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INeKTPOHHble pecypcbl KembpuaxKcKoro ueHtpa - *

Kpuctannorpaduyeckmx gaHubix (CCDC) . = = -

C 1965 r. CCDC 3aHMMmaeTca cbopom MHbopMaLMm O KPUCTANIMYECKOM CTPOEHUN OPraHNYeCcKmx, 3/1eMEeHTOPraHNYecKuX
KOOPAMHALUMOHHbIX COEAUHEHUN U €e pacnpocTpaHeHneM B BuAe 6a3 gaHHbIX CSD un WebCSQ, a TaK»Ke pa3paboTKoin
nporpaMmmMmHoro obecrneyeHmns Ana NOUCKa, aHaan3a U BU3yanmsaumm CTpyKTypHon nipopmaumm (CSD-Core), =« *

™
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KpucTannorpaguyeckoro aHanmnsa v aAmsaiHa matepmanos (CSD-Materials), dapmaLeBTUHECKUX M BUOXUMMHECKUX .

nccneposaHui (CSD-Discovery).

Deposit Structures
Access Structure

' Motifs Search CSD Editor

Solvate Analyse ConQuest, Isostar, Mogul
Mercury
Full Interaction Maps
orformer Generator

GOLD
SuperStar
Crossminer
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WebCSD, oHnalH Bepcus KeM6pM%,>KcRoﬁ 6a3bl
CTPYKTYPHbIX AaHHbIX (Cambridge Structural
Database, CSD), socTynHa Ha Bcex KommnbloTepax
opraHusaumu, IP agpeca KoTopbix 6blIM NepeaaHsbl
CCDC.

Teaching subset — BbibopKa n3 CSD, goctynHas
cB0bOOAHO, 419 03HAKOM/IEHMA C OCHOBHbIMMU
XMMMUYECKMMU MOHATUAMM.

MporpammHoe ob6ecneyeHne CCDC MoOKHO
YCTaHOBUTb HA 999 nepcoHaNIbHbIX KOMMbIOTEPOB
COTPYAHWUKOB OpraHmM3aumnm ¢ UCNob30BaHNEM
aKTMBALMOHHOTIO K/t04a, NepegaHHOro KOHTAaKTHOMY

nuy.



WebCSD: ccdc.cam.ac.uk/structures

OHNanH NOUCK MHdopMmaLUnm o
KPUCTANNINYECKOM CTPOEHUM
HeopraHuyeckux (> 200.000),

OpPraHM4YecKkmnx N KoopamHaLUMUOHHbIX (>
1.100.000) coeanHEHUM.

[MTpoCMOTpP, aHANN3 N SKCNOPT AAHHbIX.

[MNepCccbIIKM HA NCXOAHbIE CTaTbU U
apyrme 6a3bl JaHHbIX O CBOMCTBAX
coeANHEHUMN.

CTpyKTtypa.CS
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MeTannopraHu-
yeckue 57 %

OaHokomnoHeHTHble | MHOrokommno-
56 % HeHTHble 44 %

B Tom yucne: °

* Tngpatol
* Conmn

* ConbBaTthbl
* CokpwucTannsl
* Monnmopdbl

JleKkapcTBa
Arpoxummkartbl

* [IMrmeHTbI

* B3pbIBYATKM

* AMMWHOKUC/OTbI
* Caxapa

* [pupogHblie

coeunHeHuns

* Ycnosua Kpuc-
TannmMsauum

* 3anucu o Tnn
* NHpopmauymsa o

OUMOAKTUBHOCTHU

* MarHuTHble

CBOMCTBA

* CtabunbHOCTb



TekcToBbIM nouck (Simple Search)* .

o L J »
Simple Search Structure Search Unit Cell Search Formula Search
. BBeaute n3BeCTHyIO TEKCTOBYIO Simple text and numeric searching
NH ¢O pMa |-||l/1 I'O Welcome to WebCSD. This service now includes the ability to search for inorganic structures through the CCDC's and FIZ Karlsruhe's joint Access Service using the Simple
v Search tab. Please use one or more of the boxes to find entries. If you enter details in more than one field the search will try to find records containing all the terms entered. More
. yTOLI H MTeI B KaKOU U3 6a3 information and search help
AadHHbIX BECTU NMOUCK
. BBe,EI,VITe n pM HEO6XO,CI,MMOCTVI @ Identifier(s) CCDC Number(s), CSD Number(s), CSD Refcode(s) or ICSD Number(s) (2] \
plOﬂOﬂHMTeﬂ bHblE napaMepr| Compound name e.g. sulfadiazine (2]
MOWNCKa (nonMMOp¢; Dol A single publication DQI, CSD DOI or ICSD DOl Q
pacTBopuTeNb, BMOAKTUBHOCTb U
Authors e.g. FH.Allen (2]
Journal e.qg. Journal of the American Chemical Society (2]
. HauHuTe nouck.
Publication details Year (2] \olume (2] Page (2]
a Database to search @ Entire published collection ) CSD () ICSD () Teaching subset
Phase transitions €.0. spin-crossover o o
@ +Add New Search Field

* [loctyneH cBoboAHO.
* Mounck B 6a3ax AaHHbIX 0 HeopraHudeckux (ICSD) n opraHunyeckux (CSD) coeanHeHmsx.
* TonbKO Ha aHINUIMCKOM A3bIKe.



MOUCK CTPYKTYPHbIX GparmeHTos (Structure Search)*

1 . B bl 6 e p MTe p eﬂ'a KTO p CT py KTyp . Simple Search Structure Search Unit Cell Search Formula Search

Chemical structure searching

2. HapwucynTe CTPYKTYPHbIN GparmeHT nam
BeBeaute SMARTS dopmyny.

Please draw your diagram or add a SMARTS string using the advanced section below.

3. yTOLlHMTe TV”_I nOMCKa (Tquoe COOTBeTCTBM -c: would like fo i {he alpha release of the new "Gr'r:rac 55l th:’Ma“ tell us your feedback after using the
WUJIN MOUCK MONEKY/, COAEePHKaLLUX AAaHHbIN .

dparmerT). EEG é

4. HayHWTe NOuUCK. . e
N
A. Bblbop XMMmM4eCKOro snemeHTa. e -
B. Bbibop TMNa XMMMYECKOM CBA3MN. ci @
C. Bblbop HecTaHAAPTHbLIX KoNeL. E
D. Temnnatbl (PyHKUMOHANbHbIE FPyNMbI, = /hﬁ : G\
3D KNeTKU, HyKeoTuabl 1 ap.). — [ Syt
E. YTOouyHeHue 3apAaga atoma, Koam4yecTsa - E'Tal
CBA3aHHbIX C HUM aTOMOB, BK/1tOMaA e T — T o | 4faavarce
BOAOPOA (MO KAMKY NpaBoOi KHOMNKOWM

MbILLKX Ha aTome). [e - S J
=TT S From Editer

* [locTyneH To/IbKO MO NOoANMCKe.
* NMowuck B 6a3e aaHHbIX CSD. e BN -

Help

Keyboard shortcuts

» Copy: Ctrl-C

+ [Celete: Ctrl-X

*  Paste: Cirl-V

* lnda: Ctrl-Z

* Redo: Cirl-Y

#  Select all: Ctrl-A

Query features

Query features describe how an
atom or bond should behave in
substructure searches, To add a
feature:

1. Right click on atom or bond

2. Hover aver ‘query features’
(atom only}

3. Hover aver a feature type (e.q.
H-count, type)

4, Select one of the options

More Information
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[Tonck no napameTtpam avenku (Unit Cell Search)* .

Simple Search Structure Search Unit Cell Search Formula Search
Bbibepute peweTtky bpasa.

Unit Cell Searching

Beegute napameTpbl

KpICICTaﬂ}'IW-IECKg)I/I AHENRM (a' b’ ¢ o Lattice centring Primitive (P) v @
B [A]; a, B, v B [°]).
Mpu HeOBXOAMMOCTH YTOUHUTE o * [£9100 © ¢ |90 e
BE/IMYNHY OTKJIOHEHUN OT b | eg 100 ) B | eg900 )
BBEJeHHbIX 3HaYeHN A o N ey o
napameTpos.
HauyHUTe NoucCK. o (¥ Aavances
Tolerances
Length tolerance 15 (2] Angle tolerance 20 (2]

O =2

* locTyneH To/NbKO NO NoAnucke.
* NMowuckK B 6a3e gaHHbIX CSD.



[Tonck no popmyne (Formula Search)*

E3
1. BBeaute xumuyeckyto popmyny coegnHeHms.™* p p a AN
@
1 -3
2. Bblbepute, BO3MOXKHO N HANUUYUE APYTUX XUMUYECKUX SNEMEHTOB B MOJIEKY/E. . .
& 1]
3. [lpoBegute NOUCK. A 2
S ®
Simple Search Structure Search Unit Cell Search Formula Search /
Formula Searching
Enter the molecular formula you would like to search for in the box below.
Elements should be followed by a whole number, a range of numbers or greater than or less than. Any elements not followed by any number will default to 1. Ranges should be
specified by a dash and less than or greater than with < or = Charges may also be specified. See our FAQ for more information.
0 Molecular Formula e.q CBHI N1 02 (2]
a Allow other elements in the molecule 1
* [locTyneH TO/IbKO NO NoAnuCKe. ** Undpa moxeT 6bITb Lenbim Yncnom, o6o3HavaTb AManas3oH (Yepes

* NMowuck B 6a3e gaHHbIX CSD. TUPE), UK 3HadyeHune bonblie (>) nam menble (<) Kakoro-nmMbo ymcna



Pe3ynbTaT nomncka™

Simple Search Structure Search

Your query was: Compound name: imatinib and the search returned 9 records.

BeiGop —— [ R
pe3ynbTaToB

noucka ~_

CUKGEX

T

Unit Cell Search

IKCMOPT BbIOPAHHbIX AaHHEI

- e
Mpn HeobxoanmocTn . ’
CKOPPEKTUPYNTE MOUCK
Formula Search ° -—
@
|
AN ¢ 'Y .
Mownck gan nHbopmaumio o 9 coegnuHeHUAX . |
4 ® o
X ¥ 4
osition Number(s): 20014974— (CCDC No (B3AT 13 nybnnkaumm)
Space Group: P 1 (2) o
Cell: a 9.1545(9)A b 10.5414(11)A ¢ 151767 (17)A, 0 93.351(9)° 3 93.674(8)° y 90.484(38)° <
Compound Name: 1-methyl-4-{(4-((4fmethyl-3-((4-(pyridin-3-yl)pyrimidin-2-
yl)amino)phenyl)carbamoyl)phenylymgthyl)piperazin-1-ium methanesulfonate ®
Synonyms: Imatinib mesylate E]

Deposition Number(s): 765172

}

Space Group: P 1 (2) FlapaN\eprl AYEeUnKUn
Cell: a 8.560000A b 10.734000A ¢ 23.060000A, a 96.74(3)° B 92.69(2)° y 101.46(7)°

Compound Name: 1-Methyl-4-(4-({4-methyl-3-{(4-{pyridin-3-yl)pyrimidin-2-
yl)amino)phenyl)carbamoyl)benzyl)piperazinediium bis(2.4,6-trinitrophenolate)
Synonyms: Imatinibium dipicrate

~
[MnepccbiziKa Ha

NCXOAHYHO
nybamkauuto

Deposition Number(s): 835534
Space Group: P 1(2)
Cell: a 9.8645(18)A .
Compound Name: N-(

1-yhymethyl] benzamide 2.4, 6-trinitrophenolate

s - Imatinib picrat
s T Haszsanme no IUPAC v TpuBManbHoe

DUNTIQ

RAYQEP - ,g\
CTpyKkTYypHasa dopmy

XAVTOF l

'Deposition Number(s): 821888

Space Group: P 1(2)

Cell: a 9.3362(5)A b 9.8621(6)A ¢ 18.0235(6)A, o 81.298(4)° 390.019(4)° y¥ 63.106(3)°
Compound Name: 1-Methyl-4-(4-{{4-methyl-3-{(4-{pyridin-3-yI)pyrimidin-2-
yl)amino)phenyl)carbamoyl)benzyljpiperazin-1-ium methanesulfonate

Synonyms: Imatinib mesylate, DrugBank: DB00&613

* Ha npumepe TEKCTOBOro NOMCKa NO Ha3BaHMIO MPOTUBOOMYXO1€BOro nNpenapaTta ‘imatinib’
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NHdopmauma o coeagnHeHnmn™

CSD RefCOde n CCDC NO Results
coeAnHeHuA. Ero akcnopr. Database  Deposition

& Identifier Number

Hassakwe 1 napameTpe

AYEUKMN.

CTpyKTypHaa ¢opmyna. 0

3/ sua.

CCbINIKM Ha BHeELWHMe
NCTOYHMKKU. CM. cnanabl
10-11.

OTKpbITUE HA NONHbIN 3KPaH.

BpawieHne monekynol.

Moaenb npeactasneHna (LLapocTepKHeBasn,
cTep)kHeBaa 1 ap.)

Ha3BaHMA aTOMOB.

Bbibop n3obpaxkeHna MmoneKkyibl Uam
KPUCTaNINYECKOM AYENKMN.

N3mepeHne ANnH CBA3EN, BANIEHTHbIX U
TOPCUOHHbBIX YI/0B.

9
@

XAVTOF : 1-Methyl-4-(4-({4-methyl-3-{(4-(pyridin-3-yl)pyrimidin-2-ylJamino)phenyl)carbamoylbenzylpiperazin-1-ium

methanesulfonate
Space Group: P 1 (2), Cell: 2 9.3362(6)A b 9.8621(6)A ¢ 18.0236(6)A, o 81.298(4)° B 90.019(4)° v 63.106(8)°

3D viewer Chemical diagram

O

Style Labels Packing Measure

Ball and tick » | Mo Labelsg w | Mone o v || Disfagce v )
é 6 é 6 © View group symbols key
Additional details e

* Ha npumepe coeanHeHusn ¢ kogom {XAVTOF} — TeKCTOBbIN MNOUCK NO
‘Identifier’ nam KNKMK No Ha3BaHWUIO B pe3ynbTaTax NOUCKA Ha

npeablAyLen CTPaHULE.



[ononHutenbHaa nHoopmaumsa (Additional details)™ - .

Additional details

Deposition Number 821868

Data Citation Damin Grillo, Griselda Polla, Daniel Vega CCDC 821868: Experimental Crystal Structure
Determination, 2012, DOI: 10.5517/ccwlSw]

Synonyms Imatinib mesyidte, DrugBank: DB00S19|

Deposited on 14/04/2011

Associated publications

@ Damian Grillo, Griselda Polla, Daniel Vega, Journal of Pharmaceutical Sciences, 2012, 101, 541 DOI: 10.1002/jps.22772 |

Chemical details
Formula CogH3a N7 @ *C H3 O3 5"

Bioactivity A small molecule kinase inhibitor prescribed to cancer patients with the Philadelphia chromosome
translocation; Imatinib mesylate was investigated in 2020 as a potential candidate to target COVID-
19 (coronavirus)

NHpopmauma o TemnepaTtype naaBaeHus,
6MOaKTUBHOCTU, MAarHUTHbIX N NIOMUHECLLEHTHbIX
CBOMCTBAX (ecnu ecTb).

* Ha npumepe coeanHeHusn ¢ kogom {XAVTOF}

@ORUGBANK Browse covipas

Happy New Year

Targets ()

©

Drug Bank

Imatinib

NTIFICATION
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J 0
Pharm i fip

PHARMACELTICS, PREFORMULATION AND DRUG DELIVERY | VOLUM
EBRY

Conformational Polymorphism on Imatinib Mesylate:
Grinding Effects

ABSTRACT:




[lononHutenbsHaa nHpopmauma (Additional details)*
Foods Data Bank :
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Crystal details

Quantitat
bior

Space group P2, (4) B

Unit cell a deSD{'IDJA b 10290(21}5‘ e 853(21.»5\ M H ¢O pMa LIIMﬂ O 6 Showing Compound Adenosine (FDB003554)
@ 90° B 99.31(3)° y 90°

Cell volume 582 91 3f|eN\eHTapHOl'7| A4yenke o[ 10

Creation date 2

0551 UTC

15:38/13 UTC

Update date

Reduced cell a 4.843A b 10.290A ¢ 11.853A M Hd)o pMa L||Mﬂ (o) | RS
a 90.000° g 99.310° y 90.000° Secondary

Accession

zz 2,1 nonumopéusme, Gpasosblx

FooDB Name Adenosine

Habit needle nepexoaax, NPUPoAHOM

molety. A ribony

Colour colorless pre

\ds Comprising a purine ba

as an initial

NCTOYHUKe (ecnn ecTb)
Natural source from Capparis spinosa (Capparidaceae)
Experimental details P u b C h em
R-factor (%) 7.09
D heir sy o s
Temperature (K) 300 =

Density (CCDC) 1523 Pub@ hem vout sog  submit contact Q, search Pubchem

Radiation probe X-ray CoMPOUND suMMARY

Experiment type single crystal Aden05|ne

 Cite ¥ Download

CONTENTS

Title and Summary.

PubaChem CID 60961 T Structures
2 Biologic Description
Links éé’v } 3 Names and Identifiers -
e Q Y q 4 Chemical and Physical Properties  +
Structure 5 Spectral Information w
» »

FooDB FDBO03554 ot 6 Retstea Recoras

Find Similar Structures 7 Chemical Vendors

PubChem 60961 = @ :
9 Food Additives and Ingredients -

Chemical Safety 10 Pharmacology and Biochemistry

o 11 Use and Manufscturing
Laboratory Chemical Safety Summary (LCSS) Datasheet 12 Identification
13 Satety and Hazards
Molecular Formula CiohaNsO, v
14 Toviity
adenosine
58-61-7 15 Associated Disorders and
iscases

* Ha npumepe coeanHeHusn ¢ kogom {ADENOS12} e

Adenine riboside

More...




Bosiee noapobHbIN aHIN0A3bIYHbIA MaTepMan No OHNANH NOUCKY B 6ase AaHHbIX AOCTYMNEH MO CCbIKE:
https://www.ccdc.cam.ac.uk/support-and-resources/ccdcresources/Access_structures.pdf

CCDC

advancing structural science





