
Integration
HKL-3000 is a pipeline component

Other systems provide additional
contextual up- and downstream
information

Pepdb
expression & purification

Xtaldb
crystallization

HKL-3000
Data collection, 

diffraction & structure solution

Wetlab
chemicals & solutions



HKL-3000



Program start – site file



Site file



Image



Indexing



Bravais lattice



Rejections



Integration



Scaling



Integrated system – HKL-3000
current status

HKL-2000, DENZO, SCALEPACK
SHELXD, SHELXE
MLPHARE, CYCLMLPHARE
DM, REFMAC
SOLVE, RESOLVE
ARP/WARP
STATBUILD
O, COOT,CCP4

Interactive development:
Integrated approach shows how the choice in one step
influences subsequent steps.  



APC 5010 (1xvi) 



Project setup 
Check against PDB during data collection



Possible Pseudo-translational 
Symmetry 



Anomalous signal detection 

Signal from Se-Met Signal from Sulfur



Feedback of possible hardware, 
sample or experiment problems

Detector
Goniostat
Cooling

Crystal decay
Experiment
Twinning
…..



Substructure solution

Data management in HKL-3000 - substructure solution



Double Conformation



Substructure enantiomorph
determination



SAD or  MAD phasing



NCS identification and use

From sites From map



Optimization of solvent content 
worthwhile but slow 

automatic optimization

manual



Model building and preliminary 
refinement  (10 minutes, 190aa)

Secondary structure after each cycle

Unidentified density -> Xtaldb



Low resolution SAD phasing 
difficult structure – no 

1ze0



How well does it work ?
1xvi  (Youngchang Kim)  



Structures solved in wrong target 

APC81521 ( ChangSoo)

Final model with right target
APC81521

Auto-build (resolve) model with wrong target
APC81501

To figure out the right target at the resolution of 2.5Ǻ
1. Manually build helixes and stands;
2. Submit this model to dali to find out several similar structures in PDB;
3. Search targetDB(MCSG) using the sequence of these structures to find out the right target.



MCSG 588 



MCSG 588
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