
NTHRYS OPC PVT LTD Virtual Screening Workflows — Hands-on

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

Design, execute, and document virtual screening (VS) campaigns that translate into actionable
hit lists. You will implement ligand-based (similarity, shape, pharmacophore) and structure-
based (docking, consensus rescoring) workflows with rigorous enrichment analytics, filtering,
and triage — all packaged as reproducible, audit-ready pipelines.
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Ligand-Based VS (Similarity/Shape/Pharmacophore)

Libraries & preparation

e n u m e r a t i o n  &  p r o t o n a t i o n  c o n f o r m e r s  ( E T K D G )

d i v e r s i t y / c l u s t e r  s e t s

Similarity & shape screening

E C F P / T a n i m o t o  3 D  s h a p e  o v e r l a y s  p h a r m a c o p h o r e  f i t

Filtering & triage basics
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P A I N S / L i p i n s k i / V e b e r  d u p  r e m o v a l  s c a f f o l d  s p l i t s
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Structure-Based VS (Protein Prep & Docking)

Targets & preparation

s t r u c t u r e  s e l e c t i o n  &  c l e a n u p  p r o t o n a t i o n / t a u t o m e r

s t a t e  b i n d i n g  s i t e  d e t e c t i o n

Docking workflow

s e a r c h  p a r a m s  &  e x h a u s t i v e n e s s  p o s e  c l u s t e r i n g

c o n s t r a i n t s  &  w a t e r s

QC & sanity checks

r e d o c k i n g / R O C - S c r e e n  d e c o y s  &  b e n c h m a r k s  p o s e

i n s p e c t i o n
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Scoring, Re-Scoring & Enrichment Analytics

Scoring & consensus

e m p i r i c a l  v s  k n o w l e d g e - b a s e d  r e s c o r i n g  &  M M / G B S A -

l i t e  r a n k  a g g r e g a t i o n

Enrichment & metrics

R O C / P R  c u r v e s  E F @ 1 % ,  B E D R O C  A U C  C I  &  s t a t i s t i c s

Triage & medicinal rules

A D M E T  &  t o x  f i l t e r s  a l e r t s  &  l i a b i l i t y  n o t e s  c l u s t e r

r e p s  &  n o v e l t y
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Mini Capstone: VS Campaign & Hitlist

Design & execute a hybrid VS campaign

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

Rank, filter & cluster

c o n s e n s u s  s c o r i n g  P A I N S / L i p i n s k i / A D M E T

r e p r e s e n t a t i v e  s e l e c t i o n

Deliverables

r a n k e d  h i t  l i s t  +  c l u s t e r s  e n r i c h m e n t  r e p o r t  ( R O C / E F )

r e p r o d u c i b l e  c o n f i g s / n o t e b o o k

http://www.nthrys.com

