November 24, 2009




Chemistry from Patents (a short history)

« The role of patents in chemical information has changed dramatically over
the last 20 years

« Today more relevant chemistry information published in patents than in
journals

Prestigious Crossfire Databases containing Patent Chemistry

 Beilstein Database for organic chemistry from journals and patents
(patents until 1980)

« Gmelin Database for inorganic and organometallic chemistry from journals
and patents (patents until 1980)

« Patent Chemistry Database for both areas from patents
(WO, EP and US since 1980)

= Combined into Reaxys
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Reaxys — Content extracted from:

» Selected core chemistry journals from 1771 — present
(organic, inorganic, organometallic chemistry)
» Selected organic chemistry patent publications (1889 - 1980)
« English-language organic chemistry patent publications
(WO, US, EP 1976-Present) from the primary International Patent Class
(IPC)
« CO7 Organic Chemistry
« A61K Medicinal Preparations (with CO7 as sec. IPC)
« AO1N Biocides, Agrochemicals
« CO9B Dyes

=> Not only Information, but Knowledge!
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Reaxys — Patent Features

« Markush structures and references to example structures
« Prophetic substances
« Chemical reactions
« all substances (starting materials, products, catalysts, reagents) as
references to the substances
* including example text (preparations)
« Commercial Availability
 Detailed physical and chemical properties for substances
« as dedicated searchable values
* but also original data (e.g. NMR and IR data)
« Support of INnChi keys
« 1.02 beta
« 1.02 final
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Reaxys — Excerption Workflow for Patents

Patent automated
pre-processing

Enriched
Patent Data
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Reaxys — Automated Pre-processing

2,2-Dimethyl-5-(4-pentenyl)-1,3-dioxane-4,6-dione (10)

Ethylene diammonium diacetate (EDDA) (248 mg, 1.4 mmol) was added to a solution of Meldrum's
acid (1188 g, 8.9 mmol) and d-pentenal (460 mg, 5.2 mmol) in absolute BEXOH (6.6 mL) at T and
the resuling solution was stirred for 1 h. BH 5 NH{CHZ), (326 mg, 5.5 mmol) was added to the

reaction, which was stirred for 17.5 b, VWater (35 mbL) and 5% aqueous HCI solution (3 mL) were
added to the reaction, which was extracted with CH 5Cl5 {3x20 mL). The combined organic layers

were dried (MgSO 4 ) and concentrated to give 1.47 g of crude product. Flash chromatography
(91 hexanes/EtOAC containing 0.5% HOAC) gave 805 mg (69%) of pure 10 as a white solid: mp
48-50°C: 1 H MMR 5.80 (ddt, 1, J=17.1, 104, 6.1 Hz), 5.04 {d, 1, J=17.1 Hz}, 4.99 (d, 1, J=10.4

Hz), 352 (t 1, J =49 Hz), 217-210 (m, 4), 1.79 (s, 3). 176 (s, 3}, 1.61-1.53 (m, 2} 13 C NMR
165.5 (2C), 137.7, 115.2, 104 8, 46.1, 33.5, 284, 26.9, 26.1, 75 6.
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Reaxys — Automated Pre-processing

2,2-Dimethyl-5-(4-pentenyl)-1,3-dioxane-4,6-dione (10)

Ethylene diammonium diacetate (EDDA) (2458 mg, 1.4 mmol) was added to a solution of Meldrum's
acid (1.1385 g, 8.5 mmol) and 4-pentenal (460 mg, 5.5 mmol) in absolute EtOH (6.6 mL) at it and
the resulting solution was stirred for 1 h. BH 5 NH{CHZ )5 (326 mg, 5.5 mmol) was added to the

reaction, which was stirred for 17.5 h. Water (35 mL) and 5% agueous HCI solution {3 mL) were
added to the reaction, which was extracted with CH Cly (3x20 mL}). The combined organic layers

were dried (MgS0 4 ) and concentrated to give 1.47 g of crude product. Flash chromatography
(91 hexanes/BEIOAC containing 0.5% HOAC) gave 805 mg (65%) of pure 10 as a white solid: mp
48-50°C: 1T H NMR 580 (ddt, 1, J=17.1, 104, 6.1 Hz), 5.04 {d, 1, J=17.1 Hz), 4 .09 {d, 1, J=10.4

Hz) 352 (t 1. J=49Hz), 217-210 (m, 4}, 179 (s, 3}, 1.76 (5, 3), 1.61-1.53 (m, 2): '3 C NMR
165.5 (2C), 137.7, 115.2, 104 .8, 46.1, 33.5, 284, 26.9, 26 1, 256,

ldentify:
Formal structure
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Reaxys — Automated Pre-processing

2,2-Dimethyl-5-(4-pentenyl)-1,3-dioxane-4,6-dione (10)

Ethylene diammonium diacetate (EDDA) (248 ma, 1.4 mmaol) was added to a solution of Meldrum's
acid (1.158 g, 2.5 mmal) and 4-pentenal (460 mg, 5.5 mmaol) in absolute EIOH (6.6 mL) at it and
the resulting solution was stirred for 1 7. BH 5 NH{CHS), (3268 mg, 5.5 mmol) was added o the

reaction, which was stirred for 17.5 0. VWater (125 mL) and 5% aqueous HC solution £33 mL ) were
added to the reaction, which was extracted with CH SCly (3=20 mL ). The combined organic layers

were dried (MgSO 4 ) and concentrated to give 1.47 g of crude product. Flash chromatography
(91 hexanes/EtOAC containing 0.5% HOAC) gave 805 ma (B9%) of pure 10 as a white solid: mp
48-50°C: 1 H NMR 5.80 (ddt, 1, J=17.1, 104, 6.1 Hz), 5.04 {d, 1, J=17.1 Hz), 4.99 (d, 1, J=10.4

Hz), 352 (t 1, J=4.9Hz), 217-2.10 {m, 4), 1.79 (s, 3}, 1.76 (5, 3), 1.61-1.53 (m, 2}; 13 C NMR
165.5 (2C), 137.7, 115.2, 104 8, 46.1, 33.5, 28.4, 26.9, 26.1, 756,

Identify:

Formal structure
Physical properties
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Reaxys — Automated Pre-processing Meldrum‘s acid

Ethylene diammonium diacetate (EDDA) 4-pentenal

Z,NyI-S-(4-pentenyl)-1
MgSO,

Ethylene diammonium diacetate (ED (248 mg, 1.4 mmol) was added to a solution of Meldrum's
acid (1.188 g, 5.5 mmaol) and 4-pentenal (460 mg, .% mmol) in absolute EtQH (6.6 mL) at rt and
e resulting solution was stirred for 1 h. BH 5-NH{CHS), (326 mg, 5.5 mmofigvas added to the

won, which was stirred for 17.5 b Water (25 mgand 2% agueous HCl sdution (3 mL) were
e reaction, which was extractediwith CH . (3=20 mL). The combiNed organic layers

were dried (Mgs0 4) and concentrated tofuive 1.47 g oRgcrude product. Flash ch
(91 hexanes/EIOAC containing 0.5% HOSC) gave 305 mg69%) of pure 10 as a
48-50°C: T H NMR 5.80 (ddt, 1, J=17.1, §0.4, 6.1 Hz), 5.08(d, 1, J=17.1 Hz), 4.99 (1, J=10.4

Hz), 3.52(t 1, J=4.9Hz), 2A7-210 (mfF4), 1.79 (5, 33, 1.78{s, 2, 1.61-1.53 {m, 2}, § C NMR
1655 (2C), 1377, 1152, 1048, 461, .5, 2684, 26.9, 26.1.§5.6.

loxane-4,6-dione (10)

Identify: water BH;NH(CH,), EtOH

Formal structure
Physical properties
Name Candidates




Reaxys — Automated Pre-processing

2,2-Dimethyl-5-(4-pentenyl)-1,3-di0xane-4,6-dione

Ethylene diammonium diacetate ) (248 mg, 1.4 mmol) was added to a solution of Meldrum's
acid (1.188 g, 8.5 mmol) and 4-paetsaal (460 mg, 5.5 mmol) in absolute EXOH (6.6 mL) at rt and
the resulting solution was stirred for 1 h. BH 5 NH{CH5), (326 mg, 5.5 mmol) was added to the

reaction, which was stirred for 17.5 b Water (35 mbL) and 5% aqueous HZI solution {3 mL) were
added o the reaction, which was extracted with CH ,Cl {3x20 mL),_The combined organic layers

were dried (Mgs0 4 ) and concentrated to give 1.47 g of crude Flagh chromatography
(91 hexanes/EtOAC containing 0.52% HOAC) gave 302 mg (69% 0T pUrd 315 a white solid: mp
48-50°C: VH MNMR 5.80 {ddt, 1, J=17.1, 104, 6.1 Hz), 5.04 (d, 1, J=17 1 Fz), 4.99 {d, 1, J=10.4

Hz) 352 (t 1. J=49Hz), 217-210 (m, 4), 179 (s, 3). 176 (s, 3}, 1. 61-1.53 (m, 2}; 13 C NMR
165.5 (2C), 137.7, 115.2, 104 .8, 46.1, 33.5, 28.4, 26.9, 961, 25 6.

Identify:

Formal structure
Physical properties
Name Candidates
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Reaxys — Automated Pre-processing

Name Service
Translate chemical
names into chemical
structures

Fragment
List

1) 2,2-Dimethyl-5-(4-pentenyl)-
1,3-dioxane-4,6-dione
7) 4-pentenal
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Reaxys — Automated Pre-processing

Grammar (TEMIS)

Assign arole (product, educt,
etc) to all compounds using
“Skill cartridges”

Tagged text
{-HEX_]3.21

{-}P#STRE0-normal] 2,2-Dimethyl-5-{4-pentenyl)-1,3-dioxane-4,6-dione

{-HE#STRE1-REACTANT] ethylene diammonium diacetate (248 mg, 1.4 mmol) was added to a
solution of {-HE#STRZ0-REACTANT] meldrum's acid (1.188 ¢, 8.5 mmol) and {-}E#STR23-EEACTANT] 4-

pentenal (460 mg, 2.5 mmol) in absolute {HSFSTRAT-SOLVENT] ELOH (6 6 mL) at rt and the resulting solution

wigs stirred for 1 h {-}{E-REACTARNT] BH5-NH(CH,), (326 mg, 5.5 mmol) was added to the reaction, which was

stirred for 17.5 h. {-HS#STREZ-REACTANT] water (35 mL) and 5% {-}{A-REACTANT] agueous HCI solution (3
mL) were added to the reaction, which was extracted with {-}X] (320 mL). The combined organic layers

wiere dried [ {-}X] 1and concentrated to give {-}YIELD WALM] 1.47 g of crude {-}

[AMAPHORIC PRODUCT] product . Flash chromatography (9.1 {-}[%-class] H{-X-normal]

05% HOAC) gave {3YIELD_VALm] 805 mg (69%) of pure {-COMP-PRODUCT] 10 as a white {-}
[ANAPHORIC_PRODUCT] solid : mp 48-50°C; {-}NMR_NUC] 1H NMR 5.80 (ddt, 1, J=17.1,10.4, 6.1 Hz),5.04
(d, 1,J=17.1 Hz), 4.99 (d, 1, J=10.4 Hz), 352 {t, 1, J=4.9 Hz), 2.17-2.10 (m, 4), 1.79 (s, 3), 1.76 (s, 3), 1.61-153 | ' 5
(m, 2): {-}NVIR_NUC] 13C NMR 1655 (2C), 137.7, 115.2, 104.8, 46.1, 33.5, 268.4, 26.9, 26.1, 25.6. : reaxys



Reaxys — Manual Excerption & Curation

{HEX 13241

{}[P#STRG0-normal] 2,2-Dimethyl5-{d-pentenyl)-1 3-dioxane 4,6-dione

{}[E#STRE1-REACTANT] ethylene diammonium diacetate (248 mg, 1.4 mmol) was addedto a
solution of {-{E#STR20-REACTANT] meldrum’s acid {1188 g, 8.5 mmol) and {J[E#STR23-REACTANT] 4-
pentenal (460 mg, 5.5 mmol} in absolute {-}S#STRI7-SOLVENT] ELOH (6.6 L) at it and the resulting solution
was stirred for 1 h. {-{E-REACTANT] BHy NH(CH,), (326 mg, 5.5 mmol) was added to the reaction, which was

stirred for 17.5 h. {}{S#STRE62-REACTANT] water (35 mL) and 5% {-HA-REACTANT] aqueous HCI solution (3

.
L) were added to the reaction, which was extracted with {}(X] (3720 mL). The combined organic ayers

were dried ( {3X] ) and concentrated to give {1[YIELD_VAL] 1.47 g of crude {} al l l I a e X( :e r I O I I
[ANAPHORIC_PRODUCT] product . Flash chromatography (1 {}{X-class] T{3X-normal]

0.5% HOAC) gave {-}[YIELD_V AL 805 mg (69%) of pure {-{COMP-PRODUCT] 10 as a white {}

[ANAPHORIC_PRODUCT] solid : mp 48-50°C; {:}{NMR_NUC] 1H NMR 5.80 (dldt, 1, J=17.1, 10.4,6.1 Hz), 5.04
(d,1,J=17.1 Hz), 4.99 (d, 1, J=10.4 Hz), 352 {t, 1, J=4.9 Hz), 2.17-2.10 {m, 4), 1.79 (s, 3),176(5 3), 161153

[l
(m, 2)()[NMR NUC]’IGCNMR1655(ZC) 137.7,115.2,104.8,46.1,335,28.4,26.9, 26.1, 25 6. & Cu ratlon

{JEX 13241

{3[P#STR60-normal] 2,2-Dimethyl-5-{4-pentenyl)-1,3-dioxane-4,6-dione

{JE#STRE1-REACTANT] ethylene diammonium diacetate (248 mg, 1.4 mmol) was added to a
solution of {-{E#STR20-REACTANT] meldrum’s acid (1.188 g, 8.5 mmol) and {E#STR23-REACTANT] 4-

pentenal (460 mg, 5.5 mmol) in absoalute {-}{S#STR17-SOLVENT] EtOH (6.6 mL} at rt and the resulting solution
a n u a a was stirred for 1 h. {-{E-REACTANT] BHy NH(CH,), (326 mg, 5.5 mmol) was added to the reaction, which was
stirred for 17.5 h. {-{S#STR62-REACTANT] water (35 mL) and 5% {-}A-REACTANT] aqueous HCl solution (3
mL) were added to the reaction, which was extracted with {-3[X] (3°20mL). The combined organic layers
. were dried { {-}X] ) and concentrated to give {-}[YIELD_VALm] 1.47 g of crude {}
[ANAPHORIC_PRODUCT] product . Flash chromatography (9:1 {-HX-class] 1 {HX-normal]
0.5% HOAC) gave {-}IELD_VALm] 805 mg (69%) of pure {-{COMP-PRODUCT] 10 as a white {-}
[ANAPHORIC_PRODUCT] solid : mp 48-50°C; {-}{N\MR_NUC] 1H NMR 5.80 (ddt, 1, J=17.1,10.4, 6.1 Hz), 5.04
(d,1,J=17.1 Fiz), 4.99 (d, 1, J=10.4 Hz), 3.52 {t, 1, J=4.9 Hz), 2.17-2.10 (m, 43,179 (s, 3), 1.76 (s 3),1.61-153
(m, 2); {-HNMR_NUC] 13C NMR1655 (2C),137.7,115.2,104.8, 46.1,335,28.4,26.9,26.1,256.
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Reaxys — Patent Workflow Example 1

e Search a certain patent (here EP2055699)

'reaxys"

SAMPLE TEXT FOR CUSTOMERS
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Reaxys — Patent Workflow Example 2

« Refine an interesting substance on patents

]
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Reaxys — Patent Workflow Example 3

e Synthesize a substance taken from the report

& BEE

Synthesis 1 |
Unda | | Open | | Save | | Copy plan ko new page ‘ [+5 oupu | Synthesis representation
5 CH 3 1 @\‘
00, 0" 2 o o
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'@' @ Em 5% T=20°C; 2 hy Product distribution [ selectivity; Patent: EPL731510, 2006
Show Experimental Procedure Tilefabstract  Full Text
H E O With potassium hexacyaridafer ate(II1); potassiom osmate (V); pobassium MERCK and CO., INC.
M carbonate; (DHQD)2-PHAL in water; fartbutyl alcohol Patent: WOZOOS/70905 , 2005
(\_ hi T=4°C; 48 hy Titlefahstract  Full Test
M Show Experimental Procedure
Synthesi O With AD-mix-ain water; feré-butyl slcohal MERCK and CO., INC.
ynthesize T=4°C; 48 by Patent: WOZ007/15956 , 2007
& @ Em Show Experimental Procedure Title{atbstract  Full Text
4 O With 1.)NaH Galemmo, Robert A,; Johnson, Yilliam H,; Learn, Keith 5.; Lee, Thomas D.
1.)THF, 35 min, 2.) RT, 2 h; ¥ield given. Multistep reaction; ¥.; Huang, Fu-Chih; et al.
o cl Gl Journal of Medicinal Chemistry, 19901, wol, 33, # 10 p. 2828 - 2841
s Tilefabstract  Full Texk  View citing articles
o] cl
cl
5 With phosphorous acid triethy| ester Ethyl Corporation —
. 4% Patent: 155302752 , 1994
Synthesize Show Experimentsl Procsdure Tefabstract  Full Text
&
@ Em 3k Full | exE
eas; Griehsel, Bernd
| Hide: selected details | | Hide: all details | X * *
T oo T vnie ey sz, nlausener, Alexander; Sollner, Robert
. 7 =y O ey e
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Reaxys — Further Patent Examples

« Searches for sub-structures with facts

| Substances (Grid) Substances (Table) Citations goko Pagelzle Page 1 of 2 oo
| Limit ko Selzction ‘ @Q Cukput | Sort by | Moaof References & | 46 ¢ QQ

o
Skructure Chernical Marne M® of preparations Available Data :'IEFUF Bioiling Paint
4-methyl-1, 3-dioxolan-2-one 72 prep Hit Data (50} 439 45 *C {0.00150015
Y propylene carbonate aut of Idertification Tarr)
1,2-propylene cyclic carbonate 247 reactions. Physical Data (736)
4-methyl-[1,3]-dioxolan-2-one Spectra (65
4-methyl-1,3-diowolane-2-one Bina 4 NMR Spectroscol 15 Hits out of 35 view all
l;‘ 4-methyl-[1, 3]dioxolan-2-one Use, B py ( )
1,21 diol carboniaty
+&7propanedial carbonate Description  Nucleus Solvents Temperature Frequency Original Text Reference
13C chloroform-d3 20+ 0 154.5,73.7, 70.9, 19.7; UNIYERSITY OF NEWCASTLE UPON
Synthesize TYNE
Hide Details Patent: 'WOZ003/132474 , 2008
Titlefabstract  Full Text
Structure/Compound Data Chemical 13C D3 100,4MHz Dou, Xiao-Yong; Wang, Jin-Quan;
shifts Du, Ya; Wang, Er; He, Liang-Nian
Reaxys Registry Number: 107213 Molecular Formul Synlett, 2007, #19 p. 3055 - 3062
CAS Registry Number: 108-32-7, 16606-55-6, 51260-33-0, Linear Structure Titlefabstract  Full Text  Wiew
127128-76-1 citing articles
Chemical Name: 4-methyl-1,3-dioxalan-2-one, propylene carbonate, Molecular Weighl Spectrum 13C 100MHz Du, Ya; Wang, Jin-Quan; Chen,

1,2-propylene cyclic carbonate, 4-methyl-[1,3]-dioxolan-2-one,
4-methyl-1,3-dioxolane-z-one, 4-methyl-[1,3]dioxolan-2-one,
1,2-propanedial carbonate

Jian-Yu; Cai, Fei; Tian, Jie-Sheng;
Kong, De-Lin; He, Liang-Nian
Tetrahedron Letters, 2006 , vol,

Type of Substance: heterocyclic InChi Key: RUCTZ 47, #8 p. 1271 - 1275
Titlefabstract  Full Text Wigw
4 Hit Data citing articles
" . 3 . Spectrum 132 wariaus solvent(s) 30,542 100.6MHz 2Ziani, L.; Courtieu, 1; Merlet, D.
¥ Boiling Point { 1 Hits out of 28 view all } Cocl3 Journal of Magnetic Resonance, 2006
, vl 183, #1 p.60-67
4 NMR Spectroscopy { 15 Hits out of 35 view all ) Titlefabstract  Full Text  Wiew
citing articles
Description  Nucleus = Solvents Temperature Frequency Original Text Spectrum 130 solution F5MHz Jiang, Jia-Li; Gao, Feixue; Hua,
13c hlarofarm-d3 20°C & 154.5,73.7, 70, Ruimao; Qiu, Xianging
chiereform - ! ' Journal of Grganic Chemistry, 2005 ,
wol, 70, #1 p, 381 -383
Titlefabstract  Full Text  Wiew
citing articles
Chemical 13C unlac} 100.4MHz X X ) _ _
SIS ST =T Chemical 132 saolution 7F5MHz Jiang, Jia- a0, Feixue; Hua,
available shifts Ruimaon; ianging

y

|:| MR, available or specify .13 a Journal of Crganic Chemistry, 2005 ,
Muclei = C vol. 70, #1 p. 381 - 383

Titlefabstract  Full Text Wigw

a IR available or specify = = citing articles

Salvenk . 5 5 :

Spectrum 132 dimethylsulfoxide-dé Kim, Yong Jin; ¥arma, Rajender 5.
Journal of Crganic Chemistry, 2005 ,
wol, 70, #20 p. 7882 - 7891
Titlefabstract  Full Text Wigw
citing articles

Chemical 132 ainalc) F5MHz Shen, Yu-Mei; Duan, Wei-Liang;

chifte Shi Min

November 24, 2009 Slide 18
' reaxys’

ELSEVIER




Reaxys — Further Patent Examples

« Searches for a certain substance with a pharmacological effect

4+ Pharmacological Data { 8 Hits out of 865 view all }

Kind of lalle
Sex  Concentration e Method Further Details Type of Comment Reference
Type

liver microsomal male <=1 mmoll inhibition of chokyl- Ki 1.46 Ikegawa, Shigeo;

enzyme  fraction of Wistar adenylate mmalfl Ito, Hiromi;

activity;  rat (CA-AMP) Ohshima,

inhibition Formation studied Motohiro;

of Mitamura,
Kuniko; Maeda,
Masako;
Hofmann, Alan F.

Create Alart Et;ruﬁ? ﬂmg !

p. 751 - 757

1 substances out of 1708 citations Tiefabstract  Ful

Text

Filker b Substances {Grid) Substances (Table) Cikations liver micrasamal male <=1 mmall inhibition of chokyl- inhibition 6 Ikegawa, Shigeo;
(=t 25 enzyme  fraction of Wistar adenylate percent Ito, Hiromi;
. . ackivity;  rat (Ca-AMP) Ohshima,
|—>| Lt to Selection | | [P &) ouput | Sart by | Mo of F inhitition Formation studed Matohira;
bl

Species or
M S

1 substances

Molecular Weight

of Mitamura,
kruckure Chernical Mame Kuniko; Maeda,
Masako;
4 Hofmann, Alan F.
|bupr_ofen o Sternids, 'zuug,
H.i — 2-{4-isobutylphenyjpropionic acid vol. 74, #9
- — a-methyl-4-(2-methylpropylibenzeneacetic acid p. 751 - 757
HO =, £ h—H a-{p-isobutylphenyl)propionic acid TitlefAbstract  Ful
0 H.iQ {+]-)-2-{4-isobutylphenyl)propionic acid Test
D alpha-{4-isobutylpheny[jpropionic acid recombinant enzyme incubated  1C1: 1C50 29 Byrns, Michael C.;
1 a-{p-isobutylphenyl)-propionic acid enzyme  aldo-keto with title comp.; 20a-hydroxysteroid pmolfl steckelbroeck,
@ @, ackivity;  reductase 1C1 enzyme activity dehydrogenase Stephan;
inhibition determined using Penning, Trevor

Mumber of Fragments
Physical Data
Spectroscopic Data

Bioackivity

HOH O

Makural Product:

of 9,10-phenanthrens M.
Synthesize quincne substrate Binchemical
A ; Pharmacology,
Hide Details 2008 . ol 75, #
2 p. 454 - 493

Titlefabstract  Ful
Structure/Compound Data TM; Wiew citing

Docurnent Type
Authars

Patent Assignee
i articles
Journal Title Reaxys Registry Number: 2049713 ) . N
recombinant enzyme incubated 1C2: bype 3 1C50 1.9 Byrns, Michael C.;
CAS Registry Number: 15687-27-1, 51146-56-6, 51146-57-7, 58560-75- enzyme  aldo-keto with title comp ; 3a-hydroxysteraid ol steckelbroeck,

N p . - . ackivity;  reduckase 1C2 enzyme ackivity dehydrogenase Stephan;
Chemical Name: ibuprofen, 2-(4-isabutylphenylipropionic acid, a-methyl- inhibition determined using Penning, Trevor

4-{2-methylpropylibenzeneacetic acid, o-{p-isobutylphenyjpropionic acid, of 9,10-phenanthrene M.
{+-1-2-{#-isobutylphenyipropionic acid, alpha-{4-isobutylphenyipropionic a quincne substrate Binchemical
a-{p-isobutylphenyl)-propionic acid Pharmacology,
Type of Substance: isocyclic g"gf"{axﬁll‘g?aS- #
Titlefabstract  Full
Text View ciking
articles

HOH MMM

Publication Year

4 Hit Data

_ _ ) recombinant enzyme incubated 103 bype & 1050 9.9 Byrns, Michael C;
£ Pharmacological Rata ( 8 Hits out of 865 view all } enzyme  aldo-keto with title comp . ; Ga-hydraxysteraid il steckelbroeck,
activiey:  reductase 1C3 enzyme ackivity detredronenase Stephan:

Yalue
Method Further Details Type of Comment Reference

Effect SPEAES AL Sex  Concentration Kind_ off
Test-System Dosing

liver microsomal male <=1 mmoall inhibition of chalyl- ki 1.46 Ikegawa, Shigeo;
enzyme  fraction of Wistar adenylate mmols| Ito, Hiromi;
(CA-AMPY Ohshima.
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Reaxys — Coming Soon ...

« Support of full patent family information

« Increasing the number of multi-step reactions

« Similarity searches and grouping for substances and reactions
« “Quick Search” for novice users

« Analysis tools

e ...and much more ...
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Reaxys - Summary
« Reaxys is
« Chemistry
« From patents and journal articles
« Covering more than 200 years of organic, organometallic and inorganic
chemistry
« Based on CrossFire Beilstein, CrossFire Gmelin and Patent Chemistry
Database
* Intuitive
« Easy to use web-interface, available anytime and anywhere without limits
and without installation needs
« Created from scientist for scientist
« The Workflow Solution
« Supporting scientists in life science and chemistry in industry and
academia in their daily work
 Providing decision support in finding relevant and validated chemical
information

« Helping to reduce time and efforts in building synthesis plans

¥ November 24, 2009 Slide 21

'reaxysa



Thank you for your attention!
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