Unpublished Futuristic Focussed Areasin Computational
Chemistry

e Quantum-Inspired Molecular Design

o Quantum algorithms for predicting molecular stability

o Qubit-based mapping of chemical interactions

o Quantum neural networks for energy minimization

o Simulating chemical reactivity using quantum emulators

o Quantum tunneling effects in enzymatic catalysis

o Quantum computing applications in reaction kinetics

o Hybrid quantum-classical simulations for protein folding

o Quantum-enhanced retrosynthesis prediction

o Quantum cryptography for molecular data security

o Optimization of basis sets for quantum accuracy
o Al-Powered Predictive Cheminformatics

o Generative models for novel compound prediction

o Al inreaction mechanism discovery
Neural networks for binding affinity prediction
Reinforcement learning in synthetic chemistry planning
Explainable Al modelsin molecular activity profiling
Al-enhanced ligand docking simulations
Predictive toxicology using deep learning

o AutoML for structure-activity relationship modeling

o Big data analytics for metabol omics pathways

o Al-based formulation of pharmaceutical compounds
¢ Cloud-Integrated Molecular Simulations

o Deploying molecular dynamics on cloud GPUs

o Edge computing in real-time reaction simulations
loT-enabled simulation pipelines
Cloud-based parallelization of Monte Carlo ssimulations
Data fusion from multiple simulation platforms
Blockchain-secured simulation data tracking
Decentralized model training for reaction libraries

o

[¢]

[¢]

o

[¢]

[¢]

[¢]

o

[¢]

[¢]
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o Cloud-native visualization of molecular events

o Hybrid computing architecturesin chemical dynamics

o Cloud orchestration for Al-driven chemical discovery
e Green and Sustainable Computational Chemistry

o Eco-molecular modeling for green solvent design
Simulating bio-based degradable polymers
Predictive modeling of eco-toxicological pathways
Al for energy-efficient reaction mechanism prediction
Computational optimization of catalytic converters
Life cycle modeling of chemical products
Atom economy simulations for greener synthesis
Carbon footprint analysis using molecular data
Al for designing biodegradable surfactants
Virtual screening for sustainable nanomaterials
e High-Throughput Virtual Experimentation

o Al-curated high-throughput compound libraries

o Cloud-based HTS pipelines for lead discovery

o GPU-accelerated virtual reaction screening

o Integrating robotics with in silico modeling

o Parallel computation for synthetic route analysis

o Machine-learned feedback loopsin HTS

o Automation of reaction feasibility simulations

o Predicting multi-target effectsin combinatorial libraries

o Deep learning for cross-target pharmacokinetics

o HTS benchmarking using quantum-inspired solvers

[¢]

[¢]

[¢]

[¢]

[¢]

o

[¢]

[¢]

o

Contact Via Whatsapp on +91-7993084748 for Fee Details

Apply
5 Days Rs 3750 Rs 6000 -
10 Days Rs 4500 Rs 6750
15 Days Rs 4950 Rs 7200
20 Days Rs 6750 Rs 9000
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30 Days Rs 7500

45 Days Rs 9000

2 Months Rs 10500

3 Months Rs 12000

4 Months Rs 18000

5 Months Rs 22500

6 Months Rs 27000

7 Months Rs 28500

8 Months Rs 31500

9 Months Rs 36000

10 M onths Rs 43500

11 Months Rs 48000

1Year Rs 57000

18% additional GST on all fee structures.

Installment options are available for all durations.

NTHRY S Students

View this post on Instagram
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Certification

Hands-On Practical Exposure

Thesis

PowerPoint Assistance

Protocol Repetitions

References E E
Recommendations E E
Experience Letters E E

Placement Assistance E E
Placement Guarantee D D

Offline L ocations

3 Months
Duration

onwards

6 Months
Duration
Onwards

6 Months
Duration
Onwards

1 Year
Duration
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NTHRYSOPC PVT LTD Computational Chemistry Internship

Offline Timetable

3- 5 Hours per day | 4 Days Practicals/ week | 1 Day Reporting

Weekly Schedule

Tuesday to Friday: Practical Sessions
Saturday: Documentation Day
Sunday & Monday: Weekend Holidays

Lab Working Hours
9:30 AM t0 5:30 PM

Students/Scholars are assigned 3 to 5 hour s/day based on their protocols.
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Online M ode Wor kflow

2to 4 hoursper day asper discussed with NTHRY S Management befor e booking the
slot.

All activities (Online / Virtual and Offline) are managed through the NTHRY S Pr oj ect
Dashboard System — aweb portal designed exclusively to facilitate, guide, and track
your progress throughout each phase.

Phase 1. Topic/ Title Finalization

Guided assistance in selecting and refining your research topic or project title within
the dashboard interface.

Phase 2: Resear ch M ethodology Finalization

Step-by-step guidance in defining objectives, research questions, and methodol ogy
using interactive templates and mentor feedback on the dashboard.

Phase 3. Software, Tools, and Statistical Approaches

I nstall ation assistance, tool demonstrations, and access to recommended software
provided viathe dashboard with mentor instructions and documentation.

Phase 4: Task Execution

Students/scholars execute research tasks on their own systems while mentors monitor
and guide progress through the dashboard system.

NTHRYSOPC PVT LTD | smo@nthrys.com | +91 - 8977624748 | www.nthrys.com
A Ministry of Corporate Affairs Incorporated Company



http://www.nthrys.com

NTHRYS OPC PVT LTD Computational Chemistry Internship

Phase 5: Results Analysis

Data analysis, results review, and interactive discussions are facilitated through
dedicated dashboard modules ensuring research integrity.

Phase 6: Documentation

Proper documentation of results, methodology, and conclusions using dashboard
templates, ensuring consistency and completeness.

No Video Calls, No Theory Classes: All learning is task-based, with hands-on
execution by students/scholars under the guidance of mentors using the NTHRY S
Project Dashboard System.

Note 1: Candidates may select any one of the focused areaslisted for their internship. :
Note 2: Fundamental concepts are provided as guidance for candidates who require them; however,
candidates may chooseto bypass these sectionsif desired. :
Note 3: All candidates will gain practical, hands-on experience with every step outlined in the
 provided methodology. :
Note 4: Comprehensive placement assistance and career guidance will be availableto all candidates
i during and after theinternship. :
Note 5: We under stand that many students may lack basic practical exposur e dueto shortcomings

in their college education. Thisisnot the fault of the students but rather afailure of theinstitutions
and their staff. At NTHRYS, our staff excel at training every student from the ground up, ensuring
they gain the necessary skills and experience.
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