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Sreejit Soman, 
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Resource PersonRegistration Details

Click here to Register

Registration Fee : ₹500/

Hybrid Mode

Account Details
Name : 
THE COORDINATOR NG-
AMS WORKSHOP DAC

Acc No : 45393143560

IFSC : SBIN0070235

Branch : COCHIN 
UNIVERSITY CAMPUS

Phone No: 7025296254
Email : ngamsworkshop@gmail.com

https://nyro.tilda.ws/

Limited Seats Only

https://gamma.app/?utm_source=made-with-gamma
https://docs.google.com/forms/d/e/1FAIpQLSd81MAvijSeP7ao0Gctl4VPPi_pEHHpgL2G0xgvVgzMAR274w/viewform?usp=header


Workshop Schedule

Day01 : AMS Applications
Molecular Periodic DFT

• Workshop Overview & Objectives
• Introduction to Amsterdam

Modeling Suite (AMS)
• ADF Fundamentals: Density

Functional Theory (DFT) for
Molecular Systems, Handson -
AMS GUI covering the applications
of AMS

Introduction to AMS and Modules
(09.30AM - 12.30PM)

• Introduction to ReaxFF
• Molecular Dynamics and Related 

Applications
• Hands-on: Battery Modeling, Ionic 

Diffusion BAND, QE, PLAMS

ReaxFF & ML Potentials
Applications
(02.00PM- 05.00PM)

Introduction to ReaxFF
(09.30AM - 12.30PM)

• Introduction to ReaxFF
• When to Use ReaxFF vs. DFT
• Hands-on: Bond Boost Method 

and the applications, Reaction 
Boost (Targeted MD) Bond 
Making & Bond Breaking, 
Reaction Discovery

ReaxFF, DFTB, MLP, 
ParAMS(Basics)
(02.00PM - 05.00PM)

• NEB (Using DFTB & MLP)
• ParAMS (Introduction and

basics exercises)
• Exercises covering the

applications of parametrizing
FF, MLPs using AWF

• Case study discussion for
ParAMS-ReaxFF

• Case Study discussion on
COSMO-RS application

Day 02 : Reactive Force Field 
Simulations

System Requirements: 
• Windows, MaC or Linux OS
• Laptops or Desktops with 64 Bits
• 4GB Ram, Core I5/Ryzen 3 Series CPUs with 5GB HDD storage required

for software installation
• Training licenses will be shared for the registered attendees.
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