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MD Simulation Drug Binding Service Platforms
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RNA & Nucleic Acid MD Simulation Services MD Simulation Formulation Stability Tools
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Molecular Dynamics Consulting & Advisory Molecular Dynamics Startup GTM Strategy Tools
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Molecular Dynamics Project Topics and Focused Areas

MD Simulation Drug Binding Service Platforms
¢ Cloud-based MD Binding Affinity Prediction Engine
« High-throughput Virtual Screening Platform with MD Validation
¢ Al-Powered MD Protocol Optimization and Automation Service
¢ Real-time Binding Kinetics Analysis via Accelerated MD
« Multi-target MD Binding Selectivity Profiling Workspace
« Membrane-embedded Protein MD Drug Binding Solution
« MD-driven Lead Optimization and Scaffold Hopping Platform
* Quantum-Classical MD Hybrid Binding Prediction Service
* APl-enabled MD Binding Data Pipeline for Pharma Operations
» Mutant-specific Protein MD Binding Assay Service

MD Force Field Development Service Platforms
* Cloud-Based Force Field Parameterization and Validation Platform
« Al-Driven Coarse-Graining Force Field Generator for Large Systems
« High-Throughput Force Field Screening and Benchmarking Service
« Custom Polymer and Material Force Field Development SaaS
* Quantum-Classical Hybrid Force Field Development and Integration Tool
* Real-Time Force Field Validation Against Experimental Data Pipeline
* Machine Learning Assisted Force Field Parameter Optimization Engine
* Modular Force Field Library and Distribution Platform
« Automated Charge Derivation and Partial Charge Optimization Service

* Multi-Scale Force Field Bridging and Transferability Platform

Protein Conformational MD Simulation Services
 Cloud-Based Protein Folding Simulation Platform
¢ High-Throughput Drug Target Screening Service
¢ Real-Time Protein Dynamics Visualization Engine
* Automated Binding Affinity Prediction and Scoring
¢ Multi-State Conformational Sampling API Suite
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* Membrane Protein Dynamics Simulation Toolkit

« Protein Stability and Aggregation Risk Assessment

» GPU-Accelerated Custom Force Field Development Service
» Conformational State Transition Rate Calculation Engine

* Collaborative MD Simulation Project Management Platform

Free Energy Calculation MD Service Platforms
* Cloud-Based FEP Platform for Drug Binding Affinity Prediction
* Enterprise Alchemist Integration Suite for Relative Free Energy
» GPU-Accelerated Tl Calculation Engine for Industrial Scale
« MMPBSA Web Service for Membrane Protein Stability Screening
» Workflow Automation Platform for Multi-Replica Free Energy Studies
« Predictive ML Model Service for Rapid FEP Score Estimation
* QM/MM Free Energy Hybrid Engine for Fragment Optimization
* Real-Time FEP Visualization Dashboard for Medicinal Chemistry Teams
« Automated Ensemble FEP Protocol Generator for CRO Service Delivery

* Regulatory-Compliant FEP Data Management and Reporting System

MD-Based Drug Lead Optimization Services
» Real-time Protein-Ligand Binding Affinity Prediction Engine
¢ Cloud-Based High-Throughput Molecular Dynamics Screening Platform
« Automated ADMET Property Optimization Through Enhanced Sampling
» Al-Powered Off-Target Binding Prediction and Toxicity Assessment
« Conformational Ensemble Sampling for Hit-to-Lead Chemical Series
e Structure-Based Drug Design with Ensemble-Aware Molecular Docking
« Kinetic Stability and Residence Time Prediction Service
» Crystallographic Data Mining with Computational Validation Platform
» Polymorphism and Solid-State Form Prediction Through MD Simulation

* Resistance Mutation Profiling and Next-Generation Lead Refinement

MD Simulation Membrane-Drug Interaction Tools
» Real-Time Membrane Permeability Prediction SaaS Platform
* High-Throughput Membrane-Drug Binding Affinity Assessment Tool
« Al-Powered Lipid Bilayer Dynamics Optimization Engine
* GPU-Accelerated Transdermal Drug Delivery Simulation Suite
* Multi-Scale Membrane Transport Mechanism Visualization Platform

« Autonomous Membrane-Drug Interaction Screening Service Bureau
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* Membrane Fluidity and Drug Partitioning Prediction Toolkit
 Cloud-Native Blood-Brain Barrier Permeability Assessment Platform
» Membrane Destabilization and Drug Efficacy Modeling Software

« Integrated Drug Formulation and Membrane Compatibility Validation Engine

Coarse-Grained MD Service Platform Development
* Cloud-Based Coarse-Grained MD Simulation Engine Platform
* GPU-Accelerated Coarse-Grained MD Software Suite
» Al-Powered Force Field Parameterization Service
« Real-Time Molecular Visualization and Analysis Dashboard
« Enterprise Workflow Automation for Multi-Scale Simulations
« Predictive Material Property Engine Using Coarse-Grained Modeling
« Collaborative Research Platform with Integrated Data Management
« High-Throughput Screening Platform for Drug Delivery Systems
« Custom Model Development and Validation as Professional Service

« Integration Middleware for Legacy Simulation Software Ecosystems

MD Cloud Computing Platform Development
* Real-time MD Simulation SaaS Platform
« Distributed GPU-Accelerated MD Computing Cloud
¢ Multi-Tenant MD Workflow Orchestration Engine
¢ Al-Powered MD Parameter Optimization Service
« Enterprise MD Data Management and Analytics Platform
¢ Cost-Optimized MD Spot Computing Marketplace
¢ Collaborative MD Simulation Platform for Research Teams
¢ Quantum-Classical MD Hybrid Computing Platform
» Automated MD Benchmarking and Performance Profiling Service

* Regulatory-Compliant MD Audit Trail and Documentation Tool

MD Simulation Enzyme Engineering Services
* Enzyme Kinetics Prediction Platform for Drug Discovery
« Protein Stability and Mutation Analysis Software Suite
« Industrial Enzyme Optimization-as-a-Service for Biocatalysis
« Thermophilic Enzyme Engineering and Validation Platform
« Substrate Selectivity Prediction Engine for Synthetic Biology
« High-Throughput Enzyme Library Screening and Ranking System

« Cofactor Binding Optimization and Computational Docking Tool
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* Protein-Protein Interaction Analysis for Enzyme Complex Design
« Solvent Engineering and Conformational Stability Assessment Service

» Real-Time Enzyme Degradation Pathway Prediction and Mitigation

MD Simulation CRO Service Platform Dev
¢ Cloud-based MD Simulation Engine for Drug Discovery
» GPU-accelerated Protein Folding Prediction Service Platform
* Real-time Molecular Dynamics Visualization and Analysis Dashboard
* Al-powered Force Field Parameter Optimization Tool Suite
* Enterprise Batch MD Simulation Workflow Orchestration Platform
» Quantum-Classical Hybrid Molecular Dynamics Integration Service
« Ligand-Protein Binding Affinity Prediction Engine API
« Containerized MD Simulation Toolkit for Federated Computing Networks
» Molecular Dynamics Data Management and Results Repository Platform

« Predictive Molecular Dynamics Consulting and Simulation as a Service

MD Simulation SaaS Platform Development
* Cloud-Based MD Simulation Engine for Drug Discovery
* Real-Time Molecular Visualization and Analysis Dashboard
 Al-Powered MD Parameter Optimization and Workflow Automation
 Enterprise MD Data Management and Collaboration Platform
« High-Performance GPU-Accelerated MD Simulation Infrastructure
* Integrated Materials Science and Polymer MD Simulation Suite
* API-First MD Simulation Integration and Workflow Orchestration
¢ Quantum-Classical Hybrid MD Simulation Platform for Advanced Materials
« Regulatory Compliance and MD Simulation Documentation Management Tool

« Predictive MD Benchmarking and Performance Optimization Analytics

Molecular Dynamics Regulatory Support Tools
* Real-time MD Simulation Cloud Infrastructure Platform
» Autonomous MD Protocol Design and Optimization Engine
» MD Trajectory Analysis and Structure Prediction SaaS
» Regulatory Compliance Reporting for MD Simulations
* MD Force Field Parameterization and Validation Platform
» Multi-scale MD Integration and Data Management System
« Predictive MD Performance Benchmarking and Scaling Service

« MD Simulation Result Visualization and Stakeholder Reporting

www.nthrys.com | Page5 of 8


https://projects.nthrys.com/molecular-dynamics/md-simulation-enzyme-engineering-services/protein-protein-interaction-enzyme-complex
https://projects.nthrys.com/molecular-dynamics/md-simulation-enzyme-engineering-services/solvent-engineering-conformational-stability
https://projects.nthrys.com/molecular-dynamics/md-simulation-enzyme-engineering-services/enzyme-degradation-pathway-prediction-mitigation
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/cloud-based-md-simulation-engine-drug-discovery
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/gpu-accelerated-protein-folding-prediction-service
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/real-time-md-visualization-analysis-dashboard
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/ai-powered-force-field-parameter-optimization-tool
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/enterprise-batch-md-simulation-workflow-orchestration
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/quantum-classical-hybrid-md-integration-service
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/ligand-protein-binding-affinity-prediction-engine
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/containerized-md-simulation-toolkit-federated-computing
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/md-data-management-results-repository-platform
https://projects.nthrys.com/molecular-dynamics/md-simulation-cro-service-platform-dev/predictive-md-consulting-simulation-as-service
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/cloud-based-md-simulation-engine-drug-discovery
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/real-time-molecular-visualization-analysis-dashboard
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/ai-powered-md-parameter-optimization-workflow-automation
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/enterprise-md-data-management-collaboration-platform
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/high-performance-gpu-accelerated-md-simulation-infrastructure
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/integrated-materials-science-polymer-md-simulation-suite
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/api-first-md-simulation-integration-workflow-orchestration
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/quantum-classical-hybrid-md-simulation-platform-materials
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/regulatory-compliance-md-simulation-documentation-tool
https://projects.nthrys.com/molecular-dynamics/md-simulation-saas-platform-development/predictive-md-benchmarking-performance-optimization-analytics
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/realtime-md-simulation-cloud-infrastructure
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/autonomous-md-protocol-design-optimization
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/md-trajectory-analysis-structure-prediction
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/regulatory-compliance-reporting-md-simulations
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/md-force-field-parameterization-validation
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/multiscale-md-integration-data-management
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/predictive-md-performance-benchmarking-scaling
https://projects.nthrys.com/molecular-dynamics/molecular-dynamics-regulatory-support-tools/md-visualization-stakeholder-reporting

* Containerized MD Workflow Orchestration and Version Control

¢ Machine Learning Surrogate Models for Fast MD Property Prediction

Molecular Dynamics IP & Strategy Analytics
¢ Cloud-Based Molecular Dynamics Simulation Platform SaaS
¢ Al-Powered Molecular Dynamics Trajectory Analysis Engine
 Enterprise MD Simulation Workflow Automation Toolkit
» Real-Time Molecular Dynamics Visualization Analytics Dashboard
* Quantum-Classical Hybrid Molecular Dynamics Solver Service
* Predictive Force Field Parameter Optimization Platform
« Molecular Dynamics Data Integration and Interoperability Hub
« High-Throughput Molecular Dynamics Screening Service Bureau
« Molecular Dynamics Validation and Compliance Reporting Software

« Competitive Molecular Dynamics Benchmarking and IP Analytics Platform

Molecular Dynamics Market Intelligence Analytics
¢ Cloud-Based MD Simulation Platform as Service
« Al-Powered Molecular Property Prediction Engine
* MD Trajectory Analysis and Data Mining Software
« High-Performance Computing Resource Orchestration Platform
¢ Automated Workflow and Batch Simulation Management System
¢ Quantum-Classical Hybrid MD Integration Middleware
* Real-Time Collaborative MD Simulation Visualization Suite
« Predictive Maintenance and Stability Assessment Platform
« Multi-Scale Simulation Integration and Data Bridge Service

¢ Regulatory Compliance and MD Documentation Automation Tool

Molecular Dynamics Investment Analytics Tools
¢ High-Throughput Molecular Dynamics Simulation Cloud Platform
» Real-Time Protein Folding Prediction and Structure Analysis Tool
» Automated Force Field Parameterization and Validation Service
» Pharmaceutical Solubility and ADMET Prediction Platform
» Materials Discovery Engine for Battery and Polymer Research
* GPU-Accelerated Molecular Dynamics Workbench for Enterprise Labs
* Membrane Protein Dynamics and Drug Binding Affinity Platform
« Multi-Scale Molecular Dynamics Integration and Data Pipeline

* Regulatory-Compliant Molecular Simulation Documentation and Reporting Tool
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« Artificial Intelligence-Enhanced Molecular Dynamics Parameter Optimization Service

Antibody MD Simulation Service Platforms
* Cloud-Based Antibody Binding Affinity Prediction Platform
» Al-Powered Antibody Humanization Service with MD Refinement
 Enterprise Antibody Thermostability Screening Tool via MD
» White-Label Antibody MD Simulation Engine for Contract Research Organizations
» Monoclonal Antibody Manufacturability Assessment via MD Simulation
» Real-Time Antibody Escape Mutation Prediction SaaS Platform
 Multi-Specificity Antibody Design Optimization Commercial Service
 Antibody Immunogenicity Risk Profiling Platform with MD Analytics
* GPU-Accelerated Antibody Lead Optimization-as-a-Service Platform

 Therapeutic Antibody Shelf-Life Prediction Commercial Software Suite

RNA & Nucleic Acid MD Simulation Services
» Real-time RNA Folding Prediction SaaS Platform
* CRISPR-Cas9 Off-target Binding Simulation Engine
« DNA-Protein Interaction Kinetics Benchmarking Service
* MRNA Vaccine Stability and Degradation Modeling Tool
* Nucleotide Analog Incorporation Efficiency Prediction Software
« Aptamer-Target Affinity Optimization and Screening Platform
» Antisense Oligonucleotide Hybridization Prediction Engine
* Quadruplex Stabilization and Drug Binding Simulation Suite
* RNA-Small Molecule Docking and Affinity Ranking Service

* Membrane-Associated Nucleic Acid Delivery Mechanism Analyzer

MD Simulation Formulation Stability Tools
* Real-time MD Trajectory Validation SaaS Platform
* Automated Force Field Parameter Optimization Engine
* Predictive Simulation Stability Scoring System
* Enterprise-Grade MD Equilibration Automation Toolkit
» Multi-Scale Simulation Coupling Stability Verification Tool
» GPU-Accelerated Stability Checkpoint Management System
» Thermal Stability and Ensemble Consistency Verification Platform
« Artifact Detection and Trajectory Correction Engine
« Integration-Accuracy Assessment and Algorithm Selection Service

« Cross-Platform MD Formulation Portability and Stability Audit Suite
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Molecular Dynamics Consulting & Advisory
¢ Cloud-Based MD Simulation Platform as Service
* Al-Powered Molecular Dynamics Parameter Optimization
* Protein Folding and Dynamics Commercial Consulting
¢ Real-Time Molecular Dynamics Visualization and Analytics Tool
» Materials Property Prediction via MD Simulation Services
* Membrane Transport and Drug Permeability Assessment Platform
» Custom Force Field Development and Validation Services
» High-Throughput MD Screening for Drug Design Optimization
« MD Simulation Consulting for Industrial Chemical Processes

« Integrated MD Data Management and Workflow Automation Suite

Molecular Dynamics Startup GTM Strategy Tools
 Cloud-Native MD Simulation Platform for Pharma Discovery
« Al-Powered Protein Folding Prediction SaaS Tool
« Real-Time MD Trajectory Analysis Dashboard Platform
* Molecular Dynamics Benchmarking SaaS for Hardware Optimization
* Membrane Protein Dynamics Simulation Specialist Platform
« MD Data Management and Pipeline Orchestration Enterprise Software
¢ Quantum-Classical Hybrid MD Simulation Service Platform
* Machine Learning Force Field Generation and Validation Tool
« MD Simulation Results Interpretation and Report Generation SaaS

* Distributed MD Computing Marketplace for Academic-Industry Collaboration
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