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Abstract: In fields such as polarization navigation and imaging, there is a demand for polarizers to
simultaneously possess a high transmittance and extinction ratio. However, most studies focus solely
on a single metric for polarizer design. To address this issue, this paper proposed a metasurface
polarizer with a transition layer and its efficient design method, aiming to enhance the polarizers’
transmittance and extinction ratio performance simultaneously. An all-dielectric metasurface polar-
izer with a TiO; transition layer was designed, and a tandem neural network was constructed by
combining forward prediction and inverse design networks. The network is successfully trained by
utilizing structural parameters and spectral response Tx and Ty datasets collected through simulation
software. A high-performance metasurface polarizer was designed under the desired metrics with
a transmittance of 90% and an extinction ratio of 40 dB. The proposed method in this paper made
progress in the comprehensive optimization of polarizer performance. It is more accurate and efficient
compared to other design methods and is better suited for practical applications.

Keywords: deep learning; inverse design; metasurface; polarizer

1. Introduction

Polarizers are important optical components in systems such as optical information
processing [1], optical imaging detection [2], and optical communication [3]. Traditional
polarizers often use natural crystals or multilayer film structures, resulting in large volumes
that hinder miniaturization and integration. To meet the requirements of device portability
and integration, there is a need to reduce the volume of polarizing elements while ensur-
ing the quality of the optical field. Due to their unique optical modulation mechanism,
metasurfaces have emerged as a solution for miniaturizing and lightweighting polarizers.
Metasurfaces are artificially designed micro-nanostructures composed of subwavelength
periodic structural units. These units, arranged in a specific manner, can precisely control
incident light, enabling various operations on light [4]. The design and fabrication of
metasurfaces involve selecting appropriate materials and designing rational structural
units. Through thoughtful design, the anisotropy and isotropy of metasurface structures
can be flexibly adjusted, allowing for the creation of nanoscale polarizers [5,6].

Metasurfaces have found widespread applications in various optical devices due
to their compact size, powerful functionality, and ease of integration. Devices such as
metalenses [7], holographic imaging [8], and beam deflectors [9] leverage the characteris-
tics of metasurfaces to enhance their performance and efficiency. Therefore, research and
applications of metasurfaces hold significant prospects. However, traditional methods for
metasurface structure design are complex and inefficient, requiring the establishment of
numerous simulation models, parameter scans, and optimizations for each model. This
consumes considerable computational resources and time and is limited by the designer’s
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experience and intuition. Rapidly designing metasurface structural parameters and find-
ing solutions that best meet performance criteria are crucial challenges in metasurface
structure research.

In recent years, neural networks have been employed to assist optical design with no-
table success [10,11]. Neural networks, as machine learning models, can learn patterns and
features from data. By using simulation datasets as inputs for training, neural networks can
rapidly and accurately learn the relationship between metasurface structural parameters
and corresponding spectral responses [12,13]. This reduces the computational and human
costs of traditional metasurface design, eliminating the need for complex simulation and
parameter scan studies, thus achieving rapid and intelligent metasurface design. Chen
etal. [14] proposed the use of deep neural networks to predict the spectral response of meta-
surfaces, optimizing the parameters of the DNN model. After 50,000 training iterations,
the mean squared error (MSE) of the loss function reached 2.665 x 10~3. However, their
study did not involve the inverse design of metasurface structures. Tanriover et al. [15]
demonstrated the inverse design of a VO, tunable absorber using a neural network, achiev-
ing an overall MSE of 6 x 10~* after training the inverse network. Deng et al. [16] used an
LSTM network to predict extinction ratio and inverse design of nanofin metasurfaces. After
40,000 training iterations, the minimum MSE of the loss function reached 0.06. However,
this study only used the extinction ratio as an input, had fewer performance indicators, and
had a longer training time. Currently, deep learning-based metasurface spectral prediction
and design methods mainly focus on metrics such as the spectrum [17], S-parameters [18],
and far-field responses [19].

Nevertheless, for polarizers, the transmittance and extinction ratios [20] are more criti-
cal performance indicators, reflecting the polarization efficiency and quality of polarizers.
Transmittance refers to the proportion of linearly polarized or unpolarized light in the
polarization axis direction that passes through the polarizer. The extinction ratio refers to
the ratio of the minimum to maximum transmittance of the polarizer. A higher extinction
ratio indicates a stronger ability of the polarizer to suppress unwanted polarized light,
indicating better polarization quality. However, most previous studies have focused only
on transmittance or extinction ratio as a single criterion for polarizer design due to the
inverse relationship between transmittance and extinction ratios that makes it difficult for
polarizers to simultaneously meet high-performance requirements, leading to poor perfor-
mance and difficulty in meeting the demand for high transmittance and high extinction
ratio in practical applications.

To address these issues, this article proposes an efficient metasurface polarizer de-
sign method that can optimize the transmittance and extinction ratios of the polarizer at
the same time. By decomposing the extinction ratio into transmission spectra Tx and Ty,
simultaneously utilizing them as network inputs to design the parameters of the metasur-
face structure. Moreover, a TiO, transition layer is introduced to suppress the undesired
polarization Ty while ensuring the transmission of the required polarization Tx, which suc-
cessfully achieved the purpose of balancing the transmittance and extinction ratios. In the
second section, we introduced the structure of the polarizer. To achieve a high-performance
metasurface polarizer, the third section describes the tandem inverse design network and
the construction of its dataset. Following the design of the metasurface polarizer and
neural network structure, various activation functions and gradient descent algorithms
were experimented with for network optimization. Experimental validation demonstrated
that by inputting desired performance metrics, the network can rapidly design metasur-
face structures that meet expectations. This provided a solution for enhancing polarizer
performance metrics and facilitating the efficient design of metasurface polarizers.

2. Design of the Metasurface Polarizer

Figure 1 depicts the metasurface polarizer designed in this paper, which is based on a
silica substrate covered with a TiO; transition layer and Si nano-pillars for manipulating
the optical field. We chose silicon as the material for rectangular nano-pillars due to its
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higher real part of the refractive index. When light enters silicon from the air, significant
refraction occurs, leading to a substantial accumulated phase shift during the propagation
of light waves. This cumulative phase shift has a crucial impact on the transmission
and modulation of light. Additionally, silicon provides a large contrast in orthogonal
axis refractive indices, which is crucial for polarization manipulation as it determines the
material’s response to light of different polarization states, offering favorable conditions for
polarization manipulation of light in silicon.

Figure 1. The polarizer structure design discussed in this paper. (a) Metasurface structural unit;
(b) metasurface polarizer.

Furthermore, the rectangular nano-pillar structure designed in this paper exhibits
anisotropic characteristics, meaning its electromagnetic response to incident light in two
polarization directions is different. Thus, it demonstrates sensitivity to the polarization of
light, showing distinct responses to light with different polarization directions. By carefully
designing the geometric parameters of the rectangular nano-pillars, namely, the period P of
the unit cell, the height D of the TiO; layer, the height H of the Si nano-pillars, the length L
of the Si nano-pillars, and the width S of the Si nano-pillars, the transmittance Tx and Ty
of incident light can be controlled in the x and y polarization directions, respectively. This
enables the calculation of the extinction ratio with the following equation:

ER =10 x log(g) 1)

In summary, the rectangular nano-pillar metasurface designed in this paper can
achieve the functionality of a nano-polarizer, allowing for the control of light polarization
properties at the nanoscale.

In order to enhance the extinction ratio of the metasurface polarizer, we introduced
a TiO;, transition layer situated between the substrate and the nano-pillars. TiO; exhibits
excellent optical properties in the visible spectrum, with a high refractive index and large
dielectric constant. Additionally, it possesses stable mechanical and chemical proper-
ties [21], making it widely used as a transition layer in optical elements. In this study,
TiO, was investigated as the material for the transition layer, and the impact of the TiO,
layer thickness on the performance of the metasurface polarizer was studied in simulated
experiments. While keeping other structural parameters constant, only the thickness of the
TiO, transition layer was varied, and the change in extinction ratio was observed. Figure 2a
illustrates the variation curves of polarizer transmission spectra for TiO; layer thicknesses
of 0 and 20 nm, respectively. Before introducing the TiO, transition layer, the transmittance
reached a maximum of 96%. When the TiO; layer thickness was increased to 20 nm, the
maximum transmittance decreased to 90%, representing a 6% reduction. Notably, near the
429 nm wavelength, the polarizer Tx was 61.4%, and Ty was 0.3% without the added TiO,
layer. With the introduction of a 20 nm TiO, transition layer, Tx decreased to 28.5%, and Ty
decreased to 0.014%. The relative reduction of Ty was observed to be much higher than that
of Tx. Figure 2b points out that also near the 429 nm wavelength, the maximum extinction
ratio increased from 22 dB to 33 dB with the addition of the TiO; layer, indicating an
11 dB improvement and a significant impact on enhanced extinction ratio performance. In
general, we have succeeded in achieving more suppression of the unwanted y-polarized
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light compared to the desired x-polarized light by introducing an appropriate thickness of
the TiO; transition layer in the metasurface structure. As can be seen from Equation (1), this
design can significantly improve the extinction ratio while ensuring that the transmittance
meets the practical requirements and enabling precise control of light by the polarizer.
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Figure 2. Comparison of the performance of the metasurface polarizers with TiO, layers of 0 nm and
20 nm, respectively: (a) comparison of transmission spectra; (b) comparison of extinction ratios.

3. Design Methodology Based on a Tandem Network
3.1. The Structural Framework of Neural Networks

The ResNet network is a deep residual network based on residual modules and
residual connections [22]. It finds extensive applications in various domains, such as image
classification [23], object detection [24], and semantic segmentation [25], among others. We
observe that the deep architecture of ResNet effectively models the complex relationships
between input and output, thereby improving the modeling accuracy of electromagnetic
transmission characteristics. Additionally, the residual learning framework of ResNet
contributes to feature learning and extraction, enabling the network to capture key features
in the electromagnetic field accurately. This is crucial for metasurface design, as precise
understanding and utilization of important electromagnetic features can significantly
enhance the performance of the design. The adaptive nature of the ResNet structure
allows it to adapt to different input sizes and complexities, providing greater flexibility for
metasurface design. Therefore, this paper introduces ResNet into metasurface design.

To address the issue of multiple metasurface structural parameters corresponding
to a single spectral response, this study adopts a serial network structure, connecting the
forward prediction network with the inverse design network, as illustrated in Figure 3. The
first half of the network represents a conventional inverse design network, while the latter
half is dedicated to the metasurface spectral prediction network. The entire serial network
takes the expected spectral response as input, with the intermediate layer representing the
designed metasurface structural parameters and the output reflecting the spectral response
of the metasurface designed by the network. The final design result does not need to
precisely match the actual design results in the dataset. The loss function will be low when
the spectral response generated by the designed metasurface parameters is similar to the
expected spectral response.

This paper achieved the inverse design of metasurface structural parameters by con-
structing a tandem network using ResNet. Due to the difference between metasurface
structural datasets and image data, convolutional operations cannot be employed for fea-
ture extraction. Therefore, fully connected layers replace the original convolutional layers.
Mean Squared Error (MSE) is adopted as the loss function for this task. The equation for
calculating MSE is as follows:

R
MSE= -3y, (Ei~P)’ )
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where 1 is the number of samples, E; represents the actual values, and P; denotes the
predicted values.
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Figure 3. Tandem inverse design network model.

Additionally, the paper computes the correlation coefficient r between the predicted
and simulated results as an evaluation metric for the prediction method. The closer the
absolute value of the correlation coefficient is to 1, the higher the precision of the network
prediction. The calculation equation for the correlation coefficient is as follows:

Xi—Y Y,
XY, - =—=

n

"= : 2 2 ®)
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; n n
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where X; and Y; are the values of the actual and predicted results, respectively.

3.2. Construction of the Data Sets

To obtain the data required for training the predictive neural network, simulations
of the metasurface structure were conducted using the Lumerical software and the finite-
difference time-domain(FDTD) method [25]. The wavelength range of the incident light was
set to 400-700 nm, with periodic boundary conditions applied along the x and y axes and a
perfect matching layer implemented in the z-axis direction. Monitors were incorporated to
capture the transmission spectra. The five structural parameters of the metasurface were varied
within the ranges P € [200, 300] nm, D € [0, 50] nm, H € [200, 300] nm, L € [70, 200] nm, and
S € [10, 90] nm, with a step size of 10 nm. Random combinations of these parameters were
generated, resulting in a total of 31,571 data points. Each set of parameters was simulated
using the Lumerical software, obtaining corresponding transmission spectra Tx and Ty,
from which 100 data points were sampled to construct the dataset. The extinction ratio was
calculated using Equation (1), allowing for the simultaneous prediction of the transmittance
and extinction ratios while designing the structural parameters of the metasurface.

4. Experimentation and Analysis
4.1. Forward Prediction
To achieve optimal performance in the forward prediction network, we conducted

experiments with different activation functions and gradient descent algorithms to identify
the most suitable design approach for this network. The first step involved building
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Transmission

a forward prediction network for metasurfaces, where the network’s input consists of
the structural parameters of the metasurface, and the output corresponds to its spectral
response. Through this network, the relationship between the structural parameters and
spectral response of the metasurface can be rapidly established. This enables the quick
determination of the metasurface polarizer’s transmittance and extinction ratio and, more
importantly, facilitates the rapid and accurate design of metasurfaces.

Activation functions play a crucial role in nonlinear transformations of data within
neural networks, simulating the processing of neurons and enhancing the network’s ability
to fit more complex functions, thereby improving model expressiveness and generalization
capabilities. In this study, we compared three commonly used activation functions—Tanh,
Sigmoid, and ReLU—and analyzed their impact on model performance. While keeping
other model parameters constant, such as the number of parameters, training epochs, batch
sizes, etc., we varied only the type of activation function and observed the effects on model
prediction and loss function.

The Tanh function compresses input values to the range of (—1, 1), imparting stronger
nonlinear characteristics to the output. However, it involves relatively high computational
costs due to the need for exponential calculations. The utilization of the Tanh activation
function was first explored. The predicted results, as shown in Figure 4a, indicate that the
model struggled to accurately predict the spectral curve of the metasurface. The predictions
were highly disordered and inaccurate, possibly indicating the occurrence of the vanishing
gradient problem, where the network struggled to learn effective weight updates.
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Figure 4. Predicted results of three activation functions: (a) Tanh; (b) Sigmoid; (c) Relu.

Sigmoid compresses input values to the range of (0, 1), but it also involves higher
computational costs and is prone to issues such as gradient vanishing and output saturation.
When used as the activation function for the forward prediction network, the results shown
in Figure 4b display two upward-trending curves that do not align well with the simulation
data. At this point, the neural network still faced challenges in predicting the spectral curve.
This situation may also be attributed to the vanishing gradient problem, preventing the
network from learning the complex relationships within the data.

The ReLU sets negative input values to zero, leaving positive input values unchanged.
It is computationally efficient, involves only threshold judgment, converges rapidly, and
is not susceptible to the vanishing gradient problem. The prediction results, as shown
in Figure 4c, exhibit a favorable alignment with the test outcomes. This alignment holds
true even in regions characterized by significant data fluctuations, owing to the inherent
advantages of the ReLU function. Consequently, we chose the ReLU function as the
activation function for our metasurface spectral prediction network.

After determining the activation function, we conducted a systematic exploration
incorporating four popular gradient descent algorithms with the aim of enhancing the
predictive accuracy of our network model. The gradient descent algorithm is a pivotal
means for determining the minimum value of the loss function. This algorithm aids in
adjusting parameters within the neural network, thereby minimizing discrepancies between
the network output and actual values to the greatest extent possible. Widely used gradient
descent algorithms include the RMSprop optimization algorithm, the adaptive moment
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estimation algorithm (Adam), the stochastic gradient descent algorithm (SGD), and the
adaptive learning rate optimization algorithm (Adagrad).

RMSprop, characterized by its adaptive learning rate adjustment for individual pa-
rameters, was employed to enhance optimization efficiency, with its prediction results
shown in Figure 5a. Observing the prediction results reveals an extremely chaotic trend,
lacking any obvious pattern. This indicates that the network fails to effectively learn the
relationship between metasurface structural parameters and transmission spectra, pos-
sibly due to gradient explosions during network training, hindering RMSprop’s ability
to adjust the learning rate effectively and resulting in extremely poor predictions. While
Stochastic Gradient Descent (SGD) is well-suited for large-scale datasets, its convergence is
characterized by a slow pace, and susceptibility to noise and outliers is pronounced. The
predictions generated by SGD are depicted in Figure 5b. Although the prediction results
exhibit a similar trend to the test data, the accuracy is compromised. This indicates that the
network is more sensitive to capturing the general trend of data changes but struggles to
predict actual values accurately. The use of the SGD gradient descent algorithm hinders
capturing all patterns and relationships in the data, leading to less accurate predictions.
Adagrad possesses the property of adaptively adjusting the learning rate for different
types and sizes of data. Its prediction results, as shown in Figure 5c, are more accurate
than the previous two methods in overall prediction, capturing the general contour of
the spectral curve effectively. However, significant noise is present, and predictions are
poor in the part of the curve where bending occurs. This phenomenon may be attributed
to Adagrad’s sensitivity to certain parameters during the training process, resulting in
noisy and unsmooth predictions in later stages when the learning rate of these parameters
becomes smaller and is difficult to adapt to new data patterns. Since Adam utilizes both
the first-order and the second-order moments of the gradient to adjust the learning rate
for each parameter, overcoming, to some degree, some limitations of Adagrad is able to
provide a more accurate prediction of the spectral curve. As shown in Figure 5d, the
network’s prediction performance at this point is highly fitted and almost completely
overlaps with the curve of the actual transmittance. At the peaks and troughs of the curves,
the predictions also fit perfectly with the actual data. Therefore, we choose Adam as the
gradient descent algorithm for the network.

After determining the network’s activation function and optimization algorithm, the
network undergoes 1000 rounds of training. The MSE iteration graph is shown in Figure 6.
As training progressed, the MSE exhibited a robust decreasing trend, ultimately reaching a
commendable performance level with a minimum value of 1.4 x 1078,

The extinction ratio is calculated using Equation (1) and compared with simulated
values, as depicted in Figure 7. The high level of fit between the predicted and simulated
extinction ratios showed that the network has a precise understanding of the intricate
relationships in the data. Guided by the gradually diminishing MSE values, the predic-
tive network constructed in this study successfully captured and simulated the intricate
relationship between metasurface structural parameters and spectral response data. This
demonstrated its outstanding learning capability. Upon calculation, the correlation coef-
ficient (r) between the predicted values of the ResNet network and the simulated values
reached 0.996. It is evident that a strong positive correlation exists between the actual
values and the predicted values, indicating a high level of accuracy in the forward network
predictions. The trained network can predict the corresponding spectral response within
0.8 s. In contrast, utilizing Lumerical FDTD requires an average simulation time of 2 min
and 36 s. The efficiency improvement of the network in predicting metasurface performance
can be calculated through Equation (4) as 99.48%.

n=(1- L;Tefw‘“k) x 100% (4)
FDTD
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Trprp stands for the simulation time using Lumerical FDTD, while Tnework represents
the time expended on spectral prediction using the forward network. The efficiency

enhancement of the network is denoted by 1.
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Deep neural networks are commonly employed for the prediction and design of
metasurfaces. A deep neural network (DNN) is constructed and compared with ResNet,
with the same number of hidden layers and nodes. The conditions for training and
testing, including the dataset, activation function, and optimization function, are also the
same. Figure 8a,b show the DNN prediction of the transmission spectrum and extinction
ratio compared with the simulation results, respectively. The DNN network shows an
overall upward trend in predicting the transmittance spectrum, but its predicted values
significantly differ from the simulated data. Significant differences are also observed by
calculating the extinction ratio predicted by the DNN and comparing it with the simulation
results, indicating that the network has not learned the relationship between the data.
These results indicate that, under similar conditions, the predictive performance of the
DNN in our study lags far behind that of ResNet. This is because DNN tends to encounter
the issue of vanishing gradients in deep networks, making it challenging for the network
to learn. In contrast, ResNet introduces residual blocks that partially alleviate the problem
of vanishing gradients through cross-layer connections. This makes the network more
adept at capturing complex features in the data, resulting in improved performance in
predictive tasks.
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Figure 8. Forward prediction results of DNN with similar structures: (a) transmittance spectrum;
(b) extinction ratio.

4.2. Inverse Design

After successfully establishing the forward prediction network, its weights were fixed,
and a complete metasurface inverse design network was constructed. Subsequently, the
entire concatenated network was trained using the same activation function and optimiza-
tion algorithm as the forward prediction network. After 1000 rounds of training, the loss
function was only 1.18 x 1075, and the correlation coefficient between the training data
and the network’s predicted results reached 0.9999. A comparison between the metasurface
structural parameters designed by the network and the validation set is shown in Figure 9a.
The predicted structural parameters by the network exhibit minimal differences compared
to the actual values, ranging from a minimum of 0.32 nm to a maximum of 2.56 nm. The
impact on the spectral response is almost negligible. It can be seen that the inverse design
network we constructed performs well in the design of metasurface structural parameters.

Finally, we input the desired spectral response data into the inverse design network,
which outputs the corresponding metasurface structure parameters: a period of 290 nm,
nanorod length of 70 nm, width of 50 nm, height of 260 nm, and TiO, layer thickness of
10 nm. The metasurface structure designed through the network is simulated using Lumer-
ical FDTD software to obtain its spectral response, and the extinction ratio is calculated for
comparison with our specified target. As illustrated in Figure 9b, the solid lines represent
our expected transmittance and extinction ratio, while the dashed lines represent the trans-
mittance and extinction ratio of the metasurface structure designed by the network. The
final designed metasurface polarizer achieves a maximum transmittance of 90%, and the
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extinction ratio reaches up to 40 dB. This closely aligns with our specified targets, meeting
our expectations.
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Figure 9. Inverse Prediction Network Results: (a) Comparison of the actual structure parameters
and the predicted structure parameters from the trained inverse networks; (b) comparison between
expected and predicted spectral responses.

5. Conclusions

To address the challenge of simultaneously achieving high transmittance and extinc-
tion ratios in existing design methods, this paper introduced a more targeted metasurface
polarizer structure and its design method by adding a TiO, transition layer to the metasur-
face structure and splitting the transmittance and extinction ratios into transmission spectra
Tx and Ty. With the desired metrics inputted into the tandem network, we successfully
designed a metasurface polarizer with a maximum transmittance of 90% and an extinction
ratio of 40 dB, thus verifying the validity of our effectiveness of the proposed method.
Compared to traditional simulation methods, our design method improved the efficiency
of predicting metasurface performance metrics by 99.48%, which enables even researchers
with little experience in optical device design to quickly design a metasurface polarizer
that meets their expectations and helps to drive the rapid development of the metasurface.
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