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What is Diffraction?

o Determination of the atomic-scale structure of materials
— Single crystal diffraction (crystallography)
 Macromolecules
e Small molecules
 inorganics
— Powder diffraction (Structure from crystalline powders)
— Total Scattering and PDF studies (Nanostructure determination)
— Disordered materials diffraction (amorphous materials and liquids)

o Diffraction Instruments at SNS
— POWGENS3
— NOMAD
— SNAP
— SCD
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Which scientific communities use diffraction?

« Materials scientists

 Chemists

 Condensed matter physicists

» Geologists, earth and planetary scientists
 Chemical engineers

* Molecular biologists

The community of people using diffraction is huge, though the
number using neutron and synchrotron national user facilities is
rather small proportion of all these users



What are the frontiers in structure science and diffraction
o Complexity
« Nanostructure and the nanostructure problem
e Special environments, in-situ and in-operando measurements

Modern sources such as SNS are giving data of unprecedented
guality

o data handling and modeling are currently the bottlenecks in most
problems

» Algorithm development and implementation are required to solve
problems such as the nanostructure problem



Goals of diffDANSE

To:

e Build an optimization framework for rapid prototyping of novel
atomic-scale structure modeling and regression ideas

* Implement novel structure modeling approaches in the frameworl
and released to the community allowing for new science

* Release software that addresses the scientific workflow problems
of community scientists, especially handling large, and large
numbers of, datasets

 Help solve the problems of SNS instrument scientists and
leverage the use of SNS instrument time into better science

* Release software that lowers the learning curve for new users an
Increases participation in the community



Flagship Applications

o SrFit
— optimization framework for rapid prototyping of
novel structure modeling and regression ideas

— novel structure modeling approaches
implemented, such as complex modeling (initially
co-refinement of powder diffraction and PDF data)

— Status: working demonstration
 PDFgui/SrReal

— GUI-driven refinement of local and intermediate-
range ordered structures to atomic pair
distribution function data-sets

 SrRietveld

— Powerful Script-driven Ul for rapid setup and easy
to use Rietveld refinement of multiple powder
diffraction data-sets

— Rietveld API separates the scripting layer fromthe  Billinge and Levin, Science, 2
engine allowing different engines to be used.

Solved €




Community engagement: requirements gathering and code
development
How do we find out what the community/Instrument Scientists neec

1. We already know what they want
 We are users!

2. Survey the existing software and usage patterns of the
community
1. Online survey of usage

2. Conversations with people...what do they use for what, and why do they
use that program?



[J 10. total scattering/PDF data analysis

Crystallographica - @ B 12.86%

DISCUS - 15 B 21.43%
ATLAS -2 B 2.86%
PDFGetX2 - 14 BN 20.00%
PDFGetX -5 B 7.14%

RAD - 10 B 14,29%
PDFgetN - 12 I 17.149%
Gudrun -0 0,00%

ISAW -2 W 4.29%

Total Answers - 70

[J 11. total scattering/PDF modeling

PDFFit - 24 I 58,549
RMC code (ISIS, cambridge) - g PN 19.51%

RMCPOW -5 B 12.20%

EPSR -1 0 2.44%

Other - please write in at the end of the survey - 3 B 7.32%

Total Answers - 41

[] Please indicate what software do you use for

[J 12. data visualization/plotting

APD (Philips) -10 0 1.819%
Atoms - 24 W 4,34%
CMPR - 200 3.62%
Crystallographica -9 I 1.63%
Diarnand - =24 B 2 ones

Done
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Community engagement: requirements gathering and code
development
How do we find out what the community/Instrument Scientists neec

1. We already know what they want
« We are users!

2. Survey the existing software and usage patterns of the community
1. Online survey of usage

2. Conversations with people...what do they use for what, and why do they use that
program?

3. Ask them!
 What are the limitations of the current software? What capabilities would they like

Problem!
We have learned that 2. and 3 yield imprecise information.

Solution:

Comes from our software development process that has been evolving over the
Initial 1.5 — 2 years of the project.



Community involvement: Requirements gathering

Use-cases

Talk

' 4

Community input
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Welcome to DANSE Diffraction Software Project

Applications and Tasks Gor nge Seart

SrFit

SrReal

SrRietUI current release user docs: release information, tutorial, specifications, tickets, checklist
PDFgui beta release: specifications, tickets, checklist

6.2.7 Graphical applications

SrRietveld

5.4.6.3 PyMaol

Software Information

DANSE Release information
e Subversion repository
DiffPy library:

o PDFfit2

o Structure
e Demos

Project Management http://danse.us/trac/diffraction

Projects

Meetings

= DANSE wiki

Code Review Sessions

Documentation

X L el 1 1

Done
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SrRietveld

This task is to create a model refinement user-interface (UI) for reciprocal-space fitting of powder data, or Rietveld fitting.
The task is referred to as SrRietveld, the target application. SrRietveld is to be a fully-functional user-friendly Rietveld
application. SrRietveld is to be built using the Rietveld 4PI, a general application programming interface for Rietveld fitting
applications. Rietveld API will be general enough to interface with current Rietveld applications {Fullprof, GSAS). Rietveld API
designed for application developers over application users.

Introduction

Project Timeline

Developers and personnel

Software License

Source trunk

Documentation

Obtaining and building the code

Information for reviewers

Information for testers

Community discussion. (Please post here your comments and suggestions.)

2R il o o o

Developer Documentation Workproducts

e SrRietveld encompasses the following WBS tasks
o 6.2.7.5 Reciprocal-space Model Refinement Launcher

Done




8. Information for testers
9, Community discussion. (Please post here your comments and suggestions.)
Developer Documentation Workproducts

e SrRietveld encompasses the following WBS tasks
o 6.2.7.5 Reciprocal-space Model Refinement Launcher
o 6.2.1.3 Reciprocal-space model refinement

Yision

Use Cases

Supplementary Specifications

Planning

Architecture Specification

Behavior Specification

Reviews

¢ Planning Review
e Design Review

Releases
= Spring 2008 DANSE Release

Developer notes

e Report progress on DANSE trac ticket

e Scratch place for old use cases

e = Link to DANSE site for this task

¢ design notes

e related meetings: 2007-08-29, 2007-10-01, Design Review

Done
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SrRietveld Use Cases

Use Cases
Section 1: Pre-Rietveld Refinement

SrRietveld UC1-1 : indexing from powder data - Pending

SrRietveld UC1-2 : peak fitting from powder data - Pending

SrRietveld UC1-3 : peak intensity extraction from powder data - Pending

SrRietveld UC1-4 : structure solution from powder data - Pending

SrRietveld UC1-5 : check space group with The result of peak intensity extraction- Pending

Section 2: Rietveld Refinement

SrRietveld UC2-1 : refine a single structure from powder data- Accepted

SrRietveld UC2-2 : refine multiphase structure from powder data- Pending

SrRietveld UC2-3 : refine a single structure from several powder data- Pending

SrRietveld UC2-4 : refine magnetic structures from several powder data- Pending

SrRietveld UC2-5 : import FullProf input file (SrRietUI UC3)- Accepted - alpha 0

SrRietveld UC2-6 {SrRietUl UC4): import GSAS experiment file - Accepted - 7

SrRietveld UC2-7 {SrRietUIl UC15): automated structure upload from database - Pending

SrRietveld UC2-8 {SrRietUI UC20): refine pattern data by using GSAS as the Rietveld refinement engine - Accepted - °
SrRietveld UC2-9 : pattern calculation- Accepted - Beta Release

SrRietveld UC2-10 : particle size broadening- Accepted-Beta Release

Section 3: Beyond Rietveld Refinement

SrRietveld UC3-1 : sequential fitting of related powder data (SrRietUl UC7) - Accepted - alpha

SrRietveld UC3-2 : automatic background selection- Pending

SrRietveld UC3-3 (SrRietUI UC16) : global update of parameters - Pending

SrRietveld UC3-4 {SrRietUl UC17) : semi-automatic refinement in sequential fitting of related powder data - Pending -
alpha 2

I Done
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Refine a single structure from powder data
Brief

Scientist loads powder data. Optionally, scientist graphically visualizes the loaded data in Plotter. Scientist selects data
channels and ranges to be used in the refinement. Scientist enters initial structural parameters for a periodic model. Optiona
Scientist graphically visualizes the initial structure in 3D Visualizer. Scientist configures the fit. Optionally, Scientist configuri
the minimization routine. Scientist initiates refinement. SrRietveld saves refinemnent results, final profile and positions of Bra
peaks to output files. Optionally, Scientist graphically visualizes the fitting results, and refined structure. Optionally, Scientis
reconfigures and reruns the fit.

Expanded scenerio

Scope: SrRietveld application
Level: user goal
Primary Actor: Scientist
Stakeholders and Interests:
o Scientist: Wants to determine the structure of a material on which he has diffraction data.
* Preconditions: Scientist has collected data and has a starting model in mind. Scientist knows the location of and has
access to data.
* Success Guarantee: Refinement results are saved.

Main Success Scenario

1. Scientist starts the SrRietveld application.
2. Scientist configures the data.
1. Scientist tells SrRietveld to load data from file.
2. SrRietveld reads the file and collects data and metadata.
3. Scientist selects channels to use in the fit
4. For each channel, Scientist configures the phase.
1. Scientist selects or specifies a peak profile function.

Done
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refine a structure in 10 lines
Brief

Scientist starts with a cif file and data from a well-known diffraction beam line. In 10 lines {or less) of configuration, Scienti:
tells SrRietveld the instrument, loads the data, loads the cif file and starts the refinement. SrRietveld uses standard informat
about the instrument to configure the refinement. Optionally, Scientist informs SrRietveld how to deviate from the standard
reflnement procedure for the instrument.

Expanded scenerio

Scope: SrRietveld application
Level: user goal
Primary Actor: Scientist
Stakeholders and Interests:
o Scientist: Wants to determine the structure of a material on which he has diffraction data without too much
effort.
* Preconditions: Scientist has collected data and has a starting model in mind. Scientist knows the location of and has
access to data. Scientist knows the instrument on which the data was collected.
* Success Guarantee: Refinement results are saved.

Done
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Explore metalinsulator transition of V203 in nano-particle sample

Brief

4 scientist has diffraction data of ¥203 in both bulk sample and nano-particle sample at both low temperature {20K) and hig
temperature {(300K). Scientist has diffraction data of Y203 in nano-particle sample at transition temperatures. These data a
not in full range of diffraction. Scientist uses SrRietveld to determine the lattice parameter, atoms' fractional coordinates an
peak profile parameters of Y203 with bulk sample data. Scientist uses SrRietveld to determine the size parameter of Y203 w
nano-sample data and with the lattice parameters, atoms' fractional coordinates and peak profiles parameter, which
determined by bulk sample, fixed. Scientist uses SrRietveld to explore the diffraction data of Y203 in mixed phases at transit
temperatures to calculate the fraction between two phases.,

Expanded scenerio

Scope: SrRietveld application
Level: user goal
Primary Actor: Scientist
Stakeholders and Interests:
o Scientist: Wants to determine the structure of a material on which he has diffraction data.
Preconditions: Scientist has collected data and has a starting model in mind. Scientist knows the location of and has
access to data.
Success Guarantee: Refinement results are saved.

Main Success Scenario

1.

2.

Scientist uses SrRietveld to do LeBail to refine the lattice parameters and peak profile parameters of ¥203 at low-T (p
phase) and high-T (pure phase) in bulk sample;

Scientist uses SrRietveld to do Rietveld refinement on ¥203 at low-T {pure phase) and high-T (pure phase) in bulk
sample to determine atoms' fractional coordinates, peak profile parameters;

. Scientist adds the particle-size {50~ 100 nm) to SrRietveld. SrRietveld do the Rietveld refinement on Y203 at low-T {p

phase) and high-T {pure phase) in nano-particle sample to determine the parameters related to size effect.
Scientist uses SrRietveld to calculate the fraction of two phases of the diffraction data at transitional temperature
{mixed phase). The diffraction is obtained on nano-particle sample, and in a limited range of 2-theta. It may not be
appropriate for Rietveld refinement,

Done




Community involvement in software development cycle

Use-cases

Talk

' 4

Community input




Community involvement in software development cycle

Use-cases

) \"

Talk

Community input
Functional test




Community involvement in software development cycle

Use-cases

) \"

Talk

Community input
Functional test

Tutorial examples




Community involvement in software development cycle

Talk

Community input
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Use-cases

\ Code

Functional test

Tutorial examples

Write document




Community involvement in software development cycle

Talk

' 4

Community input

Release

Use-cases

\ Code

Functional test

Tutorial examples

Write documenta




Community engagement: software releases

©) DiffPy - Diffraction in Python - Mozilla Firefox
File Edit View History Bookmarks Tools Help

<’:‘ v v @ /I_l} " http:ffwww.diffpy.orgf I'I [ ‘ 1"survey powder diffraction y\& ‘
P Gmail - Inbox (320) - ... B3 BBEC NEWS | News Fr... [ | NIRT - Publications [2] Google Calendar };0 Error: Forbidden —re... [™] BIBDBS - BibTeX data... »
};o diffraction - Trac S | ' DiffPy - Diffraction in Python [j ' ™1 Gmail - Your Upcoming Hilton Fa... ™1 Gmail - New Pre Approval Letter v
~
H
94 DiffPy X
heid Python Libraries for Diffraction PN
bt Welcome to the DiffPy project.
Community L. . . .
IRERETEI This IS an open-source project to deyelop python software modules for diffraction and the study of
Download atomic structure of materials. DiffPy is developed as part of DANSE, a software construction
Report Bugs project funded by the National Science Foundation to provide data analysis software tools for

neutron scattering experiments that will be carried out at the Spallation Neutron Source at Oak
Ridge National Laboratory.

Products
DiffPy library

A library of python modules for carrying out tasks in diffraction. This is at an early stage of
development and is not yet ready for code development by non-experts. Nevertheless, DiffPy has
been already used to build two easy-to-use end applications.

DiffPy applications

+ PDFgui- a program for full-profile fitting of the atomic pair distribution function (PDF)
derived from x-ray or neutron diffraction data. This is a graphical front end for the PDFfit2
refinement program, with built in graphical and structure visualization capabilities. It is
currently in beta release and itis distributed as a part of the DiffPy library.

+ PDFfit2 - the structure refinement engine for fitting structural models to experimentally
derived PDFs. This is used as calculation backend of PDFgui, but can be run separately.

References
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python setup.py install

The DiffPy subversion repository can be also browsed online here.

DiffPy Releases

Please, join in the community forum for tips and tricks and feedback.

Name Date Size Downloads
diffpy-1.0b.1792.exe 2007-12-18 20:39 20. 4M 105
diffpy-1.0b.1792.tgz 2007-12-18 20:39 7.7M 42
diffpy-1.0b.1368. exe 2007-07-24 15:30 20.8M 255
diffpyv-1.0b.1368.tgz 2007-07-24 15:30 7.4M g6
diffpy-1.0b.1351. exe 2007-07-06 16:30 20.8M 39
diffpy-1.0b.1351.tgz 2007-07-06 16:30 7.4M 25
diffpy-1.0b.1336.exe 2007-06-26 15:00 20. 4M 22
diffpy-1.0b.1336.tgz 2007-06-26 15:00 7.9M 20
diffpy-1.0b.1309.exe 2007-06-17 18:00 20.4M 23
diffpy-1.0b.1309.tgz 2007-06-17 18:00 7.3M 21
diffpy-1.0b.1232.exe 2007-05-14 21:00 20. 4M 47
diffpy-1.0b.1232.tgz 2007-05-14 21:00 6. 9M 39
diffpy-1.0b.1218.exe 2007-05-07 11:00 20. 4M 21
diffpy-1.0b.1218.tgz 2007-05-07 11:00 7.3M 24

If you have questions or remarks about this site, please contact Simon J. Billinge.

Done
—



2+ diffraction - Trac 3§ DiftPy - Diffraction in Python [LJ ' ] Gmail - Your Upcoming Hilton Fa... 1] Gmail - New Pre Approval Letter

o Python Libraries for Diffraction o
.
bt Documentation
Community User manuals
Documentation
Download
Report Buds PDFgui user manual formatted as HTML, PDF

PDFfit2 Documentation is not yet available besides built-in help system. Since commanc

and variable names are quite similar to the old PDFFIT, you can use this manual
and command reference to get started with the program.

Reports
¢ 2007-08-27 - NSF nugget describing PDFgui.

Publications

1. C.L.Farrow, P. Juhas, J. V. Liu, D. Bryndin, E. S. Bozin, J. Bloch, Th. Proffen and
S. Jd. L. Billinge, PDFfit2 and PDFgui: computer programs for studying nanostructure in
crystals, J. Phys.. Condens. Matter19, 335219 (2007)

2. Th.Proffenand S. J. L. Billinge, PDEFIT a program for full profile structural refinement of t
atomic pair distribution function, J. App!. Crystalfogr. 32, 572 (1999)

If you have questions or remarks about this site, please contact Simon J. Billinge.

Done




Chapter 3: Examples and tutorials 17

3 Examples and tutorials

In this chapter we present series of examples and tutorials aimed at users already comfort-
able with the gui, to provide training in advanced gui features designed for most common
modeling situations, such as building the structure from scratch, calculating the PDF based
on a given structure, linking two fits, and creating and executing a series of fits on a sequence
of data sets.

3.1 Building structure model using crystal symmetry

The purpose of this example is to demonstrate to the user the symmetry expansion capa-
bilities of PDFgui. The goal is again to create a simple fit of Ni PDF, but this time from
scratch rather than from a preexisting structure file. Further goal is to associate a dataset
with the refinement. configure and execute a refinement, and display the result. The focus
will be on the symmetry expansion features only, and the steps that are described earlier

4
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Figure 3.7: Displaying the refinement results as a function of external parameter: T-
series refinement of LaMnO3, example of isotropic ADP of oxygen atom on general position
in Pbnm setting. Notable are the offsets just above 700 K (Jahn-Teller transition), and at

around 1000 K when sample converts from orthorhombic to rhombohedral symmetry.
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DiffPy '
Python Libraries for Diffraction vus]

. _______________________________________________________________|
e Community

C i 1 . . . . - . .
Dﬁﬂ:.'.',',‘.';:,',mio.. To ensure a bright future for the DiffPy project it is essential to build & strong community of users
Download and contributing developers. There are several Google groups for support and development of

Report Bugs DiffPy and related applications.

diffpy-users  Help on usage of PDFgui, PDFfit2 and other DiffPy components. This group
should become a knowledge base for PDFgui user tips, tricks and
troubleshooting. Feel free to ask your question here.

Subscribe email: \ | Subscribe

diffpy-dev For discussions about development and changes of PDFgui, PDFfit2 and DiffPy
library in general. Materials scientists, chemists physicists, engineers - please
contribute by telling us your needs or sharing your suggestions here.

Subscribe email: | Subscribe

You can also share your comments, suggestions, praise or complaints by sending email to Sime
J. Billinge.

To report or browse bugs, please use the link at the sidebar of this page.

Done
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GOOSIQ Groups simon.billinge@gmail.com | My Groups | v || Favorites | Profile | Help | My Account | Sigr

“ diffpy-users [ Search this group | [ Search Groy

|

Home New since last time: 3 members Home

Welcome to diffpy-users, a user help and discussion forum for PDFgui, PDFfit2 and other DiffPy Discussions
components. Members
DiffPy software is part of an open source software development project, the diffraction sub-project of Pages
DANSE, funded by the National Science Foundation (NSF). Files

Please, post your questions or comments about DiffPy software. We encourage you to join the group, but if

you prefer to post without joining, just email diffpy-usersi@googlegroups.com. i e

Edit my membership
Feel free to visit diffpy-dev for DiffPy development discussions. Group settings

Management tasks

[edit welcome message] Invite members

(=) Discussions 9 of 140 messages view all » | Groupinfo

Members: 56

Exporting Structures Activity: Low activity
By Chris Farrow - Apr 28 - 2 authors - 1 reply Language: English
PDFget<? for windows

Group categories:

By Paval Juhas - Apr 16 - 3 authors - 3 replies Science and Technology
copying structural parameters between datasets = Physics
By Paval Juhas - Feb 25 - 3 authars - 2 replies Computers = Software

installation of PDFgui on SuSe 10

By Pavol Juhas - Feb 23 - 1 author - O replies

lattice parameter differences hetween PDF and Rietveld?
By Simon Billinge - Feb 22 - 2 authors - 1 reply

Isotropic displacement parameters and r-series fitting

add a category
More group info »

Done
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simon.billinge@gmail.com | My Groups v | Favorites | Profile | Help | My Account | Sigr

Google Groups

” diffpy-users

[ Search this group ] [ Search Grouy

plotting r-dependent series

4 messages - Collapse 2
mdapia...@gmail.com View profile More options Jan 25, 9:24 am

hi all,

I feel like a real idiot, but apparently I cannot plot the structural
parameters in my r-dependent fit. I prepared the macro as usual,
setting first r and then the increment. The fit starts nicely but
then, if I want to look at the structural parameters as a function of
r, I realise that r does not appear in the list of possible x in the
plot control window. I tried selecting i) the fits, ii) the
structures, iii) the data. At the end I gave up...

Can anyone help mne? I'm using the windows wversion

cheers,
Monica

Reply to author Forward — Rate this post: v ir vy
emil.bo...@gmail.com View profile More options Jan 25, 11:16 am

This is how to plot the refined parameters against "r” in r-dependent
fit. Select all structures in the fit trees of your linked fits. In
the plotting window select the desired parameter(s) that you want to
plot. As a variable to plot against choose "index”. This is an integer
parameter that represents your r. Be aware of the fact that walue in
units of r has to be calculated by multiplying the index with the r-
step size in your refinement. In other words, think twice before
interpreting at which r (in Angstroms) something starts to happen, as

Home

Discussions
+ new post

Members
Pages
Files

About this group
Edit my membership
Group settings
Management tasks

Invite members

Sponsored Links

Graphs for Science & Engg
=80 Customizable Types; Publication

Quality; Curve Fitting Analysis
wywwy Sigmaplot.com

Statistics data analysis
Get The Data You Need Faster With

The Redesigned Google Analytics
wyywy . google comianalytics

Statistics Data Analysis
Expert Analysis & Dissertation Help

Finish Your Ph.D. (877) 437-8622

P’ SS9 S350 §4 ol sl

Done
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interpreting at which r (in Angstroms) something starts to happen, as
index is what it says - index, that enumerates steps in your r-
dependent refinement, and knows nothing about the actual lengths. The
reason this was set up like this is because you could use anything as
your r_min and any step size to determine your r_max; mOreover,
sonetimes you may do a boxcar fitting where you keep the refinement
range size fixed, but move both r_min and r_max simultaneously. In all
these cases it is hard to predict what cquantity and against which r
user wants to plot the results. By having index as a wvariable, it
allows you to see the trends, and then take your time to find the best
way to interpret the result in the language of actual distances.

Cheers,

Emil

Reply to author  Forwward Rate this post: v

| o

Katharine Page View profile More options Jan 25, 1:32 pm
Hi Monika,

You can select the structures and then choose index for x and the

parameters you want to plot for y. This gives each of your r-fits a

muber on the x-axis, I think in the order they appear in your fit

tree. I'm not sure if there is a way to plot the actual r value vs

the parameters, but you can export this data and change the x-values
in another program. It will probably still sawve you time.

Enabling this feature might be a nice suggestion for the developers.

Hope that helps!
Katharine

On Jan 25, 2008 5:24 AM, <wmdapia...@mail.com> wrote:

- Show quoted text -

1 Gmail - New Pre Approval Letter

Finish Your Ph.D. (877) 437-8622
wywewy StatisticsSolutions.com

Seevour message here...

Done
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Katharine Page

Graduate Student, Materials Department
University of California, Santa Barbara, CA 93106
Phone: (805) 893 5770, kp...0Bmrl.ucsh.edu
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Science does not know its debt to imagination.
~Ralph Waldo Emerson

Reply to author  Forward Rate this post: v

» NN

Vionica Dapiaggi  View profile More options Sep 30 2002, 7:56 pm

Hi Emil and Katharine,
thanks for the tip...I was actually wondering what was the meaning of
'index'!'!!

It worked perfectly!

thanks again

Monica

At 17.16 25/01/2008, you wrote:
- Show quoted text -

EEEEEEEEEELELELELELELELES
Monica Dapiaggi

Dipartimento di Scienze della Terra
Universita' degli studi di Milano
via Botticelli 23

I-20133 Milano (ITALY)

tel +39-02-503-15576

fax +39-02-503-15597.
EEEEEEEEEEEELELELELELELES

1 Gmail - New Pre Approval Letter
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Google Groups

[ Search this group ] [ Search Grouy

g] diffpy-dev

Welcome to diffpy-dev, a group for discussions on development and changes of PDFgui, PDFfit2 and DiffPy
library in general.

DiffPy software is part of an open source software development project, the diffraction sub-project of
DANSE, funded by the National Science Foundation (NSF).

You can contribute by joining the group or by sending email to diffpy-devi@googlegroups.com. When
reporting bugs, always give reproducible example and include software version and OS platform. Send us
patches if you canl

For user help and discussions, visit diffpy-users.

[edit welcome message]

+ new post

(=) Discussions 10 of 113 messages view all »

can not open ppt file

By Pavol Juhas - May 20 - 1 author - O replies

PDF gui Mot working no output

By nmrg...@gmail.com - May 20 - 1 author - 0 replies
BCA workshop feedback |

By Pavol Juhas - Apr 10 - 4 authors - 5 replies
Debye hehavior of thermal parameters

By emil.bo...@gmail.com - Apr 10 - 1 author - O replies
particle size function

By dif...@pa.msu.edu - Apr9 - 1 author - O replies
Linux distributions ..

By Pavol Juhas - Apr 9 - 2 authors - 1 reply

Home

Discussions
Members
Pages

Files

About this group

Edit my membership

Group settings

Management tasks

Invite members

Members: 25
Activity: Low activity
Language: English

Group categories:
Computers = Software

add a category
More group info »

Done
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reporter: hj...[@lanl.gov
summary: can not open ppt file

description: I do not know what went wrong... this project file
worked well and suddenly pdfgui can not open it any more... last
thing I did on this ppt file are

l. in one structure, I created one position for He atoms with wvery
large occupancy (16000000)

2. in another structure, I inserted 1000 atoms sitting on the same
position

component: pdfoqui
version: 1l.0b.1792

traceback: {{{
Traceback (most recent call last):
File "diffpy\pdfouitguivmainframe.pyc”, line 415, in _£
File "diffpy\pdfouitguismainframe.pyc”, line 2186, in onOpen
File "diffpy\pdfouilcontrolipdfquicontrol.pyc™, line 468, in load
File "diffpy\pdfoquilcontrol\fitting.pyc™, line 203, in load

can not open ppt file paney | Home
Discussions
- Collapse 3
1 message - Collapse all + new post
> Pavol Juhas View profile More options May 21, 2:20 am
Members
- Hide cquoted text - Pages
On Thu, May 15, 2008 at 06:11:06PM -0400, dif...Ruwww.diffpy.oryg wrote: Files

About this group
Edit my membership

Group settings
Management tasks

Invite members

Sponsored Links

Google Analytics
Get The Data You Need Faster With

The Redesigned Google Analytics
Wy google.comfanalytics

SEMEDS Analysis
Since 1983. IS0 9001:2000 certified

Also AFM, XPS, FTIR, SIMS, Auger
wywwy rockymountainiabs.com

Materials Analysis
Technigues- XRD, Microscopy, DSCIT

Radiography, Infrared, XRF, SEM
T T TP R T P 2 N —

Tila ffds £farrlndfoniil annmtrall avoannmicax sarraff  dsse 1EE S lead
I Done
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File "diffpy\pdfouivguizmainframe.pyc”™, line 2186, in onOpen

File "diffpy\pdfouitcontrolipdfguicontrol.pyc™, line 468, in load
File "diffpy\pdfouilcontroli\fitting.pyc™, line 203, in load

File "diffpy\pdfouilcontrollorganizer.pyc”™, line 155, in load

File "diffpy\pdfouilcontrolifitstructure.pyc’”, line 706, in load

File "diffpy\pdfouilcontrolifitstructure.pyc”, line 128, in readStr
File "diffpy\Structure\pdffitstructure.pyc”, line 66, in readStr

File "diffpy\Structurel\structure.pyc”, line 172, in readStr

File "diffpy\Structure’\Parsers\StructureParser.pyc’”, line 58, in parse
File "diffpy\53tructure)\Parsers\P_pdffit.pyc™, line 104, in parselines
> StructureFormatError: 5770: file is not in PDFfit format

> 1}

YOV OV VY VY Y VY YNV Y

Hi Hyunjeong,

I could reproduce the problem for step 1, but step 2 did not seen
to cause any problem. I created a new ticket for this bug at
http: //danse.us/trac/diffraction/ticket /361,

it should be easy to fix that.

Please, check if you can get invalid project f£ile just by inserting
1000 atoms. If it is so, let me know how to reproduce this, or just
email me the broken project. Thank vyou,

Pavol

.

E

nd of messages

« Back to Discussions ¢ MNewer topic  Older topic »

Create a group - Google Groups - Google Home - Terms of Service - Privacy Policy
@20038 Google

1 Gmail - New Pre Approval Letter

Materials Analysis
Technigues- XRD, Microscopy, DSCIT

Radiography, Infrared, XRF, SEM
wwwwy xraydiffrac.com

Seeyour message here...

Done




Community engagement: Education and outreach

 Hands on workshops

American Conference on Neutron Scattering, Santa Fe, NM, May 2008
11th European Powder Diffraction Conference, Warsaw, Poland, Sept. 200¢
British Crystallographic Association, March 2008

Talks
Posters

SrRietveld: Toward A Next-Generation Rietveld Refinement Program
W. Zhou, C. L. Farrow, S. J. L. Billinge

in the characterization of cr
nd X-ray diffraction of powder ¢
in intensity at
the

SrRietveld is the Rietveld refinement application in the DANSE project. It is des
facilitate new science that will be enabled by the powerful POWGENS diffratomet
lation Neutron Source at Oak Ridge National Lab. It is als general purpose application
designed 10 solve contemporary scientific Rietveld refinement problems

58

pe

used 1o ¢ elsm’mp many asg malenal structlures

SrRietveld is writte
or Rie
ftware development Fortran or C++. SR
alysis for neutron interface (AP1) for Rie

n the Python programming la
d refinement rnd refated tz
veld is built ¢
veld refinesn

IA‘h- Distributed Data /
attering & Experiments)

.alr,'f- s for Neutron of modules

ject on distr

t, referred

experiments. The goal of the DANSE project are can be functionalized using different R ald refinement e
to builc 50 am that enables new and A R Ly SrRietveld
more soph S ce o performed with

neutron catt the in the SrRietveld aipha release
analysis easier for all 4 engine. RietveldAP! alloy 0 be changed. For example
robust software infrastructure that can be implementing GSAS as finement engine would allow FullProf or GSAS, or
maintained in the future both. 10 be selected for a particular refinement

I H. M. Rictveld (1969). "Ap

as the Rietveld r

ncourage Interested

ement method for nuchear and magnetic structures SrRietveld's alpha release Is a demo release. We e
! deveiopers 10 download it from hitp//danse usitrac/SrRietveld

Features

RictveldAPI

SrRietveld provides intuitive Pytho powerful plotting

a complicated r ement configurs
a specific diffractometer
miyvfit “"".'“. Fird Data "mivdata.dar’
beData mybackground.dat”,
Instrument "POWGENI"

Model = [“structurel.cif™ —— =
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o Discussions
B messages - Collapse 2 N
Thomas E. Proffen View profile More options APr 8, 6:49 am
Hi dewvelopers ;-) Members
Pages
We have just finished the BCA PDFgui workshop, and there is a number of Fil
Hnes

bugs and feature recquest comning from this group (due to internet security
we could not use the build in submission feature). Here they are:

About this group

(1) FEATURE: Is there a way to show error bars on the plots (e.g. ull as ) _
function of T). If not this should be added. Edit my membership

Group settings

(2) FEATURE: The option to plot Rw as function of T,X,r seems to bhe
missing - would be nice if it could be added. Management tasks

Invite members

{3) BUG: The 'spdiameter' should really be a property of the phase and not

the dataset - think a nix of particles of two different sizes. I think -

this is how it was implemented in the old PDFFIT (possibly after the

version Jacgques used for pdffitz). FloTHERM Thermal Software
Software optimizes thermal design

({4) FEATURE/BUG: Most common error was to leave Uij's at zero. Better quickly and easily. Free Dema.

error message would be helpful - e.g. Uij's cannot be all zero ! wyywy flomerics .com/F Tidemo php

(5) BUG: The results panel of the phase tab did update to silly walues if Data Center CFD Modeling

nevy design, existing site baseline,
& capacity planning f management
wyywy PTSdes . com!CFDservices . asp

a fit was aborted. Should retain earlier wvalues.

(6) FEATURE: It would be nice to have a 'select all phases' or 'select

a;;' datasets in the fit tree (may be I missed how to do it - all I can do Pre-Owned Phase One
is select all). Digital Backs Blowout Sale!
Awvard Winning Service and Support.

™. - - 1 n - b} g . P ~ J, , } T
I Done



Education and Outreach

e Summer high-school
intern:

— Margaret Shaw

 Graduate student code
testers and developers
— HyunJeong Kim
— Ahmad Masadeh
— Chris Farrow
— Jiwu Liu
— Dmitriy Bryndin

e Other activities

— Contributing code to
external open source
projects




Community involvement in software development cycle

Talk

' 4

Community input

Release

Use-cases

\ Code

Functional test

Tutorial examples

Write documenta




