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Motivation

Different software packages (e.g. XDS vs HKL2000: 3D vs 2D profile
fitting)

Different assumptions (e.g. symmetry, mosaicity, radiation damage, number
of frames)

New software packages (e.g. DIALS)

Improved criteria (e.g. resolution limits such CC1/2, Karplus and
Diederichs, 2012, or anisotropic correction)

New corrections (e.g. data anisotropicity)

Additional features: (e.g. anisotropic diffuse scattering signals)
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Four Essential Components of a

biomedical data grid
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Structural Biology Data Grid Website

data.sbgrid.org
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We support publication of X-ray diffraction datasets. Al vistors can
access the following Laboratory and Institutional Collections. All
SBGrid atflates are invited 10 deposit datasets.
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http://data.sbgrid.org

Storage Requirements

(based on 100,000 PDB files and average dataset size in SBDG)

Per 100,000
Project: Projects: Some of “All Experimental Data”
0.5TB 48 PB preserved at national synchrotrons
All Experimental Data e.g. Tardis or Diamond
Diffraction Images
O X 6,200,000 |
SBDG: ooooo
110 dataset 6.2 GB : c02T8 Primary Diffraction Datasets
atasets Primary Data proposed to be stored on SB Data Grid
~0.5TB x 1.26 Dataset/PDB -~
X 6,200 vy SBGrid
CONSORTIUM
1MB l’ 97 GB
Structure-factor
PDB: Amplitudes x4 Molecular models and reduced datasets
100,000 models are stored in Protein Data Bank
0.3TB 0.23 MB l 22 GB
Macromolecular
Models
Data Access @SBGrid




Dataset Access Alliance:

Local access through a growing list of Satellites
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Dataset Access Alliance:
Local access through a growing list of Satellites
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Dataset Access Alliance:

Local access through a growing list of Satellites
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Integration with Biomedical Software Support
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Selected Package

a2ps
Aline
AMPS
ARIA
AutoDock
BLAST
BLAST+
Bowtie
Bowtie 2
breseq
BWA
CCP4
Chimera
CNS
CTF

u Cufflinks
cython
DireX
EMAN
EMAN2
EPMR
FASTA
FREALIGN
GROMACS
HADDOCK
IGV
MAFFT
MGLTools

Installed Version Current Version

4.14
1.0.025
2.3a

2.3.1
4.2.5.1
2.2.26
2.2.31
1.0.0
2.2.1
1.00rc8
0.7.7-rd441
6.5

1.10.2
1.3r8
20140609
7450 L
0.21.1
0.7.0

SBGrid

O

Cufflinks
Description

a reference-guided assembler that
assembles transcripts, estimates their
abundances, and tests for differential
expression and regulation in RNA-Seq

samples.
Links
Website
+  Forum help
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