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About the workshop	Comment by 轶 刘: About是介绍会议背景，放在首页
The rapidly evolving domain of data-driven science marks a transformative shift across various scientific disciplines, establishing itself as a cornerstone alongside traditional pillars such as experimentation, theoretical analysis, and computation. At the heart of this paradigm shift is Artificial Intelligence (AI), which offers unparalleled opportunities for unveiling the intricate relationships between composition, structure, and the properties or performance of materials. This revolution paves the way for accelerated materials discovery and innovation, propelling the field into a new era of research and development.
In response to the burgeoning impact of AI on materials science, the International Workshop on Data-Driven Computational and Theoretical Materials Design (DCTMD2024) emerges as a pivotal event. This workshop is the result of a collaborative effort between Shanghai University (SHU) in China and the NOMAD Lab at the Fritz Haber Institute in Germany. DCTMD2024 is designed to serve as a confluence for leading scientists and researchers specializing in the cutting-edge realm of data-driven AI methodologies and their applications in both computational and experimental materials design.
The primary objective of DCTMD2024 is to facilitate a comprehensive exchange of the latest research findings and breakthroughs in the field. By congregating a diverse assembly of experts and pioneers, the workshop endeavors to ignite stimulating discussions on the myriad of challenges and burgeoning opportunities within data-driven materials science. It is a forum intended not just for showcasing the current state of the art but also for exploring future directions and fostering collaborative networks among attendees.
[bookmark: _GoBack]The significance of events like DCTMD2024 cannot be understated. They act as critical catalysts for advancing the frontier of materials research in the AI age, encouraging a synthesis of ideas and methodologies that could lead to the next wave of innovations. Through such collaborative and interdisciplinary exchanges, the workshop aims to chart a course for the future of materials design, one that is increasingly informed by the insights and efficiencies offered by AI and data-driven approaches.

Topics and themes	Comment by 轶 刘: 会议主题单独一页置顶
· Data management and stewardship for materials 	Comment by 轶 刘: 各项主题超链接关联下面更详细的介绍
· Artificial intelligence (AI) for materials design
· AI/autonomous/self-driving/automatic materials lab
· High-throughput computational and experimental materials design
· Advanced computing for materials design

The International Workshop on Data-Driven Computational and Theoretical Materials Design (DCTMD2024) will explore a variety of cutting-edge topics, reflecting the dynamic interplay between artificial intelligence (AI), advanced computing, and materials science. The focus areas are strategically chosen to highlight the innovative approaches and technologies that are propelling materials research into new frontiers. Below is a detailed exploration of the topics:
· Data Management and Stewardship for Materials
This theme emphasizes the crucial role of effective data management and stewardship in the lifecycle of materials data, from creation and storage to sharing and analysis. It will cover strategies for ensuring data integrity, reproducibility, and accessibility. Discussions will delve into the development of standards and frameworks for materials data, metadata management, and the establishment of open databases and repositories, facilitating the exchange of data within the scientific community.
· Artificial Intelligence (AI) for Materials Design
Under this topic, the workshop will showcase how AI and machine learning algorithms are revolutionizing the design of new materials. It will explore the application of predictive models to discover materials with desired properties, optimization algorithms for materials composition and processing conditions, and the use of AI to understand complex materials phenomena. Case studies demonstrating successful AI-driven materials discoveries and the integration of AI tools in the design process will be highlighted.
· AI/Autonomous/Self-Driving/Automatic Materials Lab
This area focuses on the automation of materials research through the development and application of autonomous or self-driving laboratories. These labs leverage AI and robotics to perform experiments, analyze results, and iteratively refine hypotheses and experimental conditions with minimal human intervention. The discussions will include advancements in robotic systems in lab environments, automatic materials synthesis and characterization technologies, and AI algorithms that enable autonomous decision-making, aiming to increase the efficiency of materials discovery and development processes.
· High-Throughput Computational and Experimental Materials Design
The workshop will explore high-throughput techniques that allow for the rapid screening and evaluation of vast libraries of materials. Topics will include automated computational protocols as well as experimental synthesis and characterization methods, computational screening of material databases, and the integration of computational and experimental approaches for accelerated materials design. Emphasis will be on the methodologies, tools, and infrastructures that support high-throughput screening workflows and the challenges associated with data analysis and management in large-scale studies.
· Advanced Computing for Materials Design
This topic will cover the role of advanced high-performance computing (HPC) technologies, and advanced computational algorithm or theory in materials science. Discussions will focus on how these technologies enable the simulation and modeling of materials at unprecedented scales and resolutions, from quantum mechanical calculations to mesoscale and continuum models. The potential of new computing paradigms, such as quantum computing, in overcoming current limitations in materials simulation and design will also be explored.
Together, these topics represent the forefront of research and development in materials science, driven by advancements in AI, automation, and computing technologies. DCTMD2024 aims to foster a deep understanding of these areas, encouraging collaboration and innovation among participants from diverse backgrounds in academia, industry, and research institutions across the world.

Workshop chairs
· Matthias Scheffler (NOMAD Lab, FHI, Germany)	Comment by 轶 刘: 名字超链接关联下面详细介绍
· Tong-Yi Zhang (MGI, SHU, China)

The chairs of the International Workshop on Data-Driven Computational and Theoretical Materials Design (DCTMD2024) are composed of esteemed members whose expertise is integral to guiding the scientific direction and ensuring the high quality of the workshop's content. Here's a brief overview of the chairs:

· Matthias Scheffler (NOMAD Lab, FHI, Germany)
Matthias Scheffler is a key figure at the NOMAD (Novel Materials Discovery) Laboratory, associated with the Fritz Haber Institute (FHI) in Germany. His extensive research in theoretical and computational materials science, particularly in developing and applying computational methods to predict material properties, makes him a pivotal member of the scientific committee. Scheffler's leadership in the NOMAD Lab, which focuses on creating a comprehensive materials database and developing advanced analytics tools, underscores his commitment to advancing the field of data-driven materials science.

· Tong-Yi Zhang (MGI, SHU, China)
Tong-Yi Zhang founded the Materials Genome Institute (MGI) at Shanghai University (SHU), China. The MGI is the first Materials Genome research institute in China aiming the acceleration of the discovery, design, and deployment of new materials through the integration of computational, experimental, and data-driven techniques. Zhang's work focuses on the application of materials informatics and high-throughput methods for materials design and discovery. His expertise in bridging computational models with experimental validation is essential for fostering the workshop's focus on the synergistic development of computational and experimental approaches in materials science.
The chairs' role includes overseeing the workshop's thematic focus, selecting keynote speakers and presentations, and facilitating discussions that aim to address current challenges and identify future directions in data-driven materials science. The combination of Matthias Scheffler's and Tong-Yi Zhang's expertise ensures a well-rounded and innovative scientific program that aligns with the workshop's goals of advancing materials research in the AI era. Their leadership and vision are crucial for curating a platform where scientists, researchers, and practitioners from around the world can share insights, foster collaborations, and explore the frontiers of data-driven materials design and discovery.


Program Organizers
· Matthias Scheffler (Fritz Haber Institute, Germany) 	Comment by 轶 刘: 名字超链接关联下面更详细说明
· Yi Liu (Shanghai University, China)
· Markus Buehler (Massachusetts Institute of Technology, US)
· Rika Kobayashi (Australian National University, Australia)

The International Workshop on Data-Driven Computational and Theoretical Materials Design (DCTMD2024) boasts a distinguished lineup of program organizers from leading institutions around the globe, each bringing a wealth of expertise and vision to the forefront of materials science and engineering. These organizers play a pivotal role in shaping the thematic direction, content, and overall success of the workshop. Here's a closer look at the organizers:

· Matthias Scheffler (FHI, Germany)
Matthias Scheffler is a prominent figure in the field of materials science, associated with the Fritz Haber Institute (FHI) in Germany. His research interests span theoretical and computational materials science, focusing on the development of methods to understand material properties at the quantum level. Scheffler's work in applying first-principles calculations to predict and analyze the electronic, structural, and thermodynamic properties of materials and leading the construction and applications of NOMAD materials database has made significant contributions to the field.

· Yi Liu (SHU, China)
Yi Liu, representing Shanghai University (SHU) in China, brings expertise in computational materials science and engineering, with a particular focus on the application of AI and machine learning techniques in computational and experimental materials design and discovery. Liu's research involves developing algorithms and computational models to predict new materials with desired properties, optimizing material synthesis processes, and facilitating the integration of AI and computational tools in experimental research.

· Markus Buehler (MIT, US)
Markus Buehler is a renowned professor at the Massachusetts Institute of Technology (MIT) in the United States. His interdisciplinary work at the intersection of materials science, engineering, and biology, particularly in the modeling and design of biomaterials and hierarchical materials, has been widely recognized. Buehler's innovative approaches to understanding material properties through bio-inspired designs and the use of AI to uncover new materials and structures underscore his leadership in the field.

· Rika Kobayashi (ANU, Australia)
Rika Kobayashi from the Australian National University is an expert in computational chemistry and materials science. Her research focuses on the development and application of computational methods to study the chemical and physical processes in materials. Kobayashi's contributions to understanding the mechanisms of material behavior at the molecular level and her work in advancing computational techniques to explore materials under different environmental conditions are pivotal to the field.

Together, these organizers bring a diverse and complementary set of skills and perspectives to DCTMD2024, ensuring that the workshop covers a wide range of topics within data-driven materials science. Their collective experience in theoretical, computational, and experimental approaches to materials design, combined with their leadership in applying AI and advanced computing techniques, will provide a rich and inspiring environment for participants to engage with the latest research and innovations in the field.


Local Organizing Committee
· Jincang Zhang (SHU, China)
· Lingyan Feng (SHU, China)
· Yi Liu (SHU, China)
· Runhai Ouyang (SHU, China)
· Zihan Wang (SHU, China)

Contact
Dr. Runhai Ouyang (rouyang@shu.edu.cn) 


Registration fee*
	Type
	Faculty/staff/postdoctoral
	Students

	Early bird
（before July 1st，2024）
	3200.0 RMB
(450.0 USD)
	2800.0 RMB
(400.0 USD)

	Normal
	3500.0 RMB
(500.0 USD)
	3200.0 RMB
(450.0 USD)


*Please note that accommodation and travel costs are not included in the registration fee. 

The registration fees for the International Workshop on Data-Driven Computational and Theoretical Materials Design (DCTMD2024) are structured to encourage early registration, offering a discounted rate for those who register before July 1st, 2024. Here is a detailed breakdown of the registration fee structure for different participant categories:
· Early Bird Registration (Before July 1st, 2024)
· Faculty/Staff/Postdoctoral: 3200.0 RMB (or 450.0 USD)
· Students: 2800.0 RMB (or 400.0 USD)
· Normal Registration (After July 1st, 2024)
· Faculty/Staff/Postdoctoral: 3500.0 RMB (or 500.0 USD)
· Students: 3200.0 RMB (or 450.0 USD)

It's important to note that these registration fees do not cover accommodation and travel costs, which participants will need to arrange and finance independently.

Recommendations for Participants:
· Early Registration: To take advantage of the discounted rates, consider registering for the workshop before the early bird deadline on July 1st, 2024.
· Budget Planning: Since accommodation and travel expenses are not included in the registration fee, it's recommended to plan your budget accordingly and explore accommodation options early, especially to secure favorable rates.
· Funding and Sponsorships: For students and postdoctoral researchers, it may be worthwhile to seek funding or sponsorships from your home institutions or external funding bodies to cover the registration, travel, and accommodation costs.
· Visa Requirements: International participants should check visa requirements well in advance and factor in the potential costs and processing times into their travel plans.
· Participation Value: Despite the costs, participating in DCTMD2024 offers valuable opportunities for learning, networking, and presenting your research to an international audience of peers and leaders in the field of data-driven materials science.

By planning ahead and considering these aspects, participants can ensure a smooth and beneficial experience at the workshop, making the most of the opportunities for professional development and collaboration.



Important dates
· March 15, 2024: Workshop website launched online
· March 22, 2024: First-round announcement
· March 29, 2024: Online registration starts
· May 1st, 2024: Abstract submission starts
· June 1st, 2024: Hotel reservation starts
· July 1st, 2024: Second-round announcement
· October 1st, 2024: Abstract submission closes
· October 1st, 2024: Hotel reservation closes
· October 9-13: Workshop
· October 9, 2024: arrival and on-site registration
· October 10, 2024: start of workshop 
· October 12, 2024: end of workshop
· October 13, 2024: departure

For participants and interested parties planning to attend the International Workshop on Data-Driven Computational and Theoretical Materials Design (DCTMD2024), it's crucial to keep track of the following key dates to ensure smooth preparation and participation:

Important Dates Overview:
· March 15, 2024: The workshop's website will be launched online, providing potential attendees with detailed information about the event, including themes, speakers, and registration details.
· March 22, 2024: The first-round announcement will be made, offering an overview of the workshop's agenda, keynote speakers, and other essential information to prospective participants.
· March 29, 2024: Online registration for the workshop will open, allowing individuals to officially register their intent to attend the event.
· May 1st, 2024: The abstract submission portal will be activated, inviting researchers and professionals to submit their abstracts for consideration for presentations or poster sessions.
· June 1st, 2024: Hotel reservation options will become available, facilitating attendees in securing accommodation near the workshop venue.
· July 1st, 2024: A second-round announcement will provide updates on the workshop program, confirmed speakers, and other relevant information.
· October 1st, 2024: Both the abstract submission and hotel reservation are closed. The scientific program and abstract book will be finalized. The hotel reservation may also be made but needs the participant’s contact on their own.

Workshop Schedule:
· October 9, 2024: Participants will arrive and complete their on-site registration. This day may also offer informal networking opportunities as attendees arrive.
· October 10, 2024: The formal start of the workshop sessions, featuring keynote speeches, presentations, and panel discussions.
· October 12, 2024: The workshop's concluding day, marked by the final sessions and closing remarks, summarizing the event's outcomes and future directions.
· October 13, 2024: Scheduled departure day for attendees, marking the end of the workshop activities.

Recommendations for Attendees:
· Early Registration: Ensure to register online as soon as the registration opens to secure your spot and potentially benefit from early bird rates.
· Abstract Preparation: Start preparing your abstracts well in advance of the May 1st submission start date to ensure they align with the workshop's themes and guidelines.
· Accommodation: Plan to book your hotel as soon as reservations open to ensure convenient and comfortable lodging.
· Travel Arrangements: Make travel arrangements early, considering visa requirements if traveling internationally, to avoid last-minute hassles.
· Engagement: Prepare to engage actively in the workshop through presentations, discussions, and networking events, maximizing the learning and collaboration opportunities.

Marking these dates on your calendar and preparing accordingly will ensure a productive and engaging experience at DCTMD2024.


Venue
Grand Central Hotel Shanghai (上海大酒店), Shanghai, China	Comment by 轶 刘: 酒店名字加超链接
Address: 505 Jiujiang Road, Shanghai, China 200001
Tel：86-021-5353-8888
Hotel website: http://www.wbh-sh.com/shanghai/html/english/sh.html

The International Workshop on Data-Driven Computational and Theoretical Materials Design (DCTMD2024) is set to take place at the prestigious Grand Central Hotel Shanghai, located in the heart of Shanghai, China. This choice of venue reflects the workshop's commitment to providing attendees with a premium experience, combining top-tier academic discussions with world-class hospitality. Here's a closer look at the venue details:
Grand Central Hotel Shanghai (上海大酒店)
Address: 505 Jiujiang Road, Shanghai, China 200001
Telephone: 86-021-5353-8888
Hotel Website: Grand Central Hotel Shanghai (http://www.wbh-sh.com/shanghai/html/english/sh.html)	Comment by 轶 刘: 此处配酒店图片，包括外观，大堂和会场等

Venue Highlights:
· Central Location: Situated on Jiujiang Road, the hotel boasts a central location in Shanghai, offering easy access to the city's commercial, entertainment, and cultural attractions, e.g., Shanghai bund and Nanjing Road etc. This makes it convenient for attendees to explore Shanghai during their stay.
· Accommodations: The Grand Central Hotel Shanghai offers luxurious accommodations with a range of amenities designed to ensure a comfortable and relaxing stay. Attendees are encouraged to book their rooms early to secure their stay at the venue itself or in nearby hotels.
· Conference Facilities: Equipped with state-of-the-art conference and meeting facilities, the hotel is an ideal setting for the workshop's sessions, presentations, and networking events. These facilities are designed to foster an engaging and productive environment for all participants.
· Accessibility: The hotel's location provides excellent connectivity to major transportation hubs, including airports and railway stations, facilitating easy travel for international and domestic attendees.
· Dining and Leisure: With a selection of dining options within the hotel and numerous restaurants and eateries nearby, attendees will have the opportunity to enjoy Shanghai's vibrant culinary scene. Additionally, the hotel's proximity to major attractions allows for leisure and sightseeing opportunities.

Planning Your Stay:
· Booking: Attendees are advised to visit the hotel's website to explore room options and make reservations. Considering the workshop's schedule, it may be wise to book accommodations for the duration of the event, including arrival and departure dates.
· Travel Arrangements: Plan your travel to Shanghai, keeping in mind visa requirements (if applicable) and transportation options from the airport or train station to the hotel.
· Exploring Shanghai: Allocate some time in your schedule to explore Shanghai's rich cultural heritage, modern attractions, and bustling markets, making the most of your visit to one of China's most dynamic cities.

Choosing the Grand Central Hotel Shanghai as the venue for DCTMD2024 not only underscores the workshop's dedication to excellence but also enhances the overall experience for attendees, blending academic enrichment with the luxury and convenience of a premium hotel in a major global city.
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