Workshop: 

Advances in Crystallographic Data Analysis and Acquisition

Time:   19th Oct 2004

Place:   ALS, room 2202

Program:

10:00 – 10.45   Ana Gonzalez, (SSRL): 
Anomalous Dispersion phasing experiments at SSRL.


  1. Planning the experiment before the synchrotron visit.
  2. Options  for data collection: 3MAD, 2MAD, SAD...when and how.
  3. Data processing:
     +Tips for processing MAD data with MOSFILM
     +Fast "on-line" data processing using SSRL scripts.
  4. Examples using real data (including one radiation damaged set).

11:00 – 11.45  Paul Adams, (LBNL and UCBerkeley):

 Automation of Structure Determination.


  1. Automation at the beamline (LABELIT etc.).
  2. Feeding information in PHENIX.
 3. Refinement algorithms, where things should be moving in the future.

12:00 – 12.45  Ashley Deacon, (SSRL):

Direct methods applications in macromolecular structure determination.

 
  1. Snb,SHELX and MAD sub-structure determination.
  2. Ab-initio structure determination with DM.
  3. Automated model building using Arp/Warp,Resolve, based on JCSG experiences and test cases.

1:00 – 2:00 LUNCH. 



2:00 – 2.45  Wladek Minor, (Univ. of Virginia):
 Rapid Generation of the Initial Model from Diffraction Data.

 
  1. Rapid Generation of the Initial Model from Diffraction Data.
  2. Automated data processing using HKL2000. (demonstration session at the beamline with  real data).

2:55 – 3:05 Coffee Brake
                    location: ALS Patio. 


3:05 - 3.50  Rob Thorne, (CHESS):

New Approaches to Crystal Handling, Mounting and Low-Temperature Data Collection for the High-Throughput Era.


  1. current methods of room and low-temperature data acquisition (capillaries, cryoloops, flash cooling), and the criteria for obtaining optimum diffraction data;
 2. experimental and theoretical work on flash cooling, and its implications for how you  select, mount, cryoprotect and flash cool  crystals. 
  3. New sample mounting methods based on MicroMounts that simplify mounting (especially automounting) and cryoprotection, provide more  rapid flash cooling and less background scatter, and simplify data collection from the  very small (sub-50 micron) crystals that can  now be routinely used in structure determinations. 


4:00 - 4:15  Closing Discussion.


4:15 – 5:30  Data processing at the beamlines.

1. HKL2000 processing of virus data (W. Minor)

2. Elves: a tutorial (J. Holton) 

3. PHENIX processing of SAD data (P. Adams)

4. SHARP(auto) basics (E. Bursey)

5. BEST strategy for data collection (C. Trame)

5:30        ALS User's Meeting and Workshop Awards Dinner

                location: ALS Patio. 

