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potential input to the collaborative and development for polymer property prediction. |

interactive sessions during the meeting contributed to the development of the

(max 2000 characters). AdaptDelivery platform, an online
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molecular dynamics simulations, machine
learning models, and interactive web-based
visualization tools for predicting structural
polymer properties such as the radius of
gyration (Rg) and solvent-accessible surface
area (SASA).

My contributions include the development of
machine learning workflows, implementation
of artificial neural network models, integration
of computational simulations with predictive
frameworks, scientific visualization and web-
platform deployment using Python, Flask,
PyTorch, Plotly.js, and 3Dmol.js. | also
contributed to the development of distributed
computational workflows for NAMD molecular
dynamics simulations and to the design of
scalable data-driven prediction pipelines.

Within the EuMINe COST Action, am
interested in contributing particularly to WG2
(materials informatics and computational
approaches), WG3 (training and capacity
building) and WG5 (dissemination and
communication). | would be interested in
collaborative activities related to machine
learning for materials science, data-driven
prediction frameworks, reproducible
computational workflows, scientific web
platforms and Al-assisted modeling
approaches.

| also look forward to participating in
collaborative discussions and interactive
sessions activities focused on computational
materials science, polymer informatics and
interdisciplinary machine learning
applications.
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Polymers are highly versatile materials with
broad applications in materials science,
biotechnology, and drug delivery. However,
predicting their structural properties remains
challenging due to their chemical complexity
and conformational diversity. In this work, we
present AdaptDelivery, a polymer informatics
platform integrating molecular dynamics
simulations, machine learning models and
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interactive web-based visualization for rapid
prediction of key structural descriptors.

The framework combines simulation-derived
datasets with artificial neural networks to
establish structure—property relationships
across diverse synthetic and natural polymers.
The resulting models are deployed within the
online platform AdaptDelivery, enabling real-
time prediction, interactive visualization and
user-driven exploration of polymer systems.
Ongoing developments focus on expanding
the supported polymer space and
incorporating additional physicochemical
properties for broader applications in
computational materials science and polymer
informatics.
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