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Gain a practical, workflow-level understanding of X-ray crystallography data processing. From
raw diffraction images through indexing, integration, scaling, phasing, refinement and validation,
you will learn how high-quality macromolecular structures are generated, assessed and prepared
for deposition.

X Ray Crystallography Data Processing &
Refinement
Help Desk · WhatsApp

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

Session 1 — Data Collection Strategy & Image QC Session 2 — Indexing, Integration & Scaling

Session 3 — Phasing, Model Building & Refinement Session 4 — Validation, Deposition &

Troubleshooting

S e s s i o n  1
F e e :  R s  8 8 0 0   Apply Now

Data Collection Strategy & Image QC

Crystal assessment and data collection strategy

u n i t  c e l l  s c r e e n i n g  m u l t i p l i c i t y  &  c o m p l e t e n e s s

r a d i a t i o n  d a m a g e  c o n s i d e r a t i o n s

Raw image inspection and quality indicators

s p o t  s h a p e  &  s t r e a k i n g  i c e  r i n g s  &  o v e r l o a d s

r e s o l u t i o n  e s t i m a t i o n

X Ray Crystallography Data Processing & Refinement —
Hands-on

https://wa.me/919014935156
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Overview of processing suites and file formats

X D S  /  D I A L S  c o n c e p t s  H K L  f a m i l y  o v e r v i e w  M T Z ,

H K L ,  C I F  b a s i c s

S e s s i o n  2
F e e :  R s  1 1 8 0 0   Apply Now

Indexing, Integration & Scaling

Indexing and lattice determination

s p o t  f i n d i n g  u n i t  c e l l  r e f i n e m e n t  s p a c e  g r o u p

a m b i g u i t y

Integration and profile fitting

p e a k  p r o f i l e s  p a r t i a l i t y  &  o v e r l a p s  p e r - i m a g e

s t a t i s t i c s

Scaling, merging and data quality metrics

R m e r g e  /  R m e a s  /  R p i m  I / σ ( I )  &  C C 1 / 2  r e s o l u t i o n

c u t o f f s

S e s s i o n  3
F e e :  R s  1 4 8 0 0   Apply Now

Phasing, Model Building & Refinement

Phasing strategies and map calculation

M R  /  S A D  /  M A D  o v e r v i e w  f i g u r e  o f  m e r i t  d e n s i t y

m o d i f i c a t i o n  i d e a s

Model building in electron density maps

b a c k b o n e  t r a c i n g  s i d e  c h a i n  f i t t i n g  w a t e r  a n d  l i g a n d

p l a c e m e n t

Refinement cycles and parameter choices

R w o r k  /  R f r e e  B - f a c t o r  m o d e l s  r e s t r a i n t s  a n d

w e i g h t i n g

http://www.nthrys.com
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F e e :  R s  1 8 8 0 0   Apply Now

Validation, Deposition & Troubleshooting

Geometry and model quality checks

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

Comprehensive validation and outlier analysis

R a m a c h a n d r a n  p l o t s  c l a s h  s c o r e s  &  r o t a m e r s  m a p  v s

m o d e l  i n s p e c t i o n

Deposition, documentation and common problems

P D B  /  m m C I F  d e p o s i t i o n  v a l i d a t i o n  r e p o r t s

t r o u b l e s h o o t i n g  c h e c k l i s t

http://www.nthrys.com

