
 

AGENDA 
 
Monday, February 12th, 2018 
 
3:00 pm - onwards Arrival and Hotel Check-in Click Here for Map from Airport 
   Main Lobby 
 
3:00 pm - 5:00 pm Workshop and Conference Registration  
   Main Lobby 
 
8:30 am - 4:00 pm External Advisors Meeting Click Here for Map of Meeting Space 
   Jackson 
 
6:00 pm - 7:00 pm Poster Session Setup   
   Jefferson  
 

5th BioXFEL International Conference  

 

Tuesday, February  13th, 2018 
 
7:30 am – 8:30 am Light Breakfast - St. Charles 
    
8:35 am – 8:45 am Conference Welcome - St. James  
   Conference Co-Chairs:  James Fraser (UCSF) and Richard Kirian (ASU) 
 
8:45 am – 11:55 am Exploiting the Time Resolution of SFX - St. James  
   Session Chairs:  George Phillips (Rice) and Christopher Kupitz (UWM) 
 
8:45 am – 9:05 am Takehiko Tosha (RIKEN) 

Time-resolved XFEL crystallography and in crystallo spectroscopy for probing reaction 
 dynamics of respiratory metalloenzymes    

9:05 am – 9:15 am Discussion 
 
9:15 am – 9:35 am Allen Orville (Diamond Light Source) 
   Dynamic Structural Biology at XFELs:  Complementary Tools Applied to  
   Metalloenzymes that Make or Break O2 Bonds 
 
9:35 am – 9:45 am Discussion 
 
9:45 am – 10:05 am Petra Fromme (ASU) 
   Time-resolved femtosecond crystallography studies of photosystem II and I with X-ray 
   Free Electron Lasers 
10:05 am – 10:15 am Discussion 
 
10:15 am –10:45 am  Coffee Break - The District 
 
10:45 am – 11:05 am Tatiana Domratcheva (MPI-H) 
   Computational-chemistry analysis of twisted and planar photochemical intermediates 
   provides guidance for time-resolved structure determination  
11:05 am – 11:15 am Discussion 

https://goo.gl/maps/D6r69KUKB1R2
file:///C:/Users/euppington/Dropbox/2018 Conference/Conference Book/3rd Floor Map.pdf
https://www.bioxfel.org/resources/1194/download/Single_Particle_Workshop_Agenda.pdg


 

11:15 am – 11:30 am Haiguang Liu (BCSRC) 
   Structure and dynamics of chloride ion pumping rhodopsin 
11:30 am – 11:35 am Discussion 
 
11:35 am – 11:50 am Leonie Flueckiger (La Trobe) 
   Rapid mixing and injection for studying molecular dynamics in time-resolved liquid 
   X-ray scattering experiments 
11:50 am – 11:55 am Discussion 
 
12:00 pm – 1:45 pm Lunch General Group - St. Charles 
 
12:00 pm – 1:00 pm Lunch Presentation on BioXFEL Opportunities for  
 University of Puerto Rico Students - Jackson 
 
12:00 pm – 12:45 pm Lunch Assessment Meeting for BioXFEL Postdocs only - Magazine 
 
1:00 pm – 2:15 pm Alternative Scientific Career Discussion Panel - Jackson 
   Chair:  Ganesh Subramanian (ASU) 
    
2:15 pm – 5:20 pm Using XFELs on Non-crystalline Targets - St. James  
   Session Chair:  Abbas Ourmazd (UWM) and Ghoncheh Mashayeki (UWM) 
 
2:15 pm – 2:35 pm Jochen Hub (Gottingen) 
   Interpretation of (time-resolved) solution X-ray scattering data by explicit-solvent  
   molecular dynamics simulation 
2:35 pm – 2:45 pm Discussion 
 
2:45 pm – 3:05 pm Michael Brown (U of Arizona) 
   Femtosecond X-ray scattering of membrane proteins with a free electron laser 
3:05 pm – 3:15 pm Discussion 
 
3:15 pm – 3:45 pm Coffee Break - The District 
 
3:45 pm – 4:05 pm Carolin Seuring (CFEL) 
   X-ray coherent diffraction of amyloid fibrils on graphene:  past, present and future 

4:05 pm – 4:15 pm Discussion 

 
4:15 pm – 4:35pm Brenda Hogue (ASU) 
   Virus conformational landscapes from single-particle X-ray scattering 
4:35 pm – 4:45 pm Discussion 
 
4:45 pm – 5:15 pm Poster Blitz - St. James 
 Session Chair:  Richard Kirian (ASU) and James Fraser (UCSF) 
 
6:00 pm - 9:00 pm Dinner at Barcadia / Ohm Lounge Click Here for Map 
   601 Tchoupitoulas St, New Orleans, LA 70130  
 
 
 
   

https://www.google.com/maps/dir/Hilton+New+Orleans+Riverside,+New+Orleans,+LA/ohm+lounge+nola/@29.9479067,-90.0667368,18z/am=t/data=!4m14!4m13!1m5!1m1!1s0x8620a66da7a495c1:0x7796434557228ba9!2m2!1d-90.063697!2d29.947902!1m5!1m1!1s0x8620a67252a46c6b:0xa5888
https://www.google.com/maps/dir/Hilton+New+Orleans+Riverside,+New+Orleans,+LA/ohm+lounge+nola/@29.9479067,-90.0667368,18z/am=t/data=!4m14!4m13!1m5!1m1!1s0x8620a66da7a495c1:0x7796434557228ba9!2m2!1d-90.063697!2d29.947902!1m5!1m1!1s0x8620a67252a46c6b:0xa5888


 

Wednesday, February 14th, 2018 
 
8:00 am – 8:45 am Light Breakfast - St. Charles  
 
8:45 am – 11:35 am Getting Sample to the Beam - St. James  
   Session Chairs:  Uwe Weierstall (ASU) and George Calvey (Cornell)   
 
8:45 am – 9:05 am Andrea Katz (Cornell) 
   Mixing injector for time-resolved crystallography at X-ray free electron lasers 
9:05 am – 9:15 am Discussion 
 
9:15 am – 9:35 am Marie Gruenbein (MPI-H) 
   Considerations for SFX data collection at MHz XFELs 
9:35 am – 9:45 am Discussion 
 
9:45 am – 10:05 am Sarah Perry (UMass Amherst) 

Graphene Microfluidics for Room Temperature Crystallography 
10:05 am – 10:15 am Discussion 
 
10:15 am – 10:45 am Coffee Break - The District 
 
10:45 am – 11:05 am Alexandra Ros (ASU) 
   Droplet Microfluidics for Serial Femtosecond Crystallography with XFELs 
11:05 am – 11:15 am Discussion 
 
11:15 am – 11:30 am Peter Berntsen (La Trobe) 
   Serial crystallography development in partnership with the Australian Synchrotron 
11:30 am - 11:35 am Discussion 
 
11:35 pm – 12:30 pm Lunch General Group - St. Charles  
 
11:35 pm – 12:30 pm Lunch Assessment Meeting for all Women Undergrads, Grads, and Postdocs - 

Magazine 
 
12:30 pm – 1:30 pm Keynote Speaker:  Krystle McLaughlin (Vassar) - St. James  
   Taking a Community Centered Approach to Diversity  
 

1:30 pm – 4:40 pm New Applications in SFX - St. James  
   Session Chairs:  Wei Liu (ASU) and Benjamin Stauch (USC) 
 
1:30 pm – 1:50 pm Michael Hennig (LeadXpro) 
   X-ray Free Electron Laser: Opportunities for drug discovery 
1:50 pm – 2:00 pm Discussion 
 
2:00 pm – 2:20 pm Andrea Markelz (UB) 
   Measuring Protein Intramolecular Dynamics with Terahertz Light: Functional Changes 
   and Relevance to Biology 
2:20 pm – 2:30 pm Discussion 
 



 

2:30 pm – 2:50 pm Matthias Frank (LLNL) 
   Progress with solid sample supports for weakly diffracting objects 
2:50 pm – 3:00 pm Discussion 
 
3:00 pm – 3:20 pm Adrian Mancuso (EuXFEL) 
   Recent advances in instrumentation and methodology for XFEL structural studies from 
   the SPB/SFX team at the European XFEL 

3:20 pm – 3:30 pm Discussion 
 
3:30 pm – 4:00 pm Coffee Break - The District 
 
4:00 pm – 4:15 pm Matthew Coleman (LLNL) 
   Using XFELs to characterize nanolipoprotein particles that form HDL and LDL  
   complexes  
4:15 pm – 4:20 pm Discussion 
 
4:20 pm – 4:35 pm Gebhard Schertler (ETH-PSI) 
   Exploring G coupled protein receptors and membrane protein dynamics with X-ray free 
   electron lasers and solution NMR 
4:35 pm – 4:40 pm Discussion 
 
4:40 pm – 6:30 pm Dinner on your own  
 
6:30 pm – 7:00 pm  Musical Performance by BioXFEL Quartet 
 
7:00 pm – 9:00 pm  Poster Competition - Jefferson  
   7:00 - 8:00  Even Posters 
   8:00 - 9:00  Odd Posters  
 
Thursday, February 15th, 2018 
 
8:00 am – 8:45 am  Light Breakfast - St. Charles  
 
8:00 am – 12:00 pm  Poster Session Clean Up - Jefferson  
   *If you do not remove your poster you risk it being thrown away. 
 
8:45 am – 12:05 pm New  Measurement and Analysis Strategies- St. James  
   Session Chair:  Nadia Zatsepin (ASU)  and Natasha Stander (ASU) 
 
8:45 am – 9:05 am  Iris Young (LBNL) 
   XFEL diffraction studies of the oxygen evolving complex of photosystem II 
9:05 am – 9:15 am Discussion 
 
9:15 am – 9:35 am  Henry Chapman (DESY) 
   Incoherent diffractive imaging for structure determination at atomic resolution 
9:35 am – 9:45 am Discussion 
 
9:45 am – 10:05 am  David Case (Rutgers) 
   What can we learn from MD simulations of biomolecular crystals? 
10:05 am – 10:15 am Discussion 



 

10:15 am – 10:45 am Coffee Break - The District 
 
10:45 am – 11:05 am  Helen Ginn (Diamond Light Source Ltd. - Oxford) 
   The slip-and-slide algorithm: a refinement protocol for detector geometry 
11:05 am – 11:15 am Discussion 
 
11:15 am – 11:35 am  Doeke Hekstra (Harvard) 
   TBD 
11:35 am – 11:45 am  Discussion 
 
11:45 am – 12:00 am  Chenghua Shao (Rutgers) 
   XFEL structure deposition and data architecture support in PDB 
12:00 am – 12:05 am Discussion 
 
12:05 am – 12:15 pm Group Photo  
 
12:15 am – 1:00 pm Lunch General Group - St. Charles 
 
1:00 pm – 4:00 pm BioXFEL STC Meeting - FOR CENTER MEMBERS ONLY - St. James 
 
1:00 pm – 4:00 pm 10 min (3 powerpoint) talks on current BioXFEL collaborations.  
   Speakers in alphabetical order.  
   John Spence 
 
2:45 pm – 3:15 pm Coffee Break - The District 
 
 
    
 
    


