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Build trustworthy docking benchmarks and validation reports. Learn dataset curation, unbiased
splits, proper metrics, statistical testing, and transparent reporting. Run multi-engine comparisons
and summarize performance with reproducible evidence.

Molecular Docking Benchmarking &
Validation Studies
Help Desk · WhatsApp

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

Session 1 — Benchmark Design & Datasets Session 2 — Metrics: Ranking & Poses Session 3 —

Bias, Stats & Reproducibility Session 4 — Mini Capstone: Build & Defend a Benchmark

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

Benchmark Design & Datasets

Choosing targets and actives/decoys; leakage and analog bias

control

D U D - E  D E K O I S  P D B b i n d

Chemistry hygiene: tautomers/protomers, duplicates & data

standardization

R D K i t  c h a r g e  s t a t e s  s a l t  s t r i p p i n g

Protein prep, grids & binding site definition

Molecular Docking Benchmarking & Validation Studies —
Hands-on

https://wa.me/919014935156
http://www.nthrys.com
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c o f a c t o r s / w a t e r s  b o x  s i z e / c e n t e r s

S e s s i o n  2
F e e :  R s  8 4 0 0   Apply Now

Metrics: Ranking & Poses

Virtual screening metrics & interpretation

R O C - A U C / P R - A U C  E F @ 1 / 5 / 1 0 %  B E D R O C / R I E

Pose prediction metrics & success criteria

R M S D  ≤  2 . 0  Å  t o p - n  s u c c e s s  i n t e r a c t i o n  r e c o v e r y

Engines & consensus scoring (overview)

V i n a / S m i n a  r D o c k  G O L D * / G l i d e *

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

Bias, Stats & Reproducibility

Split strategies & bias checks

s c a f f o l d / t i m e - s p l i t  p r o p e r t y - m a t c h e d  d e c o y s  Y -

r a n d o m i z a t i o n

Statistical testing & uncertainty

b o o t s t r a p  C I  D e L o n g  f o r  A U C  p a i r e d  t e s t s

Reproducible reports & provenance

c o n f i g s / s e e d s / l o g s  S n a k e m a k e / N e x t f l o w  Q u a r t o

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

Mini Capstone: Build & Defend a Benchmark

Create a target-specific set, run multi-engine VS, and compute

http://www.nthrys.com
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ranking/pose metrics with CIs

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

Consensus/score fusion & sensitivity analyses

r a n k  a g g r e g a t i o n  t h r e s h o l d  s w e e p s

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

