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Use state-of-the-art AI to predict, assess, and apply protein structures. Learn how to craft MSAs,
select templates, interpret confidence metrics, run monomer/multimer jobs, and prepare AI
models for downstream tasks like docking, design, and variant analysis—with reproducible,
automated pipelines.

AI-Driven Biomolecular Modeling (AlphaFold,
RoseTTAFold, ESMfold)
Help Desk · WhatsApp

S e s s i o n  I n d e x

Session 1 — Foundations: MSAs, Templates & Metrics Session 2 — Running

AlphaFold/RoseTTAFold Session 3 — ESMFold, Multimers & Refinement Session 4 — Mini

Capstone: AI Model → Application

S e s s i o n  1
F e e :  R s  6 3 0 0   Apply Now

Foundations: MSAs, Templates & Metrics

MSA and template strategy for robust predictions

H H b l i t s / J a c k H M M E R  M M s e q s 2  P D B  t e m p l a t e s

Confidence metrics and model selection

p L D D T  P A E  i p t m / p t m  ( m u l t i m e r )

Pitfalls: disorder, repeats, low-depth MSAs, domain splits

d o m a i n  s e g m e n t a t i o n  l i n k e r s

AI-Driven Biomolecular Modeling — Hands-on

https://wa.me/919014935156
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S e s s i o n  2
F e e :  R s  8 4 0 0   Apply Now

Running AlphaFold/RoseTTAFold

Local, server and cloud options; hardware & caching tips

G P U / C P U  c h o i c e s  d a t a b a s e s  m g m t  b a t c h  r u n s

Tuning inputs: MSAs, templates, recycles, ensembles

n u m _ r e c y c l e s  n u m _ e n s e m b l e s  t e m p l a t e  f i l t e r s

Interpreting outputs, ranking, and preparing models for use

r e l a x a t i o n  B - f a c t o r / p L D D T  m a p p i n g

S e s s i o n  3
F e e :  R s  1 1 2 0 0   Apply Now

ESMFold, Multimers & Refinement

ESMFold for fast predictions; when MSA-free helps

L M - o n l y  i n f e r e n c e  t h r o u g h p u t  v s  a c c u r a c y

Complexes & interfaces: AlphaFold-Multimer/RoseTTAFold2

c h a i n  p a i r i n g  i p t m  s c o r i n g  i n t e r f a c e  Q C

Relaxation, cleanup & docking-readiness

a m b e r _ r e l a x  c l a s h / g e o m e t r y  c h e c k s  m i s s i n g  l o o p s

S e s s i o n  4
F e e :  R s  1 4 0 0 0   Apply Now

Mini Capstone: AI Model → Application

Predict, assess and use a model for a downstream task

(docking/design/variants)

T h e o r y  +  P r a c t i c a l

http://www.nthrys.com
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Pipeline automation & provenance (batch runs, configs, logs)

S n a k e m a k e / N e x t f l o w  C o n d a / M a m b a  Q u a r t o  s u m m a r y

Deliverables: figures, tables, README & manifest

P D F  C S V / T S V  c h e c k s u m s

http://www.nthrys.com

