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What is Reaxys?

Reaxys is the web-based workflow
solution for research chemists.

« ~200 years of organic, organometallic and inorganic
chemistry

» Experimentally validated structural, chemical, and
physical data from Journal articles and patents

« Based on CrossFire Beilstein, CrossFire Gmelin and
Patent Chemistry Database

« Easy to use, appealing web-interface, available anytime
and anywhere without limits and without installation
needs

« Allowing chemists to query and filter by property data,
design the optimum synthesis route, and view multi-step
reactions.

» Created from scientist for scientist

« Supporting scientists in life science and chemistry in
industry and academia in their daily work
» Providing decision support in finding relevant and

............... validated chemical nformation
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Reaxys extracts valuable chemical structures,
properties and reaction details from documents...
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Synthesize Synthesize Synthesize
Rx-ID: 8763344
35 % Chromat. | With SnCl,*2H,0; RuCl;*3H,0/FPh in dioxans; H,0 Cho, Chan Sik; Kim, Jin Hwang; kim, Tae-Jeong;
T=180°C; 20h; Shim, Sang Ch
Tewzhedron, 2001, vol. 57, =16 p. 3321- 3330
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Synthesize Synthesize Synthesize Synthesize
Rox-ID: 8526250
ar 4s5% 1: With sec-BULi; sparteine in ditiy! Fukuda, Tsutomu; Maeda, Ryoichi; Iwao, Masatomo
B 1% exane; cycohexane Tevzhedron , 1999, vol, 55, 30 p. 9151-9162

c: 3% Metallation; 1 h; 1-(2,2-diethybutanayljndole; TitlefAbstract  Full Text Giting articles
Metallation;
Stage =2: With MeOD
T=-78Csubstitution; 0.5 h; Substitution;
| | stucnre | chemical Name: | Weofpreparatons | AvalableData | Neofref. | Balingpont
cn 1-{2, 2-diethylbutanoyljindole 1prep Identification 2
o i outof Spectra (3)
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Structure/Compound Data

Reaxys Registry Humber: 5513535
CAS Registry Humber: 242305-86-3

Type of Substance: heterocyic

Chemical Hame: 1-(2,2-diethylbutanoylindole

Molecular Formula: C; H, HO

Linear Structure Formula: C;H; NO
Molecular Weight: 243.343

Inchi Key: CEDIPNIIZOMAKE-UHFFFAQYSA-N

Description

Spectrum 1H

4 NMR Spectroscopy (2)

Nucleus

Solvents
CDCl3

Frequency
300MHz

Reference

Fukuda, Tsutomu; Maeda, Ryoichi; Iwao, Masatomo
Tetrahedron,
Title /abstract

1999, vol, 55, #30 p. 9151-9162
Full Text View dting articles

511950 5141-5182
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Reaxys covers a broad variety of compound
classes
« Simple molecules

/
NN )L - @E\e:c, » Bulk chemicals
o \ « Heterocycles
n-hexane | methylformiate | indolin-2,3-dione
’ « Tetrapyrroles
> >  Fullerenes
\f * Drugs
rphyri C60 fullerene aspirin « Pigments
« Agrochemicals
~« Natural products,
steroids




Reaxys covers a broad variety of compound

classes ... also in the
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New structure editor: requirements

General requirements Special requirements

* Intuitive & easy to use « Drawing and visualization in 3D

« Support of atoms with charge, as (with xyz coordinates)
Isotope, radical, unusual « Stereochemistry fur ‘\'@ heyond
hydrogen-count tetrahedron e\e(“

- Support of all bond types %“\%

« Expand of abbreviated groups o

 Structure templates (standard
templates & own templates)

: X MarvinSketch
« Stereochemistry functic” % : :
. e L\ - flexible and configurable to our
» Functionalities like ‘ ob .\‘\') Teeds
' irre . o
rotation, mirre o, &~ ChemAxon
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ﬁ::gpor%& o (© eés\oft.vxllztre » offered the possibility to improve
9 v o AW MarvinSketch with new features
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Improvement of MarvinSketch

« 3D geometry and conformation =il

generation o
- 3D editing Z— Ic
* 3D visualization with fog effect = =
« Example: Organotin complex " t_; _tw

« merge two 3D polyhedra dz' ;Lf-:
T % e, e =" | LF
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« Advanced stereochemistry funct
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The Reaxys View ...

In vitro biological studies and structural elucidation of organotin(IV) derivatives of
6-nitropiperonylic acid: Crystal structure of {{(CH202C6H2(0-NO2)COO)SnBu2]20}2
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Ne of preparations
Structure Chemical Name Al Preps | Al Avaiable Data
Reactions
Cﬂmpﬂu nd (4) '“’n -BHESHLJEDI‘? CHCI} T [(Bu2sn{6-nitropiperonylate))20] 1 prep Physical Data (9)
. 5 - X Q013 S = . A 2FCHCE t of Spectra (4
L = 6-nitropiperonylate s B\ N0 il 1 reactions. pectEcotox (1)
Synthesize Show Detais
2.3.3.1.4. Compound (4) [(n-Bu,SnL),0],-CHCl3. Prepared by method vied | Condtons  References
B by adding ligand acid (1 g, 4.74 mmol) and n-Bu,SnO (0.59 g, 0 1
237 mmol) in 2:1 ratio, respectively. el © oM 0 e . \Qf_-f,ﬁv@'
Physical data; Yield 65%, m.p. 196-198 °C, CHN Anal. Calc.: C, ! o | ) nic oy A @f"ﬁ_g
Cl + o o+ . C II' b
38.77; H, 4.4; N, 2.74. Found: C, 38.02; H, 4.22; NRQ.62%. oK e
"H NMR data (CDCls, ppm, "J("H, 'H), 2,r[_"95n, THIWHz); 7.3 (s, Q06 +«ES efa]=]a efa]=[ =[Q
4H, aromatic protons), 6.91 (s, 4H, aromatic protons), 6\g (s, 8H, Synthesize Synthesize Synthesize Synthesize
0-CH,-0), {1.82 (t, 16H, (8), [73]), 1.51-1.38 (m, 32H), 65% in toluene Hanif, Muhammad; Hussair

Bu25n0, 6-nitropiperonyiic acid refluxed in toluene for 6 h with
removalof H20; cooled to room temp.; evapn.; recrystd. from
CHCI3/hexane; elem. anal.;

24H, (7.4), SnCHoCH,CH,CH3) ).

2.3.3. Synthesis of organotin deri
2.3.3.1. General procedure. Two differ

ployed for the synthesis of the organotin 4 Melting Point (1)

Bhatti, Moazzam H.; Ahme
al.
Polvhedron, 2010, vol. 29,

with sodium salt of the acid in dry toluene for 5-6 :2 (dior Melting Point ~ Solvent =~ Comment Reference
ganotin dichloride) or 1:1 (triorganotin chloride) molar ral r 196 - 198 °C hexane from Gmelin Hanif, Muhammad; Hus
reflux the insoluble material were filtered off and solvent CHCI3 Polyhedron, 2010, vol.
.....................E ...... evapora[ed unde]- 1'educe ]JI'E'SSU.I'E'. The ]'E'SU.]I:U]I SO]id MASSes Were “Nffeccccescccccssccss Trtle_.-".-—'\bstract Full TE.‘(tv ............................................

recrystallized from chloroform and n-hexane mixture. In method B
appropriate R;Sn0 and ligand were refluxed for 6 h inT:2 molar ra- Nucleus Coupling Nuclei Solvents
tios in dry toluene (100 mL) using Dean-stark apparatus for azeo-

tropic removal of water formed during the condensation H H CDCI3
reaction. The reaction mixture was then cooled to room tempera- 1195n
ture and the solvent was rotary evaporated. The solid product

obtained was recrystallized from a mixture of chloroform and

n-hexane.




Integration of Marvin into Elsevier software

« Used as .Net application

* Integrated as component (COM dll)

« [ntegration into our application faced some difficulties
to synchronize the rendering of a structure with the information in the MOL

file
solved by our developers
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Experience in Use

Used in production for about 8 months

without problems

Launch of the new structure editor MarvinSketch was smoothly

with nearly no training of users

high user acceptance




Résumeé

« Reviewing the cooperation with ChemAxon regarding the enhancement of
MarvinSketch, we can give a positive summary.

« The development was completed within budget and time.

« The final product has met our expectations




Thank you very much for your attention

* Questions?




