volume fractions (V).

Appendix F. Comparison between periodic and aperiodic metastructures for stiffness maximization

In this section, we compare optimized periodic and aperiodic metastructures to illustrate the stiffness improvement achieved
through aperiodicity and transformation. Fig. F.16(a) presents four metastructures with maximized stiffness. The first two metas-
tructures are periodic, composed of ring and cross building blocks, respectively. The third metastructure (untransformed design
in Fig. 8) introduces aperiodicity by allowing a mixed use of ring and cross building blocks. The last metastructure (transformed
design in Fig. 8) incorporates both aperiodicity and microstructural transformation. All these metastructures are optimized under
the same setup and the same volume fraction as described in Section 5.1.

To compare the periodic and aperiodic metastructures, we present the optimization histories of structural stiffness (K) in
Fig. F.16(b). According to this figure, the stiffness of periodic metastructures with ring and cross building blocks converge
to 6.1 and 6.0 N/mm?, respectively. Allowing the mixed use of building blocks (the approach in Jia et al. (2024b)), the aperiodic
design improves the stiffness to 7.7 N/mm?, demonstrating increases of 26.2% and 28.3% compared to the two periodic designs,
respectively. Furthermore, by enabling both aperiodicity and microstructural transformation (the method proposed in this study),
the optimized metastructure elevates the structural stiffness to 10.5 N/mm?, showing increases of 72.1% and 75.0% compared to
the two periodic designs, respectively. This comparison highlights the performance gain enabled by introducing aperiodicity and
microstructural transformation, and it is important to note again that all metastructures share the same material volume fraction
(Fig. F.16(c)).
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