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The article provides an overview of publications on the topic of Digital Twins of large-
scale scientific infrastructure. History, basic concepts and definition of Digital Twins are given.
Main terminology in the field of big science and large-scale scientific infrastructure is also de-
scribed. In Russian practice, the large-scale scientific infrastructure projects are often referred to
as “megascience installations”. Such installations usually include facilities for research in areas
such as astronomy and high-energy physics. The research infrastructure is a complex of construc-
tion facilities, engineering systems, precise control and measuring equipment, characterized by
high complexity and strict requirements for all operational parameters. In addition, these facilities
are associated with high operating costs, are sensitive to minor changes in their condition and en-
vironmental conditions, and carry the risk of data loss during long-term and unique experiments.
Then, information about the use of Digital Twins in large scale astrophysical projects and also
for particle accelerators control and tuning is provided. Potential areas of application of Digital
Twins in large projects of scientific infrastructure are summarized. Necessary information about
the Siberian Circular Photon Source (SKIF, in Russian) is given. On the basis of the review, and
goals and objectives for the Digital Twin of the SKIF are determined. An analysis of the necessary
computing resources and data storage volume is also carried out.

Keywords: digital twins, neural networks, supercomputing modelling, large-scale scientific in-
frastructure, Siberian Circular Photon Source.

Introduction

The term of “Digital Twin” (DT) was coined by Michael Grieves at the beginning of the 21st
century. He originally introduced the concept during a presentation at University of Michigan in
2002, at an industry event dedicated to the creation of a Product Lifecycle Management (PLM)
center. Grieves later expanded this idea into a course of lectures and in a white paper , as
well as in a follow-up 2016 paper co-authored with John Vickers .

Already in 2011, the first journal article appeared on this topic . It explored how digital
twins can be effectively used to predict the lifespan of an aircraft structure. In 2012, NASA
formalized the definition of DTs and highlighted their potential applications in the aerospace
industry . The period up to 2014 is considered to be the incubation stage of DT research . At
this stage of development, researchers began to explore the broader implications and potential
applications of DTs, laying the groundwork for further advances in the field.

In his initial presentation, Grieves created the concept of “The Conceptual Ideal for PLM”.
This early description already included all basic elements of a digital twin, such as real space,
virtual space, flow of data from the real to the virtual space, flow of information from the virtual
to the real space, and virtual subspaces. The driving principle of the model was the existence
of two interconnected systems: a physical system that has always existed, and a new virtual
system that contains all the information about the physical system. This connection created a
mirror effect between the real and virtual spaces. The inclusion of PLM in the title emphasized
that the concept was not limited to a static view, but rather encompassed the dynamic relation-
ship between the two systems throughout the product lifecycle. This connection persists as the
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system goes through four main phases: design, production, operation (maintenance/support)
and disposal.

The concept was based on rapid advances in the performance and availability of computer
systems, the development of computer-aided design (CAD) systems @ and computer simulation
systems . In the first phase, the focus was on creating an accurate digital representation of
physical objects, primarily through the use of CAD. This approach allowed to simulate the
behavior of a real object using its DT at all stages of its life cycle. These simulations were based
on or compared to the real characteristics of a physical object under real conditions . This
emphasis on accuracy and reproducibility has allowed DTs to serve as tools for studying and
optimizing an object’s performance throughout its lifetime.

The further evolution of digital twin technology is closely linked to advances in various
related fields, including sensors and monitoring systems, the Internet of Things (IoT), industrial
control systems (ICS), and the development of Industry 4.0 @ Advances in sensor technology
and monitoring systems have made it possible to collect real-time data on physical objects that
can be used to update and optimize their digital counterparts. The development of the concept of
the Internet of Things , especially in the context of industrial production , has facilitated
the integration of DTs into connected ecosystems, where different devices and systems can
communicate and exchange information with each other. Advances in ICS have contributed to
more efficient and automated production management, which has further facilitated the adoption
of DTs in manufacturing processes. The concept of Industry 4.0, with its emphasis on cyber-
physical systems , highlighted the importance of DTs as a means of bridging the gap between
the physical and virtual worlds. In addition, significant advances in data collection, storage,
and processing technologies have played an important role in processing large amounts of data
generated by DTs .

Recent advances in the field of artificial intelligence, namely in neural network technologies,
have given another impulse to the development of the DT concept . Neural networks make
it possible to build computer simulations of complex physical systems on the basis of training
on a stream of real data according to the “black box” principle, which is especially useful if it is
impossible or highly complex to use more traditional numerical simulations . Thus, artificial
intelligence technologies are one of the main components influencing the development of the DT
concept .

In the graph showing the dynamics of the number of publications according to the Scopus
database data (Fig., you can see several inflection points, a noticeable acceleration occurred
in 2018, an explosive growth in the number of publications followed after 2020. Currently, this
aspect is on the rise, coming out on top among other technologies. More than 17% of DT-
related publications also contain one of the Al-related terms in keywords. Both leading developed
countries and new industrial leaders, such as China, India, and South Korea, are interested in
the topic — number of publications for the entire period is given on Fig.

Significant research interest in DT is noted in the field of product lifecycle management ,
industrial production . Kritzinger and colleagues note that at the time of writing the re-
view, a significant number of studies were conceptual in nature with little addition to analysis
or planning of real use cases. Particular attention is paid to the use of DT at the operation
stage . Applications of data centers in Smart City systems are developing . As ex-
pected, there is a convergence of concepts and technologies for Building Information Modeling

(BIM) and DT (Fig.[Lc).
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Figure 1. Analysis of the topic of DTs based on publications indexed in Scopus

The novelty of the topic and the activity of researchers in this field, the high rates of
scientific communication form a demand for holding thematic conferences and publishing relevant
materials, which is why a significant part of publications on the topic is published in conference
proceedings (46%), which is significantly higher than the average level (14.5%) (Fig. . The
share of reviews (4%) is slightly below the average for all topics (5.7%), which, probably due to
relative novelty.

The subject of this review is the application of DT concepts and technologies in large-scale
scientific infrastructure projects, which are often referred to as “megascience installations” in
Russian practice. Such installations usually include facilities for research in areas such as astron-
omy and high-energy physics. The research infrastructure is a complex of construction facilities,
engineering systems, precise control and measuring equipment, characterized by high complexity
and strict requirements for all operational parameters. In addition, these facilities are associated

90 Supercomputing Frontiers and Innovations



D.V. Kosyakov, M.A. Marchenko

with high operating costs, are sensitive to minor changes in their condition and environmental
conditions, and carry the risk of data loss during long-term and unique experiments.

Given the rapidly expanding application of DTs in the industries listed above, it can be
assumed that these concepts and technologies should be widely used in the design, monitoring,
control, management, and maintenance of large-scale scientific infrastructure. Integrating DTs
into such facilities has the potential to improve the efficiency and reliability of these infras-
tructure while reducing operating costs and minimizing the risks associated with data loss and
environmental factors.

The article is organized as follows. Section |1|is devoted to history, basic concepts and
definition of Digital Twins. In Sectionwe describe main terminology in the field of big science
and large-scale scientific infrastructure. Sectioncontains information about the use of Digital
Twins in large scale astrophysical projects. In Sectionwe provide information on application
of Digital Twins for particle accelerators control and tuning. Section gives brief information
about the Siberian Circular Photon Source (SKIF, in Russian). In Section@one can find goals
and objectives for Digital Twin of the SKIF. Sectionprovides analysis of necessary computing
resources and data storage volume for the Digital Twins of the SKIF. summarizes
the potential areas of application of Digital Twins in large projects of scientific infrastructure.

1. Basic Concepts and Definitions

According to the Russian State Standard , a digital twin is a system comprising a
digital model of a product and bidirectional information connections with the product or its
components. Let us investigate the previous publications on this topic that by many ways have
made technological basis for the Standard.

Grieves and Vickers gave the following definition of DT: “The DT is a set of virtual infor-
mation constructs that fully describes a potential or actual physical manufactured product from
the micro atomic level to the macro geometrical level” . As the main focus of this concept was
on production and the product life cycle, they also introduced the concepts of prototype DT
and instance DT with corresponding requirements. There are many attempts to supplement or
expand this definition @ The authors note that due to the multiplicity of concepts
and solutions in different application areas, as well as the substitution or inclusion of other con-
cepts in the DT concept, there is a significant diversity in the understanding and interpretation
of this concept. In the definition given by Glaessgen and Stragel in 2012 , a DT consists of
three main elements: a physical product, a virtual product, and flows data linking physical and
virtual products.

According to the monograph , DT is a set of approaches and solutions designed to solve
the problem that the increasing complexity of modern systems, as well as multi-component and
multi-functional products, is outpacing the growth in the capabilities of tools for their design,
manufacture and safe maintenance. And the solution to this problem lies in combining a range
of digital technologies to offer more efficient means of modeling, designing, building and main-
taining such complex systems. These tools must comprehensively describe the object, seamlessly
integrate with each other, ensuring digital continuity of the product creation environment, work
in close information connection with the subject of modeling and track all phases of its devel-
opment (phases of the life cycle). The main element in this definition is integration: integration
of digital technologies, integration of modeling tools based on continuous information exchange
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at the data level, integration of the model and modeling object based on information exchange
in near real time, integration of modeling at all stages of its life cycle.
From this definition and other interpretations, the following key attributes of DTs can be
distinguished :
e real-time reflection: DT's include both physical and virtual spaces, with the virtual space
serving as a precisely synchronized and accurate reflection of the physical space;
e interoperability and convergence: this function can be viewed from three perspectives:

— interaction and convergence in physical space: DT's provide comprehensive integration
of all flows, elements, and services, ensuring the interconnection of data generated at
different stages;

— interoperability and convergence between log/archive and real-time data: DTs depend
on a variety of data sources, including expertise and real-time information from all
implemented systems, enabling deeper analysis and more efficient use of data;

— interaction and convergence between physical and virtual spaces: in DT's, physical and
virtual spaces are interconnected by seamless channels that allow for easy interaction
between the two spaces;

e self-development: DTs support real-time data updates, allowing for continuous improve-
ment of virtual models by comparing them in parallel with their physical counterparts.
Although “digital twin” is the most commonly used term, “digital model” and “digital

)

shadow” are often used interchangeably to refer to digital representations of physical objects.
This trio of terms corresponds to the evolution of the concept: “digital model” represents a
virtual copy of a real physical object, “digital shadow” is its synchronous “reflection”, updating
its state based on data about a real object in real time, while a full-fledged “digital twin” also
provides data transfer to control systems of a real object, allowing to correct its state. Some
authors use the term “digital twin” to refer to “digital model” or “digital shadow”.

As we can see, the most important element of the DT concept is the digital representation of
a real or projected object in cyberspace. At the same time, if the initial concept assumed a high
degree of detail and completeness of this model, later supplemented by the requirement of full-
fledged behavior modeling, then there were disagreements about the information relationships
between the real object and its DT almost immediately. Later, as the concept extended to a
wide range of applications, the idea of the required degree of detail and completeness of the
digital model also changes. Taking into account the specifics of the tasks to be solved, it is often
sufficient to model only specific aspects of physical objects and systems in one way or another,

including on the basis of statistical models or machine learning methods .

2. On Terminology in the Field of Big Science and Large-Scale
Scientific Infrastructure

The term “megascience” was legitimized in 1992, when the OECD created the Megascience
Forum . This forum was then renamed the Global Science Forum. The term “megascience”
is actively used in Russian practice, both in official documents and in scientific literature. Of the
127 results that Scopus provides for the request TITLE-ABS-KEY (“megascience”), 76 belong
to Russian authors.

In foreign literature, the umbrella term “Big Science” has become more widespread (987
publications in Scopus), and this term refers to any large-scale projects, including those not
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related to unique scientific facilities . In the context of large scientific facilities or other
examples of research infrastructure and related research projects, the term Large Scale Research
Infrastructure is used . At the same time, this term is rarely used in the case of discussing
specific projects of Big Science, which somewhat complicates the task of finding publications
related to such projects and the use of DT technologies in them.

In this regard, the search was organized considering the main scientific areas in which re-
search infrastructure of the corresponding class exist, are being built or designed. Such areas
primarily include astronomy, particle accelerators, colliders, fusion reactors, and neutrino detec-
tors. The search was also carried out by the names of the most well-known projects in these areas.
The search results showed an extremely small number of publications about DTs in large-scale
scientific infrastructure projects.

3. Digital Twins for Astronomical Complexes

DT technologies are used or planned for use in three major astrophysical projects. The
Australian Square Kilometre Array Pathfinder (ASKAP) project is a radio telescope consisting of
36 parabolic antennas, each 12 metres in diameter, distributed in two dimensions with baselines
up to 6 kilometres . Fach antenna is equipped with a monitoring system that measures
parameters such as temperature, voltage, orientation and system status. DT technologies are
used to create a realistic virtual representation of everything a complex that reflects the current
state, allows displaying log/archive and current data on monitoring indicators. The developed
DT can be used both for controlling the complex and scientific experiments, as well as for
creating realistic visualizations, including for the purposes of public communication . This
project is part of the international Square Kilometre Array (SKA) project, the other part of
which is the MeerKAT telescope is based in South Africa. The use of DT technologies for
the effective operation of these complexes is discussed in the report .

China’s Five-hundred-meter Aperture Spherical radio Telescope (FAST), also known as the
Tianyang (Celestial Eye), is the largest filled-aperture radio telescope in the world, located in
southern China, officially commissioned in 2020 . An important structural element of the
FAST telescope is a flexible network of cables that supports the structure of the active reflector
and allows the geometry of the active reflector to be changed. This network is equipped with
more than 500 sensors for condition monitoring. Structural changes in the network associated
with material fatigue are a key technical problem that determines the condition of the entire
telescope. A DT of this cable network, based on data received from highly sensitive sensors and
other measuring equipment, is designed to monitor and predict the state of the system . The
DT uses a physical model made using the ANSY'S software package and provides an increase in
efficiency and a reduction in the cost of supporting the operation of this complex.

The overall design of the FAST telescope includes other equally important components,
respectively, there is a common task of monitoring the technical condition, supporting the op-
eration of other units and components, as well as presenting information about the project in
the media and other areas of scientific communication. In the article , the method of rapid
prototyping used in the creation of a DT of the entire complex, which is a detailed 3D model,
as well as a conceptual technical scheme for the use of the data center for the above purposes,
is presented. The authors note that for the safe and efficient operation of a plant of this class,
along with operational data, it is necessary to collect information about the state of the envi-
ronment, such as temperature, humidity, atmospheric pressure, wind speed and direction, light
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intensity, visibility, cloud cover and precipitation. This data can help optimize the operation of
the complex in various weather conditions and prevent the negative consequences of dangerous
natural phenomena. A prototype of the FAST’s DT for the purpose of automated control of the
telescope is also discussed in .

The extended ROentgen Survey with an Imaging Telescope Array (eROSITA) X-ray tele-
scope project, which is the main instrument on board the Spectrum-Roentgen-Gamma (SRG)
mission , uses DT technology in a completely different context. In they describe the cre-
ation of a data center based on real data obtained during the mission. This DT is used to tune
and test the algorithm for detecting clusters of galaxies and active galaxies galactic nuclei. This
high-level simulation dramatically increases the understanding of real-world data and enhances
the analysis capabilities of the complex arrays of signal sources observed by eROSITA.

4. Application of Digital Twins for Particle Accelerators

The booster is an integral part of the Fermi National Laboratory (Fermilab) accelerator
complex in the USA and provides a flux of low-energy neutrinos for the MicroBooNE exper-
iment @ The Gradient Magnet Power Supply (GMPS) is an important subsystem of this
accelerator complex and is implemented in the form of four power supplies evenly distributed
across the Fermilab Booster. Each feeds one of four complete gradient magnets, which are re-
sponsible for controlling and accelerating the 400 MeV proton beam that Booster receives from
the linear accelerator to an energy of 8 GeV. GMPS operates in a 15 Hz cycle between injec-
tion and beam output. Currently, there is an operator in the control loop setting targets for
a proportional-integral-differential control circuit that applies compensating offsets for GMPS.
The goal is to create a reinforcement learning-based control circuit to optimize the control pro-
cess . A DT of the Booster-GMPS system was used to train, calibrate, and validate the
model, created on the basis of real data collected during 6 months of operation of the complex
based on a long chain of elements of short-term memory (LSTM): one of the architectures of
recurrent neural networks.

The Compact Linear Collider (CLIC) is a projected accelerator that is being developed
as a complement to CERN’s accelerator complex. Its goal is to collide electrons and positrons
head-on at energies of up to a few teraelectronvolts (TeV). In order to optimally use its physical
potential, the CLIC is supposed to be built and operated in three stages at collision energies
of 380 GeV, 1.5 TeV and 3 TeV, respectively, on a section with a length of 11 to 50 kilome-
tres . In the design, construction and operation of such equipment, the spatial alignment of
the focusing beams of charged particles of magnetic assemblies is critical. Small deviations of
the electromagnetic axes lead to significant errors in the due to the large size of the structures
and the decrease in quality or failure of experiments. In the CLIC project, it is necessary to
provide spatial alignment of several thousand large assemblies larger than a meter within the
target combined standard uncertainty of 12 metres.

The authors in found several gaps in knowledge that limit this possibility. Among them
was the lack of uncertainty definitions to compensate for the thermal error applied to correct
the instability of assembly dimensions, after metrology, as well as in assembly and alignment
time. A new methodology was developed that used a combination of Monte Carlo modelling
and high-precision traceable reference measurements to quantify the uncertainty of the various
thermal expansion models used. The authors believe that this methodology can be used to create
high-precision DTs with known uncertainty not only for accelerators, but also for other large
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infrastructure facilities with high accuracy requirements even in the case of complex transient
modes of operation. Such data centers can help in optimizing the operation of complex equipment
and making important decisions.

In authors discuss the prospects for the development of the bERLinPro accelerator
recuperator project at Helmholtz-Zentrum Berlin (HZB), which was officially completed in 2020.
This accelerator complex will get a new life as part of the Sealab (Superconducting RF Electron
Accelerator Laboratory) project. It is assumed that Sealab will become a test site not only for
physical experiments and development of technical solutions, but also an ideal object for research
in the field of new control schemes for such complexes based on DT technologies and machine
learning.

At the IPAC’23 — 14th International Particle Accelerator Conference, held in May 2023 in
Venice, three reports were announced, touching on the topic of DTs in solving various prob-
lems in high-energy physics. The first report concerns the creation of a DT of the Karlsruhe
Research Accelerator (KARA) with information about the energy system within the framework
of the ACCESS (ACCelerator Energy System Stability) project in Energy Lab 2.0 in a simu-
lation environment in real time. The goal of the project is to test energy solutions that can be
applied to accelerators in a secure and flexible virtual environment, without interfering with the
experiments conducted at KARA, while maintaining high accuracy .

The second report discusses the creation of software tools for automatic tuning and
alignment of the electron source and beam transport line based on machine learning methods and
special simulation in the Test Brookhaven National Laboratory Accelerator Center. In this case,
it is assumed that the model will be applied to DTs of electron beams in the Sirepo simulation
environment, replicating the characteristics of real beams collected through the Bluesky system.

The third report focuses on the implementation of a new product lifecycle management
platform at CERN, combining log/archive data and data from different systems and external
partners into a common coherent framework. One of the main goals of this platform is to create
the foundation for DTs of current and future accelerators with the goal of radically reducing
development time, operation and maintenance costs.

In a presentation at the ICALEPCS Data Science and ML Workshop in 2021, Orali Edelen
and her colleagues presented a conceptual vision of the capabilities of artificial intelligence,
machine learning, and DT technologies at the SLAC National Accelerator Laboratory (Stanford
Linear Accelerator Center) in USA . It notes that in the complex of the X-ray free-electron
laser Linac Coherent Light Source (LCLS), about 400 hours a year are spent on setting up the
equipment, for different experiments the configuration changes several times a day, the tuning
cycle takes about 30 minutes. The cost of one hour of the experiment is estimated at 30 thousand
US dollars, so the losses associated with long, mainly manual cycles of equipment tuning can be
estimated at 12 million dollars.

At the same time, the creation of fast and accurate models that could provide automation
of tuning processes is complicated by the need to use computationally complex models, many
insignificant but tending to accumulate uncertainties, various kinds of fluctuations and noise,
implicit dependencies, nonlinear effects and instability. In this regard, the functioning of the
complex depends on the daily and constant work of operators, who ensure the performance of
tasks for monitoring and correcting the operation of equipment. The authors of the report see

a way out in the active use of machine learning technologies, real-time modeling, including the
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creation of DTs in the tasks of anomaly detection and fault prediction, diagnostics, automated

control and optimization.

5. Siberian Circular Photon Source (SKIF)

The Siberian Circular Photon Source (SKIF, in Russian), a 4+ generation synchrotron ra-
diation source, is under development near Novosibirsk, in the Koltsovo settlement. The SKIF
is comprised of an complicated accelerator complex, including a 200 MeV linear electron accel-
erator, a full-energy synchrotron booster, and a storage ring. This facility will feature a 3 GeV
relativistic electron storage with a 476 metres perimeter and an ultra-small calculated horizon-
tal natural emittance of 73.2 pm-rad, enabling it to generate synchrotron radiation beams of
maximum brightness in the 100 eV to 100 keV range at 30 experimental stations. Particularly,
for photon energies around ~1-5 keV, the emittance of the source reaches the wave diffraction
limit, enhancing the spatial coherence of the Synchrotron Radiation (SR) and broadening the
complex’s research capabilities .

It is known that SR, the electromagnetic radiation emitted by relativistic charged parti-
cles on curved trajectories, serves as a versatile tool for cutting-edge interdisciplinary research
and technology applications in various critical economic sectors, contributing to technological
sovereignty. SR sources, cyclic electron accumulators with several GeV of energy and orbital
lengths from several hundred meters to kilometers, generate intense beams of charged particles
with minimal phase volume emittance. These beams, moving in a transverse magnetic field,
produce powerful and bright radiation, channeled to experimental stations for diverse research
purposes.

Globally, dozens of SR sources are utilized for research in physics, chemistry, biology,
medicine, geology, archaeology, materials science, and applied radiation applications, repre-
senting the most numerous class of ultra-relativistic energy electron beam accumulators. These
facilities, operating in a collective access mode, provide infrastructure to various user organi-
zations based on open competition outcomes. The key user characteristics of SR sources hinge
prominently on the brightness and coherence of the emitted radiation. The brightness of an
SR source refers to the intensity of the photon flux it produces, while coherence pertains to
the uniformity and phase correlation of the radiation waves. The greater the brightness and
the higher the coherent fraction of the photon flux, the superior is the “quality” of the facility.
These attributes significantly enhance the facility’s appeal to researchers from various exter-
nal organizations. High brightness enables the study of faster processes and finer structures,
while high coherence is crucial for techniques like coherent diffraction imaging and holography.
Therefore, facilities that exhibit higher levels of brightness and coherence are more desirable for
cutting-edge research, attracting a broader spectrum of scientific inquiries and explorations.

6. Goals and Objectives for Digital Twin of the SKIF

The DT for the SKIF aims to unify diverse mathematical and machine learning models, as-
similate Big Data telemetry for identifying SKIF’s structures and parameters, optimize product
tuning using specific criteria, and integrate infrastructure components like software interfaces,
digital test sites, and visualization tools.

The primary principles of SKIF’s DT, as outlined , include real-time reflection en-
compassing both physical and virtual spaces, with the virtual space accurately mirroring the
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physical space. Furthermore, it supports self-improvement by updating models parameters in
real time, allowing continuous enhancement of mathematical models through parallel compari-
son with their physical counterparts. Figureillustrates the interaction between the DT, SKIF,
the automated control system (ACS) and the human operator.

Control and tuning
recommendations

1'r Information about
Digital Twin, works ACS,

operator
synchronously
with the SKIF Telemetry
data

Control
actions
and tuning

Telemetry data =
Digital Shadow

SKIF

Figure 2. Scheme of interaction between the DT, SKIF, ACS and human operator

A dedicated computing environment for its DT is necessary, consisting of a computing
platform for mathematical models and data integration, HPC servers and data storage. The
computing platform capabilities are as follows: collecting and assimilating telemetry data, real-
time control and tuning of the SKIF, making virtual experiments simulating critical operating
modes, storing log/archive data archives, making experiment and data management, providing
information security, making public demonstrations and users training.

The platform contains of a set of detailed mathematical models for precise virtual experi-
ments and parametric analysis of phenomena. Purpose of the models: simulation of heat trans-
fer, electromagnetism, radiation-sample-detector interactions, thermomechanical stresses and
deformations, and stability and seismic resistance, etc. To make computations using detailed
mathematical models, a HPC cluster is needed.

The set of models is central approach to conduct virtual experiments allowing for the simu-
lation of various scenarios in a controlled virtual environment. This aspect is especially beneficial
for tests that are impractical or risky to perform physically. Predictive analytics form a crucial
part of these models, encompassing performance forecasting and anomaly prediction. These an-
alytics aid in preemptively identifying potential operational challenges or deviations, facilitating
timely maintenance and upgrades. This foresight is instrumental in scheduling equipment mod-
ernization and repairs, ensuring the facility’s state-of-the-art status and optimal functionality.

The planning of experiments is also refined through these models. By simulating different
parameters and conditions, they aid in optimizing experimental procedures, leading to more
effective and efficient research outcomes. Additionally, the models play a pivotal role in tuning
experimental data, a process vital for the calibration of instruments and validation of experi-
mental results, ensuring their accuracy and reliability.

The platform includes Deep Machine Learning models and surrogate methods for fast com-
putations. The surrogate solver, a blend of a Deep Machine Learning solver and a set of rapid
mathematical models, will operate online in real physical time, using detailed mathematical
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models results as synthetic datasets. It has a property of self-teaching through telemetry data
and synthetic dataset assimilation. This solver will work primarily for SKIF tuning and control.

Data assimilation is a critical process, integrating and analyzing information through de-
tailed mathematical models that run offline on a supercomputer cluster. Figurepresents the
data assimilation scheme in the SKIF’s DT.
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Figure 3. Scheme of data assimilation in SKIF’s DT

The platform also comprises a 3D Building Information Model (BIM) of the SKIF, SKIF’s
documentation and research method descriptions.

The control scheme of the SKIF, as shown in Fig. demonstrates how the DT technology
integrates with the facility’s operational management. This integration facilitates real-time mon-
itoring and adjustment of the SKIF’s parameters, ensuring its performance is maintained at an
optimal level. The DT acts as an intellectual decision-support tool, enhancing the precision and
efficiency of the facility’s operations, and allowing for swift responses to operational changes or
anomalies. This holistic approach to managing the SKIF underscores the DT’s role in elevating

the facility’s operational capabilities.
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Figure 4. Scheme of controlling the SKIF by the DT
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7. Analysis of Necessary Computing Resources and Data
Storage Volume

Key computing tasks for SKIF encompass on-the-fly data processing through pipelines for
sampling and optimization of data acquisition parameters, deciphering crystal structures from
X-ray diffraction data, addressing the inverse problem of spectroscopy, and engaging in pattern
recognition, classification, and image processing . The tasks also include applying deep
learning neural network technologies, conducting mathematical modeling in quantum mechanics
and engineering calculations, developing customized algorithms and software systems for the
local community, and employing DT technologies for precise control and tuning.

The solution of the tasks assigned to the SKIF research team will be impossible without the
utmost level of informatization and intellectualization of the processes of obtaining new scientific
knowledge at this facility with the widespread use of Al technologies in data management chains
in order to quickly obtain the final results of the study.

One of the key aspects that ensure high economic efficiency and scientific effectiveness of
Large-Scale Scientific Infrastructure is a correctly selected and implemented data flow man-
agement policy based on modern information technologies. According to statistics, it is the
Large-Scale Scientific Infrastructure that are among the most demanding users of HPC re-
sources and structured storage of large amounts of information. Examples of such infrastructure
are nuclear-physical facilities such as the Large Hadron Collider (LHC) or the International
Thermonuclear Reactor (ITER), which is currently under construction. This should come as no
surprise: Large-Scale Scientific Infrastructure generates Big Data.

The importance of this problem is becoming more and more apparent, which is reflected
in the regular appearance of specialized articles, reviews, and entire thematic journal issues.
For example, in a recently published analytical review , prepared by the IT managers of
the four leading US synchrotron centers (APS, NSLS II, ALS and SLAC), forecasts the pace
of development of the needs of the US national network of Large-Scale Scientific Infrastructure
over the next few years. According to this forecast, by 2028, U.S. synchrotron sources will exceed
the exabyte threshold (quintillion, or 10*® bytes) in terms of the amount of experimental data
generated per year, and the requirements for peak performance of local computing systems will
approach, respectively, exascale (quintillion floating-point operations per second).

According to the authors of another analytical review , synchrotron crystallography
and, in particular, macromolecular crystallography for biomedicine and pharmaceuticals, as well
as computational tomography and other X-ray imaging techniques will be the key scientific areas
shaping trends for ultra-high-performance IT infrastructure. An extremely resource-intensive
experimental method is the recently developing resolving serial crystallography — microsecond for
4th generation synchrotron radiation sources and nanosecond for X-ray free electron lasers .

The IT infrastructure of the SKIF should include at least two layers. First layer combines
automation and computing resources localized at experimental stations directly connected to
information generators e.g., a high-speed two-dimensional detectors during a synchrotron exper-
iments. The elements of the automation complex distributed among the experimental stations
of the synchrotron radiation are entrusted with the role of experiment management, data col-
lection in accordance with the experiment configuration, and transmission of primary “raw”
experimental data to the DPC for subsequent processing and storage.

Second layer combines centralized computing facilities: resources hosted in the Data Pro-
cessing Center (DPC) of the experimental stations.These resources are entrusted with the func-
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tion of numerical mathematical processing of data obtained during the synchrotron experiment,
placing these data, as well as the results of their processing in file storage, as well as providing
access to them to the participants of the research collaboration.

The core switch of the SKIF’s DPC should provide for the presence of 100-200 Gigabit ports
to maintain high-speed communication with specialized or external computing resources, such as
the existing Siberian Supercomputer Center of the Siberian Branch of the RAS at the Institute of
Computational Mathematics and Mathematical Geophysics SB RAS or the promising Lavrentiev
Supercomputer Center in Novosibirsk Akademgorodok.

The detailed status of the SKIF project at the current stage allows us to carry out initial
assessments of the needs of experimental stations in data center computing resources and data
storage volume:

e the rate of “hot” experimental data from one critical detector is 100200 Gigabits per
second;
e volumes of “hot” detector experimental data for short-term storage 200-240 Terabytes per
day;
e the total bandwidth of the “hot” detector data storage system is 30-40 Gigabytes per
second;
e the speed of experimental data from the “slow” detector equipment of synchrotron radia-
tion stations is 10-20 Gigabits per second;
e the total peak rate of “slow” data from all six experimental stations is 200-250 Gigabits
per second;
e the volume of “slow” experimental data for all six stations is 20-30 Terabytes per day;
e the volume of long-term (year) “warm” storage of experimental data is 4-8 Petabytes per
year;
e universal multicore CPUs 275-350 Teraflops with double precision FP64;
e GPU accelerators 750-850 Teraflops with double precision FP64.
Besides, all experimental data, as well as telemetry data, must be stored eternally in accordance
with the FAIR principle .

In the above values, a portion of the computing resources is allocated to operate the SKIF’s
DT. According to preliminary estimates of the SKIF’s information complexity and based on the
experience of developing DTs at Peter the Great St. Petersburg Polytechnic University by the
team of A.L. Borovkov (see, for example, ), to carry out offline computations using a DT re-
quires about 100 Teraflops of computing power on universal multi-core CPUs. To conduct online
simulations primarily using neural network models, the digital twin requires about 10-30 Ter-
aflops on GPU accelerators. At the same time, to implement a continuous mode of additional
training of neural network models, about 100 Teraflops are required on GPU accelerators.

Conclusion

The review showed a slight but growing interest in the concept of DTs in the field of
large-scale scientific infrastructure. There is a reason to believe that, at least in a number of
cases, digital models with different bases are created in these tasks, connected by data flows
with physical objects, which is quite consistent with the concept of a DT, but the appropriate
terminology is not used. There is a growing interest in using machine learning technologies to
create such digital models in these areas. For example, a query like TITLE-ABS-KEY (“particle
accelerator®” AND (“neural network*” OR “machine learning”) ) yields 415 results in Scopus,
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most of which have been in recent years. It can be assumed that as the concept of DTs is
accepted in the scientific and engineering communities associated with big science and related
installations, the number of studies and cases of real application of DT technology will grow
rapidly, which has already been observed in other applied areas.

Analysis of the literature shows that potential areas of application of DT in large projects
of scientific infrastructure include:

e optimization of general management and reporting, increasing the efficiency of external
communications with management and financing organizations, society through the cre-
ation of realistic three-dimensional models of scientific facilities with the accumulation of
data on the state of the facilities themselves and the environment, experiments and main
results;

e monitoring, maintenance, anomaly detection, prediction of equipment failures based on
the collection and processing of data from sensor networks, comparison with the results of
simulations using physical models or neural networks trained on real data;

e management of the life cycle of complex scientific equipment through the creation and con-
stant updating of its DT, which provides consistent storage and processing of log/archive
and current information about its components and their condition, routine and urgent
work on configuration, repair, and updating of equipment;

e development, verification, fine-tuning of equipment and/or software for event detection
based on DT's of experimental spaces or observed objects and phenomena;

e creation and support of automatic control systems that provide optimization of operating
modes, reduction of time for setting up and changing configurations, reduction of delays
in the generation of control signals.

Conceptualizing these applications will accelerate and optimize the adoption of DT technolo-
gies, and provide attention to the potential benefits and possible drawbacks of the technology,
and the risks associated with its application. An essential issue related to this conceptualization
is the correct definition of the object, the virtual embodiment of which is the DT. We have al-
ready seen examples of DTs of the systems and objects under study, which is markedly different
from the classical interpretations of this technology. Probably, in the case of using a data center
for automated control of complex objects, we can say that a virtual copy of the “operator control
and control system control object control object” system is being formed, which also requires a
significant rethinking of classical approaches.

Thus, DT technologies have significant potential in the design, construction and operation
of large scientific infrastructure projects, providing the ability to virtually test various concepts
and configurations, accelerate and improve the processes of setting up and optimizing equip-
ment operation, monitoring the performance of critical components, predicting faults, which
will ultimately lead to more scientific results at the same or lower cost.

As a perspective, the experience and results of making the DT of the SKIF may be used in
the development of a universal platform for digital twins of other Large-Scale Research Infras-
tructure.
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