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What is MX-RDR? What is the place of MX-RDR in

The Macromolecular Xtallography Raw Data Repository (MX-

RDR) was developed as a part of an EU funded project, cry5tallography data fIOW?

coordinated by ICM UW, which aimed to create three open
access discipline dedicated raw data repositories.

Typical X-Ray Crystallography data flow consists of getting diffraction patterns from protein crystals, then
building electron density maps, which determine atomic models. Those atomic models are stored inside the
Protein Data Bank. Our project comes way earlier, on the first step of this data flow - getting diffraction

The MX-RDR repository, which is accessible via the web . . . '
patterns, which explains a simple diagram below.

portal at https://mxrdr.icm.edu.pl, was designed to archive
and provide access to raw diffraction data collected for VXCROR — —
macromolecular crystals. It includes tools for creating 5 ) Nacromalecuar Xalogaphy P (0 _F)‘ I_\) = j
datasets of crystallographic metadata by combining RO I D A
information extracted directly from diffraction images and o 7 O Ty
obtained from a PDB deposit and/or user input. Each data set S (] Raw diffraction ‘W o A )X Atomic model
is characterized by rich metadata, both to facilitate their data 0 A W 9, and

: . il & D 4 : e processed data
management and long-term curation, and to allow effective i - \‘@5}
scientific reuse. The resource can be searched using various b
criteria and all data are available for unrestricted access and

download.

MX-RDR key features Data inside MX-RDR b G Bl
: : iy and what could be stored inside it?
< Persistent identifiers can be_ stored as part of a dataverse ' | |

: : : L A dataverse is a container for datasets (research data, code, A dataset in Dataverse is a container for your data,

All data sets receive a persistent and unique DOI (Digital , , ) o ,
: . . : documentation, and metadata) and other dataverses, which documentation, code, and the metadata describing this

Object Identifier) that makes it easy to find and cite data. oy : S Ty

can be setup for individual researchers, departments, journals Dataset. To put it in simple terms: one dataset is a single

$V o and organizations. Dataverses are like folders on your project with all additional information about it.
érsioning computer - they allow to store and search data with ease.

Possibility of placing the next, corrected or supplemented Schematic Diagram of a Dataset in Dataverse 4.0
version Of the data set. Schematic Diagram of a Dataverse in Dataverse 4.0

PEmba rgo
Possibility to set a period during which research data will
not be made available to the public.

AP

(Application Programming Interface). Ability to prepare
SCfiptS that use internal API funCtionS Container for your Datasets and/or Dataverses* Container for your data, documentation, and code.

How can | store data inside MX-RDR? MX-RDR dataverse

Do | need deep IT knowledge?
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Absolutely not! MX-RDR was made to help You, not to make 0”0 Raw Data Repository

Your life harder. First of all, if Your metadata is stored in:
o XDSfile Search filters Search results

e .cif ﬁle, ™ 253 Dataverses (6) Publication Date: 2020 X Dataverse Category: Researcher %
o .cbffile 0O O Datasets (0)

then You can skip filling it on the site. Just provide a proper O (g Files(0)

file and metadata will be filled aUtomaticaHY, as in example o.. Agnieszka Szumna Dataverse (Institute of Organic Chemistry, Polish Academy of Sciences)
b€10W' o© Oct 16,2020 Institute of Organic Chemistry of the Polish Academy of Sciences Dataverse
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1 to 6 of 6 Results

Dataverse Category
Researcher (6) X

.cif (PDBx/mmCIF) file importer

Rafat Dolot Dataverse (Centre of Molecular and Macromolecular Studies of Polish Academy of Sciences)

Unit Cell Parameters Oct 13,2020 Centre of Molecular and Macromolecular Studies of Polish Academy of Sciences Dataverse

@ Import if the field is empty & Unit Cell Parameters (Unchecking the field will close this section
O Overwrite existing metadata respective metadata.)

Publication Date

 alAl: 202.839
& b[Al: 202.839
& clAl: 202.839
© all: 90.00
& B[l 90.00
& v[1: 90.00 Search filters Search results

(c4 4 Dataverses (16) Publication Status: Published %
If Your structure has been already accepted to Protein Data g:l‘a‘z(‘:s’ 11010 0f 301 Results I sort- MX'RD R data Set
Bank, then first of all congratulations! On our site we allow to
import metadata from PDB too, just follow example below:

©)

3PUF Crystal structure of human RNase H2 complex - raw diffraction data
Oct 18, 2020 - Elzbieta Nowak Dataverse

Dataverse Category

Researcher (8) Figiel, M.; Chon, H.; Cerritelli, S. M.; Cybulska, M.; Crouch, R. J.; Nowotny, M., 2020, "3PUF Crystal structure

. . Organization or Institution (6) of human RNase H2 complex - raw diffraction data", https://doi.org/10.18150/WKJZUT, MX-RDR, V1
.cif (PDBx/mmCIF) file importer Laboratory (1)

Research Project (1),

The importer collects data from .cif (PDBx/mmCIF) file, which could be uploaded by the user or downloaded automatically from ... o . i . \9
. . . . . . 3US6 Crystal Structure of Histidine-containing Phosphotransfer Protein MtHPt1 from Medicago truncatula - ra
using the given PDB Id code. Either providing the structure symbol or uploading the file is mandatory. In case these two are

i i Text: |80| [==| Font: |A ||A Contrast: |Aa| [
provided only the uploaded file will be processed. diffraction data I_I I_I I_I I_I IAI I_I E

Publication Date Oct 12,2020 - Mitosz F Files Metadata Guestbook Versions Automatic analysis
PDB Id code I ! 2020 (239)
L

2021 (33), Ruszkowski, Mil¢
b Search this dataset... Q Find
2016 (11). "3US6 Crystal St

+ Select File 2019 (8). truncatula - raw « )
2017(5) 11to 3 of 3 Files & Download Dataset 11 Reorder Files = Upload Files

.cif (PDBx/mmCIF) file

We know that this poster is probably not enough to explain
everything great about our project. There are a lot of things to o # EditFiles - Ji{ & Download
cover, like API, searching for data, possible data formats and p11x1_w1_3.00001.jpeg

. . D . JPEG Image - 4.6 MB - Feb 1, 2021 - 0 Downloads
many more. But fear no more, there is friendly (and really MDS; ceca0si12154026437 aff715cc10420
long) manual for MX-RDR. Furthermore, in case of any p11x1_w1_3_1-900.zip

4. Download

License: CC BY - Creative Commons Attribution 4.0

ZIP Archive - 2.0 GB - Feb 1, 2021 - 1 Download

. .. 3
problems or doubts, contact our friendly support or visit MDS: 5c68ddcb10a3536356 5853bfc7cb7e0 = Dovinload

License: CC BY - Creative Commons Attribution 4.0

https: /] mxrdr.icm.edu.pl p11x1_w1_3_901-1800.zip

ZIP Archive - 2.0 GB - Feb 1, 2021 - 0 Downloads
o961 MX-RDR . MD5: 3012970fb046606238fed3687cefdOcc
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