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From raw data to model
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Image data Positions and intensities of
diffracted beams

Structure factor data Quantities needed to derive
electron density

Dewed |

Atom coordinates Modelled and refined from
electron density

Primary emphasis has typically been on
deposition of derived data only



The Cambridge Structural Database

Cambridge Cr
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m Check Syntax Validation Add Publication Enhance Data Review Submit

CIF deposition and validation service

This weh service enables you to submit CIF files and associated structure factor files to the CCDC and for your structures to be included in the
Cambridge Structural Database

Deposition allows you to COMect syrtax errors, check the integrity of your cata and add additional data
Please Include structure factor data for all structures
* Files should be in CIF, FCF or HKL format and may be
« Atleast one CIF file must be included in the submission |DD|]_
* Al files submitted on one form should correspond to en| -
e There is a limit of 100 MB in the total size of files uploac _atﬂm_sltﬂ_lahﬂl
» For mare information please see our Structure Depostd 5 by Site t}.pe s}.mhul
_atom_site_fract_x
“vour name @ swanng  Fhomm site I:la[:t [

_atom_site_Ffract_z

Cl C 0.31524(37) 0_75375(20) 0.70183(1l8)
CEZ C 0.1212&{4]1) 0O_7706&0E3) 076436017
0l 0 0_222E59(3Z) 0_20Z22(Z1) 0_.23453(13)
C3 C 0.03051(40) 0_74337(Z6) 0_7332Z6(18)
Hl H -0.05632{40) 0.75310(Ze) 0O_777200(1%5)

J0EQOD2E) 071221l (zE) O0.66483(17)
Lle0232) 0.e9341(2Z) 0.eL02e(1l7)

CSD Entry

L5230(28) 0_.69433(17) 0_.603E21(13)
FOST(33) 0O.71el3i20) D gZ782(1l8)
CEQL(332) 0_70477(Z0) 0O_L27E4(16)
FTe40327) D_ELETLIZL) 0O.LEZc040177)
244 (37) O_G693E3(Z1) 0.45436(17)
Deposited CIF
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A

O Identifier

Author(z)

Literature Reference

Farmula

Compound Mame

Synonym
Space Group
Cell Lengths
Cell Angles
R-Factor [%]

Disorder

BEPBEDOZ

En-Che ‘vang. "W.Wernsdorfer, LM.Zakharow, v Karaki,
AMamaguchi, R.M.lsidro, Guo-Di Lu, S.AMilson,
A.LRheingold, Hlshimota, D.N.Hendrickson

fong.Cherm. (2006), 45, 529, doi10.1021/c050093r
CogHan Cla MaMNig OgH2 O

tetrakis(ua2-{Dxymethypyridine-M, 0,0, 0)tetrachloro-tetraki
s(methanol)tetra-nickel(ii) monohydrate

l-42d
a16.1421(6) b 16.1421(6) ¢ 29.4685(14)
o 90 B 90y 90

5.21

The water molecule is disordered by symmetry.
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A set of data that describes and gives information about other data
e Data that describes the substance studied

— Important for discovery, data analysis and mining
e Data that describes the dataset as a whole

— important for provenance (structure of record), attribution (citation)

— Data that describes the associated publication
e Data that describes the experiment

— where was it done, how it was done, who did it, who funded it

-



Recent metadata developments at CCDC

Web Deposit Launched 2014

* Updated Web Interface with greater interactivity
e Aim to capture as much input from depositor as possible

CSD-Xpedite Deployed 2013

* Manages depositions and creation of CSD entries
* Designed to adapt to changing internal and external needs

CCDC DOIs Implemented 2014

* Unambiguous and persistent identification of datasets
* Foundation for formalising data citation and interoperability

Get Structures Launched 2014

* Update to previous “structure request” service
* Enhanced web interface for accessing individual structures

CSD

COO(C

SHELXL-97

a_
31 _audit_creation_method

32 _chemical_name_systematic

‘Amodiaquine dihydrochloride dihydrate’
'C28 H24 C1 N3 O 2+, 2(CL -}, 2(H2 0)"
'C20 H28 C13 N3 03"
'C28 H24 C1 N3 O 2+, 2C1 -, 2H2 O

DataCite

10.5517/CCPHZ37
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Crystallographic

Acta Cryse. (1991, A47, 655-685

International Union of Crystallography

Commission on Crystallographic Data
Commission on Journals
Working Party on Crystallographic Information

CSD

Information Framework (CIF)
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e A standard format for
crystallographic data

— derived results
— raw and processed data

The Crystallographic Information File (CIF): a New Standard

Archive File for Crystallography* —

experimental conditions

By Sypney R. Haul

Crystallography Centre, University of Western Australia, Nedlands 6009, Australia

— publication data

Frawk H. ALLEN

Crysiallographic Data Centre, University Chemical Laboratory, Lensfield Road, Cambridge CB2 1EW, Eng 1oop

AND L DaviD BROWN
Institute for Maverials Research, McMaster University, Hamilton, Ontario L8S 4M1, Canada

(Received B April 1991; acoepred 28 June 1991)

Abstract

The specification of a new standard Crysiallographic
Information File (CIF) is described. Its development is
based on the Self-Defining Text Archive and Retrieval
(STAR) procedure [Hall (1991). J. Chem. Inf. Comput.
Sei, 31, 326-333). The CIF is a general, flexible and
easily extensible free-format archive file; it is human
and machine readable and can be edited by a simple
text editor. The CIF is designed for the electronic
transmission of crystallographic data between individ-
ual laboratories, journals and databases: it has been

adopted by the Intemational Union of Crystallogra-
phy as the recommended medium for this purpose.

Acta Cryst., 1991, A47, 655 do0i:10.1107/5S010876739101067X

_atom site label
_atom site type symbkol

_atom site fract x
_atom site fract w

_atom site fract =

_atom site U isc or equiwv
_atom site adp type

_atom site cceoupancy

There is an increasing need in many branches of _atom site symmetry multiplicity
for a uniform but fiesible method of archiving _atom aite calec_flag

changing data in electronic form. Rapid advances  stom site refinement flags

puter technology, coupled with the expansion (_at.am_sit.e_disqt\der a;sembly
national and international networks, have fuelled 1 — - = -
for such a facility. The wvaricty and relative infi _atom site disorder group

of existing data exchange formats have inhibited C11 CL 0.5393(2) 1.0007(7) 0.8131(17) 0.044(3) Usni 0.50 1 d BDU & 1

fective use, This is true even in fields where t1 81 5 0.5321(3) 0.82€0(&) 0.%322(3) 0.0327(11) Uani 0.50 1 4 FDU R 1
data requirements are well defined. Problems of Cz © 0.5529(4) 0.8802(%) 0.8184(9) 0.029(4) Uzni 0.50 1 4 PDU & 1
change are further exacerbated if the numberandr oz ¢ o _s2z6(7) 0.8174(18) 0.7440(7) 0.031(4) Uani 0.50 1 d BDU & 1
mﬁgﬁ: E&agig:lizr:dpl{;;ydalﬁa?ﬂalt;n}l;:sg;H:E H32 H 0.5350 0.8343 0.8771 0.037 Uisc 0.50 1 calc BR & 1
erated. This diversity was tolerable when eleciro ¢ C 0-4918(8) 0.7220(1%) 0.7783(3) 0.027(4) Uani 0.50 1 d PDU & 1
C5 C 0.4900(&) 0.7171(14) 0_.8779(9) 0.029(4) Usni 0.50 1 d BDU 2 1
Clz Cl 0.3202(2) 0.4982(&) 1.0830(5) 0.058&(15) Usmi 0.50 1 4 PDU & 1
52 5 0.38755(13) 0.6658(5) 0.9578(5) 0.0400(10) Uani 0.50 1 4 EDU & 1

Introduction
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Hand-typed tables of coordinates Structures Digitally Deposited cf Published

2178 1 CHEM. SOC. DALTON TRANs. 1985 50000
Table 1. Crystallographic data and details of data collection and processing for ML{NO,),. with M = Cu [in (1)], Ni [in (2)], and Cd [in (3)] 45000
m @ @
ometr Ciiar 0 S Cigae O
SL;I:E I?‘ J. CHEM. SOC. DALTON TRANS. 1985 2179 40000
A o
a
bIA
<IA Table 2 Atomic co-ordinates with estimated standard deviations in parentheses 35000
[ Atom Xla ¥ib Zfc Atom Xja ¥ Zje
Vs () Compound (1) ( x 10° for Cu, x 10* for others)
7 cu 77342) 1 51965) 629312) can 22516 671(8) 484404 30000
D Jg cow® Noi) 1493(1) —122(3) 645402) €(30) 2044(2) 483(5) '3
F000) C(10) 135%2) —128%(5) 6 75B(3) N(31) 1 888(1) 1149(3) 74312)
Mok yem!| N 708(1) —14250) 656602) NG2) 1386(1) 19063)
oroxioat N(12) 39(1) —356(3) 6561(2) €3y 13952) 25124) 7809(2)
e ClI3) —1622) —764(4) 6 558() €(34) 1907(2) 215%(5) £3320) 25000
Nomensenel e -1ma) ~2078(4) 657002) c(35) 22202) 1302(4) B084(2)
Number of set!— cas) 38602) —2475(4) 6 5660) €6 91803) 348216) 78193}
range/” « (16) —651(2) 142(1) 6 546(4) €GN 2788(2) 622(6) 8412(3)
@l g 65003) —3767(5) 6606(4) N(4#0) ~304(2) 2265(5) 55903}
 range ciny 1590) 390 $9770) o) 136(1) 23090 816300) 20000
k range Ni21) 15092) 902(3) 5458(2) O42) =717(2) 3031(5) 5486(3)
| range Ni22) 1099(1) 173803) 5555(2) o(43) -2m22) 1385(5) 52172}
Number '.:‘ ref o23) 11232) 2745(4) S177Q2) g:sm 1 ::zr 30 |[§] 3346(2)
measus C(24) 153%(3) 2 539(6) 4854(2) 51) 1968(2) 4 ) 3604(3)
independent ©(25) 1786(2) 1 358(5) 5035(2) o[52) 1526(2) 2345(6) 3201(2) 15000
Flﬁ;vﬂi C(26) 7433) 38596) 513900 os3) 24172) 2613(5) 3337(4)
inal
Final &' () Compound (2) { x 10%)
Ni s 11001 335701) 76581) NG 227060 153104 T4373) 10000
Nio1) 451606} 1 860(4) 6658(3) NG2) 27636) 267204 7868(3)
c(10) 5 B8S(9) 995(6) 7036(3) o3 1964(8) 2 706(6) 85254
NI 617T486) 936(4) BO49(d) C(34) BYT(R) 1 57%(7) B 516(5)
N(i2) 6 42006) 2047(5) B 549(3) (%) 1 109(8) 8276 7812(4) 5000
) 174007) 9452(5) €06) 2229) 38057 9165(5)
C(14) 681B(11) 476(8) 9 522(6) C(37) 3260100 - ) 7459%6)
cus) —15(6) B625(5) N0y 75218 510%5) 8260(4)
<(16) 7092(10) 2741(8) 10 200(5) of41) 6 084(6) 4914(4) $518(3)
am e £ b o teom s S350 0+ e e e T T T T T T T T T
g gme el R o e gme
(21 )
NG22) 3926(6) 4195 645344) of51A) 1307(7) 74206 4339(5) g ;' g 8 g Eg S 8 ,‘2 ,3 ﬁ g £ 8 g 8 8 8 8
) 29719) 5137(6) 6121(6) Of524] 333310 8 THOES 56207) P D e - S ST D O SN R O O s A A A D T =
Ci24) 2311(10) S059(8) 5134(6) o(s3) 5714 851206 5431(6)
<(2s) 2805(3) 3985(7) 4857(5) N{50B) 2032(9) 8 882(6) 4874(5) D T B B I I I I IR T T B I B B B B o N I oV I o\
ciz6) 2755(11) 6060(7) 6797(6) 0(518) 1353(7) 8323(6) 4163(5)
cen 2488(11) 3386(8) 3012(5) 0(52B) 3281(10) 9 44068 5053(7)
©(30) 2652(8) 1313(6) 6551(4) 0(53B) 1492(14) 8 544(6) 5 645(6)

Published Structures

Kleywegt et al. (1985) J. Chem. Soc., Dalton Trans, 2177-2184 CSD entries with 3D coordinates (1936-2013)

doi: 101039/DT9850002 177 CCDC Number used as an indication of digital deposit
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Hand-typed tables of coordinates
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Structures Digitally Deposited cf Published

2178 1 CHEM. SOC. DALTON TRANS. 1985 100.00%
Table 1. Crystallographic data and details of data collection and processing for ML{NO,),. with M = Cu [in (1), Ni [in (2)], and Cd [in (3} 90 oo(y
. (N
m @) @
Stoicheiometry CyyH;,CuNy O, CyH; NG NiO, CyyH,,CdN,O,
Mo 51901 52418 57788 o
;:::::m J. CHEM. SOC. DALTON TRANS. 1985 2179 8O'OOA) T
afl
wi
;fw Table 2. Atomic co-ordinates with cstimated standard deviations in parcntheses 70.00% -
[ Atom Xja Yib Zfc Atom Xja ¥ Zje
TJ‘,\J (a) Compaund (1) { x 10° for Cu, x 10* for others)
z Cu 77342) 11 519(3) 6293102) cen 225103) 671(E) 4844(4) 60.00% -
D,fg cm? N(01) 1493(1) —122(3) 6454(2) C(30) 2044(2) 483(5) 6905(2) . (o]
F000) C(10) 135%2) —128%(5) 6 75B(3) N(31) 1 888(1) 1149(3) 74312)
(MoK yjcan " N(ID 708(1) —142503) 63566(2) NG2) 1386(1) 1906(3) 724602)
sl N(12) 379(1) —356(3) 6.35612) 3y 1395(2) 2512(4) 7800(2)
Li i y c(13) —1622) —764(4) 6558(2) C(34) 1907(2) 2157(5) 8332(2) 50.00% -
Number of sett C(14) —171(2) —2078(4) 6510(2) C(35) 222002) 1302(4) 094(2) .
> - cas) 86(2) —2475(4) 6.586(2) €(36) 518(3) 3421(6) TEI93)
range/” (ce C(16) —651(2) 142(7) 6 546(d) (") 2788(2) 622(6) 841203)
@l g 65003) —3767(5) 6606(4) N(40) ~304(2) 2265(5) 559003) o
h range oo 134%2) Z3395) $71702) ott) 138(1) 239903) 616302) 40.00% -
k range Ni21) 15092) 902(3) 5458(2) O42) =717(2) 3031(5) 5486(3)
I range Ni22) 1099(1 1738(3) 5555(2) O(43) —272(2) 1385(5) 5217(2)
Number '.:‘ ref o23) 11232) 2745(4) S177Q2) N(50) 1960(2) 3011(5) 3346(2)
measur C(24) 153%3) 2539(6) 4854(2) 51y 1968(2) 4072(5) 3 604(3) 0,
independent €(25) 1786(2) 1358(5) 5035(2) O(52) 1526(2) 2345(6) 32012y 30.00 A) T
Fb]-e‘;wd 26 74303) 3855(6) 513903 o(53) 24172) 2613(5) 3337(4)
ina
Final R (k) Compound (2) { x 10*)
Ni 5111 3357(1) 7658(1) N1 2270(6) 15314) 7437(3) 20.00% -
N1 4516(6) 1 8604) 6658(3) NG2) 2763(6) 2672(4) 7868(3)
(1o 5 885(9) 995(6) 7036(5) €(33) 1964(8) 2706(6) 8 528(4)
NI 61746) 936(4) BO49(d) C(34) BYT(R) 1577 B 516(5)
N(12) 6420(6) 2047(5) § 54903) €(35) 1 109(8) 827(6) 7812(4) 10.00% -
sy 6802(8) 1740(7) 9452(3) <(36) 22239) 3805(7) 9165(5) . ()
C(14) 681B(11) 476(8) 9 522(6) C(37) 3260100 —423(6) T745%6)
aus) ~15(6) 8625(5) Ne0) 7521(8) 510%(5) $260(4)
<(16) 7092(10) 2741(8) 10 200(5) 0O(d1) 6 084(6) 4914(4) 8 518(3)
[=1l)] 6 208(11) = 13116} B 281(6) 042) B 610(7) 5982(5) 8 553(4) O 00% -
gn gme Time  imR oom, e g e '
N(21) ITIUTY 3S15) (4) (S0A) ) )
NZ2) 3928(6) 3195(5) 6453(4) oes1A) 13077) 794216) 4339(5) % :l" g 8 % g 8 g ,Q F\" ﬂ S g 8 g gq S 8 S g
€(23) 297109) 5 137(6) 6121(6) O(52A) 3333(10) 8 TBO(B) 5620(7)
24y 2311(10) 5.059(8) 5 134(6) O(53A) 573(14) 8 512(6) 5431(6) a O O 0O OO OO OO OO Ob b o) Oh b O O O O
©(25) 2805(9 3985(7) 4857(5) N{50B) 2032(9) 8 882(6) 4874(5) D B B T e B o B O R e B B e IO B I B = I - T 0 I o VI o VI o
C(26) 2755(11) 6060(T) 6 797(6) O(51B) 1353(7) 8323(6) 4169(5)
c@n 2488(11) 3386(8) 3912(5) 0(52B) 3281(10) 9 440(8) $053(7)
(30 2652(8) 1313(6) 6551(4) 0(53B) 1492(14) 8 544(6) 5645(6) P . .. .
ublished Structures M Digitally Deposited

Kleywegt et al. (1985) J. Chem. Soc., Dalton Trans, 2177-2184
doi:10.1039/DT9850002177

CSD entries with 3D coordinates (1936-2013)
CCDC Number used as an indication of digital deposit
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Deposit Structures
Upload your data to the CCDC c c )c

for inclusion in the Cambridge
Structural Database

Cambridge Crystallographic ]
o

|

€ ¢ X — -

Cambridge Crystallographic g
Dsts Certire

Upload Check Syntax Validatio Add Publicatior Enhance Dats Re Submit
Check Syntax Validation Add Publication Enhance Data Review Submit Check Syﬂtax " eck ! faten ublication eviewt o

The Bles NigRaghsed in red In e IEM-hand CoiMA COMEIN eMTars A naed fing befare procescng

Prease cick on any red fle names n e lefl-hand colmn, make the 3pproprale edits and hen cick Ihe "Save & Rec) Enhance Data

CIF deposition and validation service proccesing o e nod step

For more infonmatic 1o fix errors ‘cormecting CIFS |
ormere jon o s 1o piease SR our oG G page Please check the information below for each structure submitted and add as much additional information as possible:

This web service enables you to submit CIF files and associated structure factor files to the CCDC and for your Update the CSD fields on the right hand side rather than the GIF directly. Any edits to the CSD fields will update the CIF automatically
structures to be included in the Cambridge Structural Database. b

a88164.cf 2 When you have checked each Structure please proceed to the next step.
Deposition allows you to correct syntax errors. check the integrity of your data and add additional data Ermorcd €9 2 1 would like to submit my CIF to the CCDC

mult_ci cif EL)
Please include structure factor data for all structures. n

;
« Files should be in CIF, FCF or HKL format and may be included in a ZIP file = | —

* At least one CIF file must be included in the submission

5
i 7 deta_con
« Al files submitted on one form should correspond to ene publication only = PICK ASTRUCTURE TO EDIT 3D VISUALISER CSDFELDS

« There is a limit of 100 MB in the total size of files uploaded 78 _awalt_crestion_sethod SHELXL 97
T _chamical_nese_sritemstic 99scw127a.cif Compound name @

« For more information please see our Structure Deposition Information page. »
B My lovely cospound e data_99scw127a
a
L ;‘""l""";“ - g Synonyms/other names @
Your nameo Suzanna Ward 8 "
Your e-mail EGGIESSO ward@ccdc cam ac uk Crystal colour @
‘ ‘ ’c JSmol colourless
Institution (eg. ccbo Cambridge Crystallographic ] Crystal habit @
University/Company) @ Heta et black
ot o Add Publication o ... iorm———— I
resubmissions: 9 P-1
Please check and the publication details Validation cc - oo a PR
CIF/FCFHKLZIP files @ 1 you dont know the full publication detalts then please provide the current list of autnors for the data yo S S
View reports on the and integrity of your caleulated naported
Upload added files Authors Gregory M. Ferrence, Deyaa | AbuSalim, Timothy D. Lash o Somo
01
e Structure oﬁlucr checkCIF liaty foemata 16 30 w4, c4 245, EIARRK IO MRS
Upload curmiel Hame b formuta — <22 xs0 w07
MultipleCifs.cif P e
s s 12310
Volume data_structure_1 Enter response
Mo Structure Factor Data have been uploaded.
Sinucture Faclor Data are an essential pan of the depositon. Piease click 'Go Back' 10 300 SUUclufe FACIor Data 10 your deposition Year data_siructure_2 Enter response
[ data with your deposition you may coninue by clicking Proceedto i
Next Step’ vigs data_structure_3 Enter response 0.974,0.99
o
Single.cif # Ropoxted T Linite: Taine.350 Tauxe0.568
If you do not intend to publish the data in the scientific literature and would like to aota_swvcnre+ | | T ever osvonse ot s
{rer1ocesons)= 0.0640( 1002) actionsh= o.3015( 3022)
share the data immediately through the Cambridge Structural Database then - 103 space 333
please click the ‘Private Communication’ button below. Pt BT gtk AL et o
@ - = - ik on the hyperfinks for more details of the tezt.
= Rlert level B
Retrieve Deposited File L
CCDC home Deposit sructures Getsnictures. Aboist this service
T250_ALERT_2_C Large U3/U1 Ratio for Average U(Lj) Tensor ... 2.9 Note
T414_ALERT_2_C Short Intra D-H..H-X HS1 H53A 1.98 Amg.
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IUCr checkCIF and CSD-Deposit

CSD
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CO0(¢

e Deposition to CCDC now includes:

— Generation of checkCIF reports

e Available to depositor during
submission

e Stored at CCDC at submission

e Soon to be available to publishers and
referees during peer review process

— An easy way to embed validation
responses into CIF

— Retrieval of edited CIFs and checkCIF

¢ C )¢

Cambridge Crystallographic ag -
Data Centre
Upload Check Syntax Add Publication Enhance Data Review Submit
Validation

View reports on the consistency and integrity of your structures

Structure © [ IUCr checkCIF
MultipleCifs.cif
data_structure_1 View report Enter response
data_structure_2 View report Enter response

data_structure_3 Enter response

Single.cif

data_structure_4 View report Enter response

4= Go Back + Proceed to Next Step

reports

e Launched July 2015

Level A

Level B

Level G

Most likely a serious problem - resolve or explain

A potentially serious problem, consider carefully

Check. Ensure it is not caused by an omission or oversight

General information/check it is not something unexpected

http://www.ccdc.cam.ac.uk/NewsandEvents/News/Pages/Newsltem.aspx?newsid=40
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Capturing additional metadata

1965 - 2015

CO0(¢

URE TQ EDIT 3D LALISER

CSD FIELDS

Example 1.cif Compound name @
o data_5_95GPa

Example 2.cif
« data_tBui1Dkbar

2-hydroxyhenzaldehyde oxime

Synonyms/other names @

salicylaldoxime

Crystal calour @

Crystal habit @

hlock
JSmol
Space group @
o P21

1 data_5_93GPa| -~
2 Stucly termperature (K) @
3 _audit_creation_method CRYSTALS _ver_12.8@
4 _chemical_name_systematic '2-hydroxybenzaldehyde oxime' 283
5 _chemical_name_common salicylaldoxime
& _chemical_formula_moiety 'C7 H7 N1 02 .
7 _chemical_formula_sum 'CY¥ HY N1 02 Formula mu:uety@
8 _chemical_formula_weight 137.14
9 _chemical_melting_point 59-61 CTHTMNTO2
1@ _symmetry_cell_setting Monoclinic
11 _symmetry_space_group_name_H-M 'P1 21im 1 Formula 5um9

12 _symmetry_space_group_name_Hall '-P Z2wyn'
13 loop CT HY M1 02
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How you capture metadata is important
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* Important to capture metadata in a semantic or

defined way. Study Temperature relative to Melting Point
* Free text is not necessarily a good thing 600
* There can also be confusion over meaning for

example the morphology as grown or as cut? 0 Predominately due to MP

reported in in °C not K.

200

-200

-400
M Prisms

M Blocks

-600

u Plates

H Below Melting Point B Above Melting Point

M Needles

u Other

Plot based on data as initially
deposited and before validation
at CCDC

NUNFUY

e
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CSD-Xpedite
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4 = 5 i3 v AN STNES > » —
\glm http://crm.ced.cam.ac.uk/ ccde/main aspis O~ ex| yix
Fle Edit View Favoites Tooks Help
x @ Convert v [ Select .
e Ntax errors
Depostts | View  Chats  Add
(adiote  GaCopyalink. 5 oy R Ewortto el A
tvesamte Gemitaunk. S P L
Run st Avanced  Assign CCOC
workflow Diaiog Fing  Humbers
[ recorss Collaborate Process Dats Rensp ]
| Workplace G B Deposits: Awaiting DC Intervention - External + [Seareh for recoras P . l la‘ ‘ ura‘ IeS
4 My Work =E | e ] Status Resson | Depositor Deposition Coo... Subject (Email) 2|«
£ Dasnbosras B} Awsting CCOCNumbers  Shun-fiWang  CCDCDepost  New,vaid web deposit | g
| B Rt ng Avsngconctan_ totanindane: CEOCD e Cxoete e
A
D Dupscate Detaction 8[=} Awaiting CCOC Numbers  MichaelJennings  CCDCDeposit  New, valld web deposit
| Ao &[5} Awaiting CCOC Numbers ' ccoc Depost me |8 . .
I B tal=] Awaiting Correction Dra Vicoria Casti CCOCDepost  Deposted Data - CCOC93 & [
[ =00 128350080 Inprogress of assigning .. Marelke Jahnke  CCDC Depostt  Depost of 7 Xoray structu
Workplace. i
B Soles T 128355606 Awaiting Correction Chang Hong CCDCOeposit  Re:CCOC Depository Reay| F
- £ 1283526-06p Awarting Correction D. Steinborn CCDCDepost  CCDC submission - chang |
[ Marketing 1L 1283440.0€p Awaiting Correction mousyedabdulale CCDCDeposit  Re: CCDC Depository Req |
B serice [l =
Settings . .
Publicabon Publications e .
Eur.J.Inorg.Chem. (2013) ,3316 l l I I
Nome Eur.JInorg.Chem. (2013) 3316
"3 Cursted Data: Curated Data Associated View ~ £
[ | Name Depost CCOCMumber | Soutce i (Extemal Formst) Status Resson Register Decrsions Present 2
TIB 1643223-C.. 1000218-0€P 929,193 structure_1999264251.txt Addedto WebC(SD Mo -
B U6XS0C. 127479606 929192 cedeait AddedtoWebCSD N )
M 1762051C.. 1274796-0EP 929191 GvshsunLivis_mach.n AdGedtoWebCSD Mo
T 1643226C.. 1000218060 29192 strucure 1999264250 it Inactme No
B 1643225C.. 100021806 929191 strudure 1999264245 bt Tnacwe N

Over 70,000 structures deposited annually

The CCDC’s internal Systems automate most steps involved in
processing deposited CIFs but manual intervention sometimes
needed.
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CSD-Xpedite- Metadata used internally

CSD-Xpedite

e Deployed 2013

e Based on CRM

e Used to manage all the
transactions that go on
behind the scenes

*  Number of different
entities/record types

* Each entity has
metadata associated
with it

* Entities include contact,
deposit, CSD entry,
journal, publication,
documentation

Deposition metadata

LLLLLLL Deposition Coordinator *

.....

Sta
Statuc Resan Ucer Supplied Cata Check
B Procassing Complete Required
Stnuctune Fatar Matching Complet
B e
Import
Catdep Em
[ 8
Curated Data
Neme  Depot | OCDCNumber | Source ik Extemsl Fomsst s Remson Fegister Dec
SIS LMD WL el NASOD Adied o WeCSD Mo ¥e
Documentation
Wamer  Depost yoe FileFormut., et Resson  Crested On
o flect OO Caton chamic oz
FS00InkcH  13TEDEP ructans ehamicall Conve red om0

Administration

Administration Detailc

Created By B CCDCDeposit Created On B 0w 1056
Mdified By @ CCDCDepodt Modified On B 0mIn0ls 1057

Notes
noTEs.

Publication metadata

uuuuuuuuu R
Private Communication (2015)
s P
£ %
Year 2015
s -
i ) .
,,,,,, T
o -
Fios aion e RefType &
Status & -
ed & 02077201 Crested By '] CC0C Deposit
todified O 8 o705 33 Moded B B o ssthwigin

CSD

1965 - 2015
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CSD entry metadata

e
1939893-CUR e e

Name
@ 193989
Mis-Pub

& 1000 b B 1645000) . 8 e
Aipha w0 s @ s - Q
Spoce Grouwp =" Refactoe am Temperature @ 15000
rrrrrrr @ csHncan o4
8 bisiaas 2 e
Active Publications + =
for records o
Name Authors DOL. Fintpage Joural Voo Vesr  CressdOn Modifed On 2
Priate Communication... Tracey Hewat, Nel Robertson Nick Funnel  Yes Private Communication 015 COY/0IS105 00720151

L. Refeodes by Status Curated D, ¥
Refcate Curated Record. Publication Status Accession Date | Modifed On | Modibed By Created On

Q0TS GUNIS L. COOC Depost w7018

< >
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Assignment of chemistry
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e Automated processes paB) =~ (BP%T(A}

based on structural
knowledge R el

_atom site fract x
_atom site fract v
- - _atom site fract =
e Manual validation by  —=omeeees
_atom site_adp type
_atom site occcupancy
_atom site symmetry multiplicity

expert editorial staff oo

_atom site refinement flags

_atom site disorder_assembly

_atom site disorder group

Cl1 €1 0.5933(2) 1.000747) 0.8131(17) 0.044(3) Uzni 0.50 1 d PDU A 1
51 5 0.5321(3) 0.82&0(&) 0.5322(3) 0.0327(11) Uani 0.50 1 4 PDU 2 1
Cz C 0.5523(4) 0.8802(3) 0.85184(3) 0.0Z3(4) Uani 0.50 1 4 FOU & 1

C3 € 0.5286&(7) 0.8174(18) 0.7440(7) 0_.031(4) Uani 0.50 1 4 PDU 2 1
H2R H 0.5350 0.82343 0.6771 0.027 Uisc 0.50 1 cale PR A 1

C4 C 0.4518(8) 0.7220(13) 0.7783(8) 0.027(4) Uani 0.50 1 4 FDU & 1

C5 € 0.4300(&) 0.7171(14) 0.B773(3) 0.023(4) Uani 0.50 1 4 PDU 2 1
Clz C1 0.3202(2) 0.4%82(8) 1.08301(5) 0.0588(15) Uani 0.50 1 4 PDU 2 1
52 5 0.38755(13) 0.6658(5) 0.3578(5) 0.0400(10) Uani 0.50 1 4 FDU & 1

Assignment of chemistry is
important for discovery, data
mining , analysis and
interoperability




Data that describes the substance

ACEXUB : mer-(bis(2,6-bis(1-(4-t-Butylphenyliminojethyl)pynidine}-zinc(ii))

bis(tris(hexafluoroacetylacetonato)zincate(ii)) diethyl ether solvate
Space Group: C2/c, Cell: a 42 138(2)A b 19.4444{10)A ¢ 26 255(2)A, @ 90° 8 110.969(10)° y 90°

&%

ACD/Labs

3D viewer Chemical diagram

ey hpon
t’@ \‘ / NbC)“Bu
Fac‘ -.O—In—O;,CF3

\'n{'?a Oy’* Bu-—@__u/‘\\ @«Bu

@®

Fsc-v"-«CFs

Et-O-Et

L8]

Style Labels
Ball and Stick [ | | No Labels

Packing Measure

E“ Mone :l MNone EI

View group symbols key

s

CSD

1965 - 2015

COO(C

Compound names
based on IUPAC
conventions using
ACDname and manual
curation

2D chemical diagram
generated from
existing CSD entries,
CCDC diagram
generation software
and manual curation

[ER———r—

======
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Data that describes the dataset as a whole

1965 - 2015

COO(C

e |mportant for provenance and
attribution

e |ncludes:

— Publication data

¢ Could be in the scientific literature
and/or repository

— Authorship data

e Creation of the sample, data
collection, data analysis

Synthesis, Structure, and Catalytic Studies of Palladium and
Platinum Bis-Sulfoxide Complexes

E. Postgrad, A.Crystallographer and R. Supervisor
Abstract  DOI: 10.1021jacs 5b03972

Coordination-directed seff-assembly has become a well-established techniguefor the
construction of functional supramolecular structures. In contrastto the mostoften exploited

transition metals, trivalent lanthanides Ln" have been less utilized inthe design of

polynuclear self-assembled structures despite the wealth of stimulating ... [.-.]

Chemicel disgram

Azzaclated aublications:

“asar Durust, Frank . Fronceek, Prvafe Commsioation, 2015

!cwstals Southampton
[T

Login | Creste decount ]
({2R.5R)-2,5-bis{4-Nitrophenyl)perhydrofuro(2,3-b)furan-3-yl)triisopropylsilane
sample Originator: hshasl B. Hursthouse and Simon J. Coles

Carasz0g8i
InChI=1/C27 HIE N2 06 5 1- C2S36(1SCEH, 19( 6027+ 15-29(20-7-11-
Z3(12-5-20)08(0 7 134 26037 R5-25(1 272 1-6- 13-23(14 10-

2URIETNEINT-14,17-10,24.26H,15-16HZ, 1-6HIAZA- 35 26 37~
st

Idertification | 10.5258kcrystals/ 08
mber:
Date 28 July 2001
Created:
Deposited |21 Jan 2009 15:20
on



http://commons.wikimedia.org/wiki/File:X_Ray_Diffractometer.JPG
http://upload.wikimedia.org/wikipedia/commons/2/2d/Crystal_Meth.jpg

CSD

Metadata - Associating CSD data to publications
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Metadata exchanges Publication metadata from third parties

e Automated workflows with: crossref.org T

ABOUT CROSSREF FOR PUBLISHERS FOR LIBRARIES FOR AFFILIATES FOR RESEARCHERS ros:

- Publishers - Third Parties J—

Select result format - xmi-xsd: @ OR unixref: ©

10.1038/C4CE02564D
Dol

<full_title>CrystEngComm</full title> -

. . <abbrev_title>CrystEngComme/abbrev_title>
<issn media_type="electronic”>1466-8033</13an>
<coden>CRECF4</ coden>

</journal_metadatay
<journal_issuey

<publication_date redia_type="print”>
Journal * CrystEngComm DoL 10.1039/CACE02564D cyears2015</yeazs
</pablication_date>
Year 2015 DOl Service search ¢ Yes <3 nuulml,vi}!m;ml
<volume>17</volume>
- </journal_volumes
Volume 17 JDS Number aoumnal_volumes
</jcurnal_issuer
First page 5377 Last page - - <journal_article publication type="full textr>
<titles>
IUCr Data Validation - IUCr Co-editor Code - Result . N ﬂ:inrl.::f?%m; three-dimensional lanthanide metal-organic frameworks with variable coordination spheres based on pyrazine-
13,5, 6-tetracarboxyla icle
Manuscript - CFC O <rTitIeay
Authors Conrad W. Ingram, Geoffrey Kibakaya, John Bacsa, Stephan R. MathisII, Alvin A. Holder,
Varma H. Rambaran, Brandon Dennis, Esmeralda Castaneda, Julianne 5. Robbins, Z. John Bibliographic metadata search
Zhang

This form is a guest query interface to the CrossRef system for individual DOI retrieval. This interface is not
intended for automated querying. If yvou would like to query CrossRef on an automated batch basis, please
obtain an account on our system.

M t d t f b I = h You must supply either author or first page and we recommend using journal title as well as ISSN. For a list
e a a a r0| I l p u IS e rs of journal titles in the CrossRef holdings please visit our browsable journal list.

=doi>doi:10.1107/52056989015014383</doi> Limit search to: ® Journal OR © Book/Conference Proceeding

—title= ) First Author 155N
Crystal structure of 6.6.12.12-tetrachlorotricyclo[8.2.0.04.7]dodecane-5,11-dione

=/title= Journal Title

<journal>um:issn:2056-9890<journal= Article Title

=cnor=xu3862</cnor= vl ——] I —— 5 — 1 v

<author=Turan Akin, E. </author= olume ssue age ear

<author>Hékelek, T.</author>

<volume=71</volume> ISBN Component Number

<issue=~9</issue= Series Titl

<firstpage>1000</firstpage> snes Tie

<lastpage>1002</lastpage= Enable Multiple Hits

<published>2015-08-06=/published>

Search Clear F:
<cede=1415865</cede> om
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CSD

Metadata enabling referee access to data -
€C X
¢ C X

Cambridge Crystallographic
Data Centre

Get Structure:
From: 418e7b.0b9f8125@editorialmanager.comnr

Sent: 04 March 2015 03:45 o ) _
The data is provided for legitimate peer review |
Su bject: M an uscri pt _ fO r reVieW should be considered strictly confidential. NEXT »

More information

This service is for Referees and Journal Editori: Results

¥ CCDC# Refcode -
In view of your expertise | would be very gratefu Gl
following manuscript ... CCDC number(s) @ 4 1045035

|| 1049037

If this paper includes new structural information, Author sumame ® ¥ 1089038
available from one of the following databases:
CCDC (organic and metal-organic compounds):
http://www.ccdc.cam.ac.uk/data_request/referee.access
Fiz Karlsruhe (inorganic crystal structures): http://www.fiz-
informationsdienste.de/en/DB/icsd/depot.html .
PDB (proteins): http://www.rcsb.org/pdb/

-


http://www.ccdc.cam.ac.uk/data_request/referee.access
http://www.fiz-informationsdienste.de/en/DB/icsd/depot.html
http://www.rcsb.org/pdb/

CSD

Metadata used to link articles and data -

ACS Publications

MOST TRUSTED. MOST CITED. MOST READ.

- Any Author
= Cu(ll) metal organifz frameworks (MOFs) using pyrazole and aromlatic carboxylic © Research Topic _
1e MOFs are synthesized based on a hexanuclear Cu-pyrazolate unit as a secondary (Now with patent search)
= intriguing structural networks like (4,4) type herringbone grid or an archetypal
| Bala, Sukhen v

2se MOFs showed highly encouraging photocatalytic degradation of toxic organic dyes
ation in wastewater purification. On the other hand, magnetic behaviors of MOF-2 and
1 Cub unit have also been investigated.

wrganic Chemicals and
actions

ACCessID 0Qaes
| ceoc: 1019417
| ccoc: 1019418
CCDC: 1019418

Just Accepted Manuscript
Cctober 22, 2014

Flonnhind: Aomend 409044

= Divergent synthesis of anrlated pyridin-201H}one deriv...

ine from 2-chloropyridine iz described via a Directed Tetrahedmn

chanism in 26-28% yields. By performing sequential, " Combined directed otho metalation-halogen dance (HD 5.
a variety of functionalized heteroaryl and arylboronic Oryanic Lelters

ne scaffolds have been accessed in synthetically b View details of all 2 citing articles in Scopus
tives. 2-Chloro-4-heteroary|-3-iodopyridines and
ated. The synthesis of 5-[3 4-kis(2-

a two-step SonogashirarSuzuki-Mivaura reaction
nylacetylene and B-fluaropyridin-3-yl-3-horonic acid

N F} ~
f ! l‘ € )€ crstaliographic Data
e

wra couplings

Wiem Record in Scopus

ELSEVIER

CO0(¢

ASUQIO : catena-((113-3,5-Dimethyl-1,2, 4-triazolato-N,N',N")-copper(i))

Spacegroup: P42/n, Cell: a 13.470(2)A b 13.470(2)A ¢ 6.142(2)A, a 90° B
90° y 90°

3D viewer

Associated publications

Jie-Peng Zhang, Shao-Liang Zheng, Xiao-Chun Huang, Xiao-Ming
Chen, Angewandte Chemie, International Edition, 2004, 43, 206, DOI:
10.1002/anie.200352627

Jie-Peng Zhang, Yan-Yong Lin, Xiao-Chun Huang, Xiao-Ming Chen,
Journal of the American Chemical Society, 2005, 127, 5495, DOI:
10.1021/ja042222t

Jie-Peng Zhang, Yan-Yong Lin, Xiao-Chun Huang, Xiao-Ming Chen,
Dalton Transactions, 2005, 3681, DO 10.1039/b509615d

Links are in place for ACS, RSC,
Elsevier, Wiley and IUCr journals
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CCDC crystal structure DOIls

1965 - 2015
0OOC
e Over 560,000 dataset DOIs registered since April 2014
* DataCite metadata includes related article DOIs
* Foundation for formalising data citation and interoperability DataCite

 Data Citation Principles - Data should be considered DCI 10.5517/CCPHZ37
legitimate, citable products of research...

https://www.forcell.org/datacitation
Data Citation Principles

Synthesis, Structure, and Catalytic Studies of Palladium and Crvstall herd "
Platinum Bis-Sulfoxide Complexes rystatiograpner doesmt
always get credited for their

E. Postgrad, A.Crystallographer and R. Stinervienr contribution.

Abstract DOI: 10.1021/jacs.5b03972

Coordination-directed self-assembly has become a well-established technique for the Article DOI primarily identifies

construction of functional supramolecular structures. In contrast to the most often exploited the paper and not the data.
transition metals, trivalent lanthanides Ln" have been less utilized in the design of
polynuclear self-assembled structures despite the wealth of stimulating ....[...]

Crystal structure data often
buried amongst the

@ Crystallographic Information File 7 PDF supporting information.
» jagb03872_si_ 001 cif (2.93 MBE) 5 janpUdy 2 _si 002 pdf (248 MB)

e -

Supporting Information


http://dx.doi.org/10.5517/CCPHZ37

CSD

Provenance and attribution

1965 - 2015

0OOC
CSD DOI — Access to CSD entry & data Information added to structure of record

B 3 S B R S A B B R R B R A B A R

CC X ¢
Cambridge Crystallograghic CSD entry: ACEXUB # This file contains crystal structure data downloaded from the
e Gertre # Cambridge Structural Database (CSD) hosted by the Cambridge
# Crystallographic Data Centre (CCDC).
2= Refcode: ACEXUB and returned 1 record #
# Full information about CCDC data access policies and citation
Results ACEXUB : mer-(bis(2.6-bis(1-{4-t-Butylphenylimino)ethyl)pyridine)-zinc(ii)) # gUid‘elines are available at http://www.ccdc.cam.ac.uk/access/Vl
bis(tris(hexafluoro: icetonato)zincate(ii)) diethyl ether solvate #
Space Group: C2/c, Cell: 2 42.138(2)A b 19.4444(10)A ¢ 26.255(2)A, a 90° B 110.969(10)° v 90° # Audit and citation data items may have been added by the cCDC.
[ ccoc# Refoode = # Please retain this information to preserve the provenance of
£ T AEREE # this file and to allow appropriate attribution of the data.
3D viewer Chemical diagram "
iddsddsssssadssddassssdsstitapsssdssstaptattdastsatatidasptat bttt
data I
_audit block doi 10.5517/cc5x3wl
e A “/L,ijc _database code depnum ccdc_archive 'CCDC 175983"
: 0,0 : Bu“@—N\|/N-O‘Bu lOOP_
Ficy o—zn—o-_,u, _citation_id
i b 0 o ,,/ |\N_@—Bu “citation doi
%C&@))‘Cﬂa _citation year
1 10.1107/51600536801015458 2001
ErQ-Et :
_audit update record
2001-12-13 deposited with the CCDC.
2015-08-18 downloaded from the CCDC.
-
Style Labels Packing Measure
Ball and Stick [] [No Labels [ (None  [] [Mone  [i=] View group symbols key

Dataset publication

CCDC 175983: Experimental Crystal Structure
Determination. A. Crystallographer, Cambridge
Crystallographic Data Centre (2001)

Onine, 2991, £7, i, DOK 10 TOTISTGROSSRIISISS e e http://dx.doi.org/10.5517/cc5x3w1l

Additional CCDC details

CCDC Citation - S.J).Coles, J.Granifo, M.B.Hursthouse, A.G.Osbore, CCDC 175983: Experimental Crystal
Structure Determination, 2001, DOI- 10 5517/cc5%3w1
Deposited on: 13/12/2001

Associated publications




DOIs — facilitating interoperability

Active filters ([ clear all):[E|
datacentre BL.CCDC - The Cambridge Crystallographic Data Centre

560521 documents found in 754ms
Page 1 of 56053 B

CCDC 651833: Experimental Crystal Structure Determination #1
¥doi:10.5517/CCPW8WP
Zakharova, V.M. * Tanarro, C.M.G. * Gutschow, M. * Hennig, L. « Sieler, J. « (et.

al.)
doi:10.5517/CCPWSWP
CCDC 651836: Expe

Rdoi:10.5517/CCPW8ZS | This page represents DataCite's metadata for doi 10 5517/CCPW8WP.

Dumitrascu, F. « Caira, M
For a landing page of this dataset please follow http://dx.doi.org/10.5517/CCPW8WP

CCDC 658558: Expe
¥doi:10.5517/CCQ38TW | Citation
Li, Xinsheng « Meng, Xial

CCDC 672176: Expe
¥doiz10.5517/CCQKG3T
Sun, Yun « Wang, Xiaozh

Zakharova, VM ; Tanarro, C M.G_; Gutschow, M ;
Hennig, L.; Sieler, J.; Schulze, B.; (2008). CCDC 651833:
Experimental Crystal Structure Determination;,
Cambridge Crystallographic Data Centre. http://dx doi.org
110.5517/ccpwawe [

CCDC 644817: Expe
¥doi:10.5517/CCPMZKT
Jiang, Huiling « Zhu, Shiz Abstract

Descriptions

An entry from the Cambridge Structural Database, the
world’s repository for small molecule crystal structures.
The entry contains experimental data from a crystal
diffraction study. The deposited dataset for this entry is
freely available from the CCDC and typically includes 3D
coordinates, cell parameters, space group, experimental

conditions and quality measures.

Facilitates formal citation AND
interoperability. Currently adding
indication of full citation and

DataCite  resourceType to metadata

CSD

1965 - 2015

CO0(¢

InCites™ Journa Citation Reports

Essential w dNote ™ Signin ~  Help  Engi

THOMSON REUTE]

All Databases
All Databases

My Tools ~  Search History Marked

Welcome to the new Web of Science! View a brieftut]
Web of Science™ Core Collection

BIOSIS Citation Index s

Basic Search

Example: oil spill” mediterra cument Contents Connect®

BIOSIS Previews®
Click here for tips
2 Search improve your sear
*Adt Data Citation Index
Derwent Innovations Index

KCl-Korean Journal Database

TIMESPAN
o [Anyears CCDC 850898: Experimental Crystal Structure Determination
5 From | 190 From Repository: Cambridge Structural Database

By: Forgan, RS; Roach, BD; Wood, PA; White, FJ; Campbell, J; Henderson, DK; Kamenetzky, E; McAllister, FE;
Parsons, S; Pidcock, E...More:

Cambridge Structural Database
DOI: hitp://dx doi.org/10.5517/ccxkibs
Viewed Date: 16 Jan 2015
Published: 2011

Abstract

An entry from the Cambridge Structural Database, the worlds repository for small molecule crysial structures. The
entry contains experimental data from a crystal diffraction study. The deposited dataset for this eniry is freely available
from the CCDC and typically includes 3D . cell space group, exp i and
quality measures.

Keywords
Author Keywords: Crystal structure; Experimental 3D Coordinates: Crystal System; Space Group; Cell Parameters

Coverage of CCDC data by the
Thomson Reuters Data Citation
Index achieved via the DataCite
metadata store.

O\n ERED &

DATA

CITATION
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DOIs — facilitating interoperability
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Datasets UK Research Data Discovery Service:

Aim is to aggregate metadata for
research data held within UK
universities and national, discipline
specific data centres.

500000
450000

Jise

400000

350000
300000

200000
150000
100000
50000
o

1]

M Datasets in DataCite W Cambridge Crystalographic Data Centre RDA-WDS PUb|ISh|ng Data

B PANGAEA ERCSB M Elsevier W DataCite Resolver M Thomson Reuters \ . i
M OpenAlRE M CrossRef M OpenAlRE Resolver M PubMed @ SerVICES prototype taklng a
- feed of CCDC article-dataset

Publications ) :
wescarcioata awiance  links from DataCite.

Data literature inter-inking

< Q) service (beta) that ingests data

@ article -inks. Inspection portal :

DLI SerV|C http://dliservice.research-

HCi W Cambridge C ic Data Centre M RCSB H
B Datasets in DataCite M PANGAEA M PubMed M Elsevier M OpenAIRE I nfra structu res.eu/
B OpenAIRE R ETh R M DataCite Resolver
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Linking based on chemistry

1965 - 2015

CO0(¢

L SOCI!

> ROYAL SOCIETY
%+ OF CHEMISTRY

= q @

Ch

emSpider

Search and share chemistry

Mames and identifiers  Properties  Searches  Spectra Pharma Links More «
Associated Hyperlinke  hitp i doi.org/ 105517 codzips

Comments:  Structure CCDC 148418 from the Cambridge Structural Database reported in RSC article
hitp: e doi.orgf10.1039/0000825g

Unit cell  a=144429(5)A, b=8.0603(3)A, c=24 3908(7)A, alpha=90.00°, beta=99.510(2)°,
gamma=90.00°, T=123(2)K, space group P21/, 7=4

Submitted by antonywilllams

b

HM:P21/n

a=14.443A
b=8.061A

c=24.3914
«=90.000°
B=99.510°
y=90.000°

3 Standard InChl:
InChI=1S/C33H3606/cl1-7-10-37-31-19-
25-13-23-17-29(35-5)33(39-12-9-3) 21-
27(23)15-24-18-30(36-6)32(38-11-8-
2)20-26(24)14-22(25)16-28(31) 34-
4/h7-9,16-21H,1-3,10-15H2,4-6H3

Bulk identification of links between ChemSpider
molecules and CSD Crystal Structures (~50,000) e ¢ GHFFFAOYSAN
facilitated by InChls.

e
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Other crystal data repositories
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e PDB

— match PDB ligands to best representative CSD molecules

— working group on ligand validation

29 July, 2015

Data correspondences between the PDB and CSD archives now available

The Waorldwide Protein Data Bank and the Cambridge Crystallographic Data Centre (CCDC;
http:/www.ccdc.cam.ac.uk) are pleased to announce the availability of 3 new data resource containing
correspondences hetween the biopakyrner camponents and ligand molecules found in the PDE archive that
exactly match small-molecule X-ray structures in the Cambridge Structural Database (TS0 archive,

The chemical structure of every unigue molecule in the Protein Data Bank is described in the PDE Chemical
component Dictionary. The new POE Chemical Cormponent Model data file complements information in the
PDE by providing the following CSD information for matching molecular entries: accession code CSD FINWEE10/PDB FK5
correspondences, Cartesian coordinates and R-value, data-collection temperature and a disorder flag,

SMILES and InChl descriptors, and a Digital Object Identifier (DOI) for the citation associated with the CSD

ety #3BBSRC

bioscience for the future

Ab present, there are 20,077 chemical components in the PDE Chemical Cormponent Dictionary, and for 1,418
of these exact match structures have been identified in the CSD. The new PDE Chermical Component Model

file is available fram the PDE FTP archive wvia &PDBe

Protein Data Bank in Europe
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Linking experiment to data -
CC X

ISIS: Neutron and muon instruments at the UK Science and Technology Facilities Council
Rutherford Appleton Laboratory.

ICAT

The ISIS data catalogue

All data produced at ISIS is catalogued into ICAT — the 1SIS data catalogue.
This catalogue is made available as a searchable website, via Mantid and as

an AP

IS1S will issue citable DOIs for all experiments carried out at SIS, You are
encouraged to cite these in publications relating to ISIS experiments. For more
information see DOIs

CCDC and STFC investigating the potential
for linking between:

e raw data stored at STFC

* modelled structure stored at CCDC

CCDC doi10.5517/ccxns8l Challenge: reliably associating results with
_diffrn_radiation type neutron Original experiment
_diffrn radiation acurce '"ISIS agpallation source’

e



Metadata about people and institutions

ORCID

Suzanna C. Ward

REGHTER FOR &8 CRCID D LE

~ Employment

BBl ..:cidge Cryscallographic Daca Centre

Alzo known as
Suranna Ward

Keywords: crystal = WWorks

CCDC 1008 189: Experimental Crystal Structure
Determination 2014

ORCID

Assigning DOls through
DataCite allows researchers
to add their data to
researcher IDs such as
ORCiD

Funders are wanting to
know the output of their
funded research. This will
require linking between
people, publications, data
and funders

CSD Dz

GAMIZATIOMNS ABOUT ﬂ
AR HOEE

CSD
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" structure deposition and dissemination @

Register with CCDC

Login with

ORCID
Email or iD

L 1
Password

L 1

Register for an ORCID iD

Could be used to find
institutions research output.
Ringgold IDs now in our
internal systems and we want
to work towards reliably
identifying institutions at point
of deposition

e
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What next?

1965 - 2015
0O0OC
-n Portal () CSD Deposition Portal
%, structure deposition and dissemination
- Integration of Researcher and Institutional IDs
Losn with - Exposure of CCDC services during deposition
ORCID - Ability to edit CSD entry metadata such as 2D
Emai or iD chemical diagram
F F - Extend validation and integrity checks
1 1 - Capturing other metadata
e - Topological descriptions, funders, experimental
Register with CCDC Register for an ORCID iD datal Iinks to aSSOCiated datal etc
- Integration with third party software
e ot s s o Interoperability, links and programmatic access

CCDC Mumberis) or CSD refeodes(s) = EXtenSion Of “nks...-
A snge picaion D0 o G50 001 - Extend CSD Python API to access deposited data

Journal @ £.g. Jaurnal of the American Chemical Society

Publication details “ear Q alume [2] Page 9

winers® | oo P CSD-Community Access

Compound name & e.q. sulfadiazine

- Extension of search functionality
- Addition of InChl lookups

-




The 29th CSD

European
.. Crystallographic
ECM29 Meeting
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August 23-28, 2015

Rovinj, Croatia ( ( ><

Thank you

-



