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SATURDAY, JULY 20

WK.01 Biological Small Angle
Solution Scattering - Theory and
Practice

Organizers: Richard Gillilan (MacCHESS, Cornell
Univ.), Edward Snell (Hauptman-Woodward Medi-
cal Research Institute)

Track A: Honolulu/Kahuku

Track B: Oahu/Waialua

Small angle solution scattering (SAS) is
experiencing a dramatic increase in popular-
ity within the structural biology community.
The availability of synchrotron radiation and
neutron sources, commercial lab-source SAXS
instrumentation, low-noise detectors, powerful
computing hardware, and better algorithms, has
made the technique accessible to a much larger
audience than ever before. At the same time,
biologists are investigating ever more complex
systems that pose increasing challenges to
conventional crystallography. Given that 75%
to 80% of soluble, purified, protein samples fail
to crystallize, having a solution-based technique
that can provide some structural information
is compelling. In addition, biological systems
are studied more and more in the context of
biologically relevant multi-macromolecule
complexes. SAS is an excellent technique to
pursue these problems.

This dual-track workshop brings together lead-
ing beamline scientists, experts in laboratory-
based BioSAXS sources, and experienced users
of the technique, to provide a unique, practical,
“HOW TO” course in SAS data collection, pro-
cessing, and interpretation. While a single day
of lectures and computer exercises can hardly
begin to cover the many powerful aspects of
solution scattering, this course is designed to
provide a foundation of essential information
for any serious student wishing to apply SAS
methods to problems in biology. Students will
additionally have the opportunity to interact
with experts to plan their proposed experiments.

Organizing committee: Michal Hammel
(Advanced Light Source), Thomas Irving
(Advanced Photon Source), Lin Yang (National
Synchrotron Light Source), Thomas Weiss
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(Stanford Synchrotron Light Source), Mark
van der Woerd (Colorado State University),
Matthew Benning (Bruker AXS), Gerd Langen-
bucher (Anton-Paar), Angela Criswell (Rigaku)

Workshop sponsors: Bruker, Rigaku, Anton
Paar, Wyatt Technology, Incoatec, and Dectris

Track A: Getting Started in Biological Small
Angle Solution Scattering: Your practical
HOW TO Guide

The “Beginners Track” will focus on basic
essentials and presumes that students have little
or no previous SAS knowledge. The sessions
will include both lectures and practical com-
puter exercises. Emphasis will be placed on
basic requirements for acceptable publication
of SAS data. Topics also include sample prepa-
ration and guidelines for judging data quality,
what to do about problematic (aggregated)
samples, Guinier analysis, molecular weight
determination, inverse Fourier methods and
envelope calculations. Students will also learn
some basics for home laboratory data collec-
tion and receive information about the various
synchrotron BioSAXS beamlines. While this
workshop is primarily focused on biological
X-ray solution scattering, we expect to provide
some content to raise student awareness on the
unique opportunities and advantages presented
by neutron scattering.

Speakers:

Angela Criswell (Rigaku), Javier Perez (Soleil),
Srinivas Chakravarthy (APS), Jill Trewhella
(U. Sydney), Richard Gillilan (MacCHESS,
Cornell U.), Andreas Keilbach (Anton Paar),
Juergen Graf (Incoatec), Edward Snell (HWI).

8:00 am Registration and software installation
help, introduce speakers

8:30 am BioSAS Welcome and Overview
8:45 am Basics: Scattering profile, Guinier
analysis, monodispersity, etc.

9:15 am Tutorial 1: Good data vs. bad data, tell
the difference, identify problems

10:15 am Coffee Break

10:30 am Molecular weight, Kratky plot &



flexibility, P(r) function

11:00 am Tutorial 2: Calculate a P(r) function,
determine MolWt, Dmax, Rg, 1(0)

12:00 pm Lunch (provided)

1:00 pm Sample preparation: I have aggrega-
tion, now what?

1:30 pm Shape reconstruction: how much can
you believe?

2:00 pm Tutorial 3: Shape reconstruction
HOW TO

3:00 pm Coffee break

3:15 pm Do try this at home: home source data
collection

4:15 pm Going beyond SAXS with SANS
5:00 pm Publishing your first SAS data: what
you should know

5:30 pm Conclusion

Track B: Using Advanced Methods in Bio-
logical Small Angle Solution Scattering

The parallel “Advanced Methods Track™ will
cater to the needs of the growing pool of experi-
enced BioSAXS users who have mastered basic
SAS data collection and analysis and are ready
to tackle more advanced analytical processing
techniques. The session will focus on tools and
proper techniques for evaluating SAXS data,
molecular mass, and flexibility. Modeling
software: FOXS,MES, FoxDOCK, AllosMod-
FOXS. Topics also include inference-free data,
similarity maps, heavy atom labeling,ensemble
analysis, mixtures and size exclusion chroma-
tography, NMR+SAXS, ab initio modeling at
the residue level. Since many departments and
multi-college consortia are starting to think
about building lab-based BioSAXS facilities,
a special lecture is planned which will help
familiarize students with the various approaches
and potential challenges for building lab source
BioSAXS facilities.

Speakers: Robert Rambo, Michal Hammel,
Greg Hura (ALS), Kushol Gupta (Perelman
School of Medicine, U. Penn), Alexander
Grishaev (NIH/NIDDK), Emre Brookes (U.
Texas Health Sci Center), Andreas Keilbach
(Anton Paar), Juergen Graf (Incoatec), Angela
Criswell (Rigaku), and others.
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8:00 am Registration and software installation
help, introduce speakers

8:30 am Ceriteria for evaluation of SAXS data-
part 1.

9:45 am Criteria for evaluation of SAXS data-
part 2.

10:15 am Coffee break

10:30 am Tutorial 1: Practical session with
SCATTER, FOXS, MES, FOXSDOCK and
SSM

12:00 pm Lunch (provided)

1:00 pm Contrast Matched SAXS from a Heavy
Atom Labeled Protein

1:45 pm SAXS combined with crystallography
and computation: Application of the Ensemble
Analysis, SASSIE

2:30 pm Advanced techniques in using crystal-
lography, NMR and SAXS to model solution
structure

3:00 pm Mixtures: HPLC+SAXS, US-SOMO
software

3:15 pm Coffee break

3:30 pm Tutorial 2: Solution structure model-
ing: Computational techniques for modeling
macromolecular flexibility, Ensemble model-
ing, ab intio modeling at the residue level etc.

4:30 pm Building a BioSAXS Lab Source:
things you should know

5:30 pm Conclusion



SATURDAY, JULY 20

WK.02 GSAS-Il Workshop

Organizers & Instructors: Brian Toby and
RobertVon Dreele
Waianae

The workshop will introduce the attendees to
the use of the new GSAS-II software package
for the reduction, solution and refinement of
crystallographic data, with particular emphasis
on powder diffraction data. All software needed
to install and run the software is freely avail-
able. The workshop will be targeted toward
individuals with some experience with Riet-
veld analysis and to experienced single-crystal
crystallographers with some knowledge of
powder diffraction. Attendees are required
to bring their own laptops with the software
already downloaded. Installation instructions
are found at http://subversion.xray.aps.anl.gov/
trac/pyGSAS.

The GSAS-II software suite will be the even-
tual replacement for GSAS and its associ-
ated graphical user interface (GUI) package,
EXPGUI, which are likely the most widely
used crystallography software package for
materials crystallography, particularly for
neutron and synchrotron powder diffraction
(Rietveld) fitting, but GSAS also sees use for
neutron single-crystal analysis and combined
x-ray single crystal/neutron powder diffraction
analysis. As one measure of their importance,
GSAS and EXPGUI together have received
>7,000 citations and continue to be cited many
hundreds of times annually.

The GSAS-II package has much wider goals
than GSAS. Although over time its capabilities
will continue to advance, the GSAS-II pack-
age already has capabilities needed for all
aspects of powder diffraction crystallographic
analysis, including area detector data reduction,
indexing, and structure solution by charge flip-
ping, in addition to the refinement and Fourier
map analysis capabilities that duplicate GSAS
features. GSAS-II can be used for analysis of
constant-wavelength x-ray and neutron powder
data, as well as X-ray and neutron single-crystal
data. Oak Ridge National Laboratory has indi-
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cated an interest in driving the adaptation for
time-of-flight neutrons. GSAS-II is a com-
pletely modern code, written almost completely
in Python and designed with a sophisticated
GUI and with advanced visualization features
integrated. GSAS-II is open source and is freely
distributed. GSAS-II has recently been made
available to the public, with the understanding
that new capabilities are being added and bugs
addressed on a continuing basis.

Because GSAS-II includes an area detector
calibration and integration module, the soft-
ware may be of interest within the APS where
powder diffraction is used for calibration of area
detector placement, or where radial integration
is used.

The workshop will concentrate on use of
GSAS-II for powder diffraction and will
cover reduction of area detector powder dif-
fracton images, structure solution and Rietveld
structure refinement techniques. Attendees
should bring their own laptops (Windows, Mac
and Linux are all supported) and should install
GSAS-1II prior to the workshop. Help will be
provided at the workshop to install the software
for anyone who has had trouble.

8:00 Coffee, tea and solving software
installation problems

9:00 An overview of GSAS-II capabilities
9:45 Area detector data reduction demo
10:00  Coffee break

10:20  Self-paced exercise 1: Area detector

data calibration and reduction

11:00  Autoindexing, charge-flipping and
Fourier demo
11:20  Self-paced exercise 2: Autoindexing,

structure solution & completion

12:00  Lunch break
1:30 Self-paced exercise 2, continued
2:15 Introduction to GSAS-II refinement

capabilities and Rietveld demo

2:45 Self-paced exercise 3: Rietveld refine-
ment exercise

3:30 Coffee break

3:50 Overview of restraints and constraints
4:10 Planned future developments for
GSAS-II

4:30 Participant feedback on potential



WK.03 Get the Most out of the
Cambridge Structural Database
System

Organizer & Instructor: Pete Wood, (CSD)
Instructor: Colin Groom (CSD)

Kohala/Kona

The Cambridge Structural Database (CSD)
is the world’s repository for small molecule
organic and metal-organic crystal structures. As
such, this chemically diverse database of more
than 600,000 molecules is a crucially important
resource for pharmaceutical discovery, materials
development, research and education. The Cam-
bridge Crystallographic Data Centre (CCDC)
not only distribute the CSD but also provide a
comprehensive set of software tools that enable
the valuable structural data to be searched, ana-
lysed, visualised and explored.

This workshop will introduce you to the data-
base and its associated software, known collec-
tively as the CSD System, and illustrate the use
of these structural data in a variety of applica-
tions. The workshop is ideal for inexperienced
and experienced users alike and will feature
introductory presentations for each component
of the CSD System followed by the opportunity
to use the software hands-on guided by our illus-
trative tutorials. Our experienced staff will be
available to assist with any questions you might
have. At the end of the workshop there will be
the opportunity to learn more about WebCSD
or to trouble-shoot with our experienced tutors.

09:00 Introduction to the CCDC and the
CSD System: ConQuest, Mercury and Data
Analysis Tools (Colin Groom)

09:30  Hands-on Session 1: Using Con-
Quest, Mercury and Data Analysis Tools (Colin
Groom, Pete Wood)

10:30  Coffee break

11:00  Introduction to the CSDS continued:
Advanced Mercury Functionality and Solid
Form Suite (Pete Wood)
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11:30  Hands-on Session 2: Using Advanced
Mercury Functionality and Solid Form Suite
(Colin Groom and Pete Wood)

12:30  Lunch (provided)

1:30 Introduction to the CSDS continued:
Mogul and IsoStar

2:00 Hands-on Session 3: Using Mogul
and IsoStar (Colin Groom and Pete Wood)
3:00 Coffee break

3:30 Introduction to WebCSD, the Online

Search Interface to the CSD (Pete Wood)

4:00 Choice of Hands-on Session 4:
WebCSD or Question and Answer Session

é Saturday Evening Activities A

First Time Attendee and
Student Meeting Orientation
5:30pm  Kohala/Kona

The focus of this informal session is to orient‘young
scientists’ and first time attendees to the structure
of the ACA Meeting and how to make the most of
their experience.

Opening Reception and
Exhibit Show

7:30pm Ballroom
Must have meeting name badge for entry

. /




SUNDAY, JULY 21

AW.01 Robert Bau Award

Presentation and Lecture
Cheryl Stevens, presiding

08:00-08:45am AW.01.01

From the Amino Acid Structures to Metal
Hydrides: Four Decades of Single- Crystal
Neutron Diffraction. Thomas Koetzle.

11.01 Multi-crystal and
Micro-crystal Data Collection

John Rose, Marian Szebenyi, presiding
Kohala/Kona

Funding for this session provided, in part, by Cornell Univ.-
Cornell High Energy Synchrotron Source

09:00-09:20am 11.01.01
Microfluidics for Nucleation Rates and in situ
X-Ray Diffraction of Protein Crystals. Seth
Fraden, Michael Heymann, Sathish Akella,
Achini Opathalage.

09:20-09:40am 11.01.02
Integration of in situ X-ray Diffraction Anal-
ysis with High-throughput Crystallization
Screening. Rick Roberts, Robin Owen, Joseph
Luft, Gaetano Montelione, Edward Snell.

09:40-10:00am 11.01.03
The Protein  Micro-crystallography — at
SPring-8. Masaki Yamamoto, Kunio Hirata,
Yoshiaki Kawano, Go Ueno, Hironori Mu-
rakami, Takaaki Hikima, Takashi Kumasaka.

10:00-10:30am Coffee Break

10:30-10:50am 11.01.04
Graphene as a Mounting Material for Protein
Crystals. Jennifer Wierman, Jonathan Alden,
Paul McEuen, Sol Gruner.

Registration Desk 07:30am Ballroom Foyer
Speaker Ready Room 07:30am lao Needle
Council Meeting Room 07:30am Puna
Exhibit Show. 10:00am Ballroom
Rigaku Lunch & Learn 12:00pm Royal Hawaiian Hotel-Regency Room Il
(invitation only pick up ticket at Rigaku booth)
Fiber Diffraction SIG Meeting 12:00pm Kohala/Kona
10:50-11:10am 11.01.05

Synchrotron-based Multi-crystal Crystallogra-
phy. Qun Liu, Yanqi Chang, Youzhong Guo,
Zahra Assur, Filippo Mancia, Wayne Hen-
drickson.

11:10-11:35am 11.01.06
Improvement of Data Quality for Radiation
Sensitive Crystals Using Multi-Crystal Dif-
fraction Assembly Methods. Michael Han-
son, Gye Won Han, Michael Sawaya, Mauro
Mileni, Jill Chrencik, Vadim Cherezov, Peter
Kuhn, Raymond Stevens.

11:35-12:00m 11.01.07
Novel Procedures to Obtain Structure from
Microcrystals. Sol M. Gruner.

13.01 Structural Enzymology (1)
Gerald Audette, Rebecca Page, presiding

Lanai

Funding for this session provided, in part, by Art Robbins
Instruments, Molecular Dimensions, Rigaku Americas

09:00-09:05am
Welcome and Thanks to Sponsors

09:05-09:30am 13.01.01
The Mega-Synthases from Polyketide and Fat-
ty Acid Biosynthetic Pathways. Sheryl Tsai.

09:30-09:45am 13.01.02
Structural Studies of the Aminoglycoside Ki-
nase APH(2”’)-IVa and its Inhibitors. Kun Shi,
Albert Berghuis.

09:45-10:00am 13.01.03
Eliminating Drug-Induced GI Toxicity by
Potently Disrupting a Symbiotic Bacterial En-
zyme. Adam Roberts, Bret Wallace, Madhu
Venkatesh, Urs Boelsterli, Sridhar Mani, Mat-
thew Redinbo.



SUNDAY, JULY 21

Small Angle Scattering SIG Meeting ........ccoccuvcvuecenne 12:00pm Honolulu/Kahuku
Joint SIG Meeting: Service & Small Molecules......... 12:00pm Waianae
BioMac SIG Meeting 5:00pm Lanai
GIG SIG Meeting 5:00pm Honolulu/Kahuku
Poster Session S 5:30pm - 7:30pm Ballroom
YSSIG Mixer (ticket required) 8:00pm Princess Kaiulani Hotel, Kapuni Room

10:00-10:30am Coffee Break

10:30-10:55am 13.01.04
Structure-based Analysis and Inhibition of
Cell-wall Biogenesis in Pathogenic Bacteria.
Natalie Strynadka.

10:55-11:10am 13.01.05
Multifaceted Analysis of PA4794 - A New
Protein Acetyltransferase. Karolina Majorek,
Misty Kuhn, Maksymilian Chruszcz, Wayne
Anderson, Wladek Minor.

11:10-11:35am 13.01.06
Protein Phosphatases: Structural Basis For
Function And Specificity. Wolfgang Peti,
Meng Choy, Senthil Kumar, Simina Grigoriu,
Clarissa Eibl, Manuel Hessenberger.

11:35-12:00pm 13.01.07
Mechanisms of Activation and Inhibition of
the Ubiquitin Conjugating Enzyme, Ubc13.
Mark Glover, Curtis Hodge, Stephen Camp-
bell, Jiyong Zhao.

13.02 Nanomaterial Structure
from Diffraction Data (l):
Theory and Modeling

Katharine Page, presiding

Oahu/Waialua

09:00-09:30am 13.02.01
Implicit Assumptions about Spatial Dimen-
sions in Diffraction Analysis. Ismail C. Noy-
an, Hande Ozturk, Hanfei Yan, John R. Hill.

09:30-10:00am 13.02.02
Pair Distribution Function Study of the Nano-
structured Mo-V-(Nb/Te) Oxides. Tatyana
Kardash, Ludmila Plyasova, Valentina Bond-
areva, Reinhard Neder.

10:00-10:30am Coffee Break

10:30-11:00am 13.02.03
Coherent X-ray Diffraction Imaging from
Nanostructures. Edwin Fohtung, Jong Woo,
Ross Harder, Na Le, Phillippe Lecoeur, Dafine
Ravelosona, Eric Fullerton, Oleg Shpyrko.

11:00-11:30am 13.02.04
Simulation of Short Ranged Ordered Deco-
rated Nanoparticles. Reinhard Neder.

11:30-12:00pm 13.02.05
Local Symmetry Increase on Cooling in
KNi,Se,: Representational Analysis of Ex-
tended Disorder in Large Atomistic Ensem-
bles. Tyrel McQueen, James Neilson.

13.03 Improving Structural
Models through Computational
Tips & Tricks

Louise Dawe, Jason Mercer, presiding
Waianae

09:00-09:30am 13.03.01
The Squeeze Tool in Platon and its Use With
Shelx12013 L.S. Refinement. Anthony Spek.

09:30-09:50am 13.03.02
CrowdPhase: Crowdsourcing the Phase Prob-
lem. Julien Jorda, Todd Yeates.

09:50-10:30am  Coffee Break

10:30-11:00am 13.03.03
‘Who is Afraid of a Pseudo-Merohedral Twin?
Ilia Guzei, Regine Herbst-Irmer, Apollinaire
Munyaneza, James Darkwa.

11:00-11:20am 13.03.04
Score Maps Improve the Clarity of Density

Maps. Dusan Turk.
7
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11:20-11:40am 13.03.05
Crystallography and Molecular Modeling: A
Co-Dependent Relationship. Amy Sarjeant,
Robert Kennedy, Daniel Clingerman.

11:40-12:00pm 13.03.06
How to Decrease R-free? Zbyszek Otwin-
owski, Dominika Borek, Marta Orlikowska,
Stephan Ginell, Wladek Minor, Marcin Cym-
borowski, Przemyslaw Porebski.

TR.01 Transactions Symposium
Neutron & Synchrotron Sources:
Role in Crystallography (I):
Small Angle Scattering

Richard Gillilan, Greg Hura, presiding
Honolulu/Kahuku

09:00-09:30am TR.01.01
High-throughput SAXS as a Complement
to Crystallography. Edward Snell, Thomas
Grant, Joseph Luft, Thomas Weiss, Tsutomu
Matsui, Lester Carter.

09:30-09:45am TR.01.02
FPLC-coupled SAXS: Potential Strategy for
Enhancing Sample Homogeneity and Data
Quality. Srinivas Chakravarthy, Thomas Ir-
ving.

09:45-10:00am TR.01.03
Connecting Structure with Biology by Com-
bining SAXS and Crystallography. Greg Hura,
Kevin Dyer, Michal Hammel, Robert Rambo,
David Shin, John Tainer.

10:00-10:30am  Coffee Break

10:30-11:00am TR.01.04
Using SAXS to Monitor Aggregation Pro-
pensities of Amyotrophic Lateral Sclerosis
Mutants of Superoxide Dismutase. Ashley
Pratt, David Shin, Gregory Merz, W. Andrew
Lancaster, Kevin Dyer, Peter Borbat, Michael
Adams, Jack Freed, Elizabeth Getzoff, John
Tainer.

11:00-11:15am TR.01.05
Automation and High-throughput SAXS Ap-
proaches at the Bio-SAXS/D Beamline BLA-
2 at SSRL. Thomas Weiss, Tsutomu Matsui,
Lester Carter, Ping Liu.

11:15-11:45am TR.01.06
Biological SAXS at the Australian Synchro-
tron. Nigel Kirby, Simone Beckham, Stephen
Mudie, Adrian Hawley, Haydyn Mertens,
Nathan Cowieson, Vesna Samardzic-Boban,
Matthew Wilce, Ulrich Felzmann, Jack Dw-
yer, Joanna Huang, Jarrod Sinclair, Andreas
Moll.

11:45-12:00pm TR.01.07
Chips and Robots: Screening, Mixing, and Di-
alysis on BioSAXS Beamlines. Richard Gil-
lilan, Mike Cook, Gregori Temnykh, Magda
Mgller, Sgren Nielsen.

03.01 General Interest (l)
Xiaoping Wang, presiding
Honolulu/Kahuku

01:30-01:50pm 03.01.01
Processing of Shutterless CMOS Detector
Data with the Bruker Apex2 Software Suite.
Charles Campana, Joerg Kaercher, Greg Wa-
chter, Stephen Leo, Bruce Noll.

01:50-02:10pm 03.01.02
The Pilatus 200K Detector for Small-Mole-
cule Crystallography. Lee Daniels, Joseph Fer-
rara, Masataka Maeyama, Mark Pressprich.

02:10-02:30pm 03.01.03
Better Data Quality and Advances in Twin
Data Processing in CrysAlisPro. Mathias
Meyer.

02:30-02:50pm 03.01.04
Beam Conditioning in Cutting Edge X-ray
Analytical Equipment. Juergen Graf, An-
dreas Kleine, Carsten Michaelsen, Christoph
Ollinger.

02:50-03:30pm  Coffee Break



03:30-03:50pm 03.01.05
Current Status of the Liquid-Metal-Jet X-ray
Source Technology. Bjorn Hansson, Oscar
Hemberg, Mikael Otendal, Tomi Tuohimaa,
Per Takman.

03:50-04:10pm  03.01.06

Improving Light-Atom Absolute Configura-
tion Determination with Ga Ko Wavelength.
Michael Ruf, Garold L. Bryant, Jr., Bruce C.
Noll.

04:10-04:30pm 03.01.07
The Compact Light Source - a New Gen-
eration Synchrotron X-ray Source. Roderick
Loewen, Ronald Ruth.

04:30-04:50pm 03.01.08
Neutron Scattering under High Pressure:
SNAP - Recent Results and Future Directions.
Antonio M. dos Santos, Jamie J. Molaison,
Christopher A. Tulk.

09.01 Dynamic & Flexible
Structures in Biomolecules (1)
Yun-Xing Wang, presiding

Waianae

Funding for this session provided, in part, by Rigaku
Americas Corp.

01:30-02:00pm 09.01.01
Quantitative Analyses of Unstructured and
Flexible Complexes Plus Comprehensive
Conformational Maps from Biological Small
Angle X-Ray Scattering With Crystallogra-
phy. John Tainer, Robert Rambo, Greg Hura,
Michal Hammel.

02:00-02:30pm 09.01.02
Dynamics and Kinetics of the Aptamer Do-
main of Adenine Riboswitch RNA for Ligand
Uptake. Xiaobing Zuo.

02:30-03:00pm 09.01.03
Plasma Lipoproteins: Where Flexibility and
Dynamics is at the Heart of Biological Func-
tion. Peter Laggner, Ruth Prassl, Matthew
Benning.

SUNDAY, JULY 21

03:00-03:30pm  Coffee Break

03:30-03:45pm 09.01.04
Intramolecular SH3-PRD Domain Interac-
tions Underlie the Molecular Basis for Cal-
cium-Dependent Conformational Changes
in Rat Endophilin A2. Kushol Gupta, Miao
Zhang, Yuan Chen, Patrick Loll, Gregory Van
Duyne, Ji-Fang Zhang.

03:45-04:00pm 09.01.05
Solution Structure of the IL-33 Signaling
Complex. Shu-Ying Wang, Xi Liu, Michal
Hammel, Xinquan Wang.

04:00-04:15pm 09.01.06
Investigation of Phonon-like Excitation in Hy-
drated Protein Powders by Neutron Scattering.
Xiang-giang (Rosie) Chu, Eugene Mamontov,
Hugh O’Neill, Qiu Zhang, Alexander Kolesn-
ikov.

04:15-04:30pm 09.01.07
Super-resolution in Solution X-ray Scattering
and its Applications to Structural Systems Bi-
ology. Robert Rambo, John Tainer.

04:30-04:15pm 09.01.16
Solution Structure and Biochemical Char-
acterizations of a Designed Tandem Coiled
Coil Protein. Donghyuk Shin, Gwanho Kim,
Yang-Gyun Kim, Sangho Lee.

11.02 Femtosecond X-ray Pulses:

Tools for Crystallography
Michael Bogan, presiding
Kohala/Kona

01:30-02:00pm 11.02.01
Recent Nano Crystallography Experiments at
CXI. Marc Messerschmidt, Sebastien Boutet,
Garth Williams.

02:00-02:30pm 11.02.02
2D Protein Crystallography using XFELs:
Results, Challenges, and Potential Solutions.
Mark Hunter, Matthew Coleman, James Ev-
ans, Nadia Zatspein, Stefan Hau-Riege, Ch-
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ing-Ju Tsai, Xiaodan Li, Bill Pedrini, Gebhard
Schertler, Matthias Frank.

02:30-03:00pm 11.02.03
Femtosecond High-resolution Diffraction
Studies of Metalloproteins at LCLS. Aina
Cohen, Winnie Bremmer, Ying Chen, Henrik
Lemke, James Holton, Jinhu Song, S. Michael
Soltis, C. David Stout, Yingssu Tsai, Diling
Zhu.

03:00-03:30pm  Coffee Break

03:30-04:00pm 11.02.04
XFEL Data Processing with cctbx.xfel. Johan
Hattne, Aaron Brewster, Nathaniel Echols,
Richard Gildea, Nicholas Sauter.

04:00-04:30pm 11.02.05
Simultaneous INverse Beam Anomalous Dif-
fraction (SINBAD). James Holton, Alastair
MacDowell, John Spence.

13.04 Nanomaterial Structure
from Diffraction Data (ll):
Experimental Advances

Katharine Page, presiding
Oahu/Waialua

01:30-02:00pm 13.04.01
Methodological and Software Advances for
Nanostructure Science. Simon Billinge.

02:00-02:30pm 13.04.02
Structure and Dynamics of the Surface Water
on SnO, Nanocrystals. Hsiu-Wen Wang, Da-
vid Wesolowski, Thomas Proffen, Lukas VI-
cek, Alexander Kolesnikov, Wei Wang, Jorge
Sofo, James Kubicki, Paul Kent, Lawrence
Anovitz.

02:30-03:00pm 13.04.03
Pulsed-reactant in situ Studies of “Inverse”
Cu/ceria Catalysts using Simultaneous XRD
and DRIFTS Measurements. Jonathan Han-
son, R. Si, W. Xu, S.D. Senanayake, K. Mudi-
yanselage, J. Rodriguez, E. Dooryhee, A. Yak-
ovenko, K. Chapman, P. Chupas.
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03:00-03:30pm  Coffee Break

03:30-04:00pm 13.04.04
Understanding Hydrogen Storage Properties
of Materials from the Local Structure. Hyun-
jeong Kim.

04:00-04:20pm 13.04.06
Evolution of Crystalline Order in ZnO
Nanoparticles in Sub-nanometer Range via in-
situ PDF. Mirijam Zobel, Reinhard B. Neder.

TR.02 Transactions Symposium
Neutron & Synchrotron Sources:
Role in Crystallography (II):
Supramolecular Assemblies

Christine Dunham, Eric Montemayor, presiding
Lanai

Funding for this session provided, in part, by Art Robbins
Instruments, DECTRIS, Emerald Biosystems, Fisher Sci-
entific, Formulatrix, Hampton Research Corp., MiTeGen,
Molecular Dimensions

01:30-02:00pm TR.02.01
Structural Studies of Ribosome-Dependent
Toxins Active During the Stringent Response.
Christine Dunham, Marc Schureck, Tatsuya
Maehigashi, Jack Dunkle, Stacey Miles, Jho-
mar Marquez.

02:00-02:30pm TR.02.02
The Active Site and Evolutionary Origin of the
Spliceosome. Kiyoshi Nagai, Wojciech Galej,
Thi Hoang Duong Nguyen, Chris Oubridge,
Jade Li, Andy Newman.

02:30-03:00pm TR.02.03
Structure Studies of Ribonucleoprotein Par-
ticles in CRISPR Pathways. Hong Li.

03:00-03:30pm  Coffee Break

03:30-04:00pm TR.02.04
Molecular Mechanisms of PLCb Activation.
Angeline Lyon, Somnath Dutta, Cassandra
Boguth, Georgios Skiniotis, John Tesmer.



04:00-04:30pm TR.02.05
Structural Studies of Bacterial Transcription
Complexes. Seth Darst, Brian Bae, Elizabeth
Campbell, Elizabeth Davis, Andrey Feklis-
tov, Jesse Hauver, Elizabeth Hubin, Katherine
Leon, Natacha Opalka, Albert Weixlbaumer.

04:30-05:00pm TR.02.06
Damaged DNA Induced UV-damaged DNA-
Binding Protein (UV-DDB) Dimerization
and its Roles in Chromatinized DNA Repair.
Joanne Yeh, Arthur Levine, Shoucheng Du,
Unmesh Chinte, Harshad Ghodke, Hong
Wang, Haibin Shi, Vesna Rapic-Otrin, James
Conway, Bennett Van Houten.

SUNDAY, JULY 21

12.01 Career Odyssey Panel
Katherine Hicks, Megan Sikowitz, presiding
Oahu/Waialua

05:00-06:30pm
Heba Abourahma, The College of New Jersey

James Holton, Lawrence Berkeley National
Laboratory

Michael Hanson, Receptos, Inc.
Rebecca Page, Brown University
Zoe Fisher, Los Alamos National Laboratory

Jim Pflugrath, Rigaku

2013 Margaret C. Etter Student Lecturer Awards

Each Scientific Interest Group (SIG) has the opportunity to select one student to receive
an award and to present a lecture in one of the sessions organized by that SIG. Selections
are based upon submitted abstracts and are independent of whether the student original-
ly requested an oral or poster presentation. Award winners are determined by the elect-
ed officers of the SIG. Students who are selected receive a monetary award of $250 and
a certificate to be presented at the beginning of their lecture.

Congratulations to this year’s winners:

BioMac

General Interest
Materials Science
Neutron Scattering
Service Crystallography
Small Angle Scattering
Small Molecule
Synchrotron Radiation
Young Scientist

.. Adam Roberts, UNC - Chapel Hill
Colleen Lopez,California State Univ.San M
Mirijam Zobel, Univ. Erlangen, Germany..

.. Rebecca Beadling, Indiana Univ. of Pennsylvania.

.. Christopher Rackauckas, Oberlin College

.. Donghyuk Shin , Sungkyunkwan Univ., Korea.

.. Andrew Cairns, Univ. of Oxford, UK

.. Jennifer Wierman, Cornell Univ....

...Karim Sutton, Univ. of Oxford, U



MONDAY, JULY 22

Rigaku Fun Run 6:00am Sheraton Hotel Lobby
Registration Desk 07:30am Ballroom Foyer
Speaker Ready Room 07:30am lao Needle
Council Meeting Room 07:30am Puna
Exhibit Show. 10:00am Ballroom
DECTRIS Lunchtime Seminar 12:00pm Royal Hawaiian Hotel-Regency Room I
Young Scientists SIG Meeting 12:00pm Lanai

AW.02 Fankuchen Award

Presentation and Lecture
Cheryl Stevens,presiding

08:00-08:45am AW.02.01
Richard E. Dickerson: A Retrospective. Alex
McPherson.

09.02 Nanostructured Thin Films
- Frontiers of Grazing Incidence
Scattering

Hiroshu Okuda, Detlef Smilgies, presiding
Waianae

09:00-09:30am 09.02.01
Three-Dimensional Coherent X-ray Surface
Scattering Imaging in Grazing- Incidence
Geometry. Jin Wang, Tao Sun, Zhang Jiang,
Joseph Strzalka, Leonidas Ocola.

09:30-10:00am 09.02.02
Grazing Incidence Small Angle X-ray Scatter-
ing (GISAXS) Study of Nanoporous Polymer
Thin Films. Hideaki Yokoyama.

10:00-10:30am Coffee Break

10:30-10:55am 09.02.03
Time-resolved Measurement on Dewetting
Process of Polymer Blend Thin Films Using
Specular and Off-specular Neutron Reflec-
tometry Norifumi L. Yamada, Hiroki Ogawa,
Rintaro Inoue, Toshiji Kanaya.

10:55-11:20am 09.02.04
Grazing Incidence Soft X-ray Scattering on
Polymer Thin Films. Cheng Wang, Alexander
Hexemer, Anthony Young, Howard Padmore.

11:20-11:35am 09.02.05
Combined GISAXS with Hard and Soft
X-rays Applied to Phospholipid Alloy Films.
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Hiroshi Okuda, Takayoshi Yamamoto, Kohki
Takeshita, Mitsuhiro Hirai, Kitajima Kitajima,
Hiroki Ogawa.

11:35-11:50am 09.02.06
Grazing-Transmission Scattering: A New Way
to Measure Nanostructured Thin Films . Kevin
Yager, Xinhui Lu, Danvers Johnston, Charles
Black, Ben Ocko.

11:50-12:05pm 09.02.07
Stepwise Growth of DNA-nanoparticle Assem-
bly on Substrate with Controlling Texture.
Byeongdu Lee, Andrew J. Senesi, Daniel J.
Eichelsdoerfer, Chad A. Mirkin.

13.05 Structure Validation

Edward Collins, Andrew Torelli, presiding
Lanai

09:00-09:30am 13.05.01
The Road to Scientific Serfdom. Bernhard

Rupp.

09:30-10:00am 13.05.02
Model Building and Validation of Ligands using
Coot. Paul Emsley.

10:00-10:30am Coffee Break

10:30-11:00am 13.05.03
Quality Assessment and Systematic Classifi-
cation of Magnesium Binding Sites in RNA
Crystal Structures. Ivan Shabalin, Heping
Zheng,Katarzyna Mikolajczak, Wladek Minor.

11:00-11:30am 13.05.04
Validation of Crystallographic Models: from
Diagnosis to Healing. Jane Richardson.

11:30-12:00pm 13.05.05
The New wwPDB Deposition and Annota-



MONDAY, JULY 22

Industrial SIG Meeting 12:00pm Kohala/Kona
Canadian Division Meeting 12:00pm Waianae
Joint SIG Meeting: Neutron/Materials/Powder .......5:00pm Oahu/Waialua
Synchrotron Radiation SIG Meeting 5:00pm Kohala/Kona
Poster Session M 5:30pm-7:30pm Ballroom
Bruker Mixer (invitation only) TBA
tion System. John Westbrook, Helen Berman,  10:45-11:00am 13.06.06

Gerard Kleywegt, J