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Bl Beilstein Datastructure EcoPharm

- Basic Indexes (BI)

B All BRNs (ABRN)
— B Substance Basic Index (BISUB)
— B Reaction Basic Index (BIREA)

B citation Basic Index (BICIT)
B EcoPharm Basic Index (BIPHARM)

- Substances (IDE)

- Bibliographic Information (BIB)

- References (REFEX)

I8 Chemical Data (CHE)

I8 Physical Data (PHY)

- Pharmacological and Ecological Data (PED)
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Predefined Search Forms I [T all atom
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Query Builder ? [Search in: Beilstein(2004/02)

—Search: 2 —AlLlow:
E-Beilstein (2004/02) @ as structer || [ osalts
-Basic Indexes Structure/Reaction Search " az reactan C .add_'l__ rings
Bibliographic Informatio: | WDouble click to enter the Structure/Reaction editor ' as product [~ isotopes
Substance Identification Eight click to copy or paste the structure. C cha.t.'ges
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B MDL CrossFire Commander - [Query for Server default]

ﬁ‘ﬁile !gdit Task iew Options Query  Help

Hueny Iy |

| Open Query

Search Field Name in &

ﬁ MDL CrossFire Commander
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- Beilsteind
--Basic I
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Substan
Chemica
Physica
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[

ucture | | Modify Alert | Create Alert |

=18l x|
=1
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Free Sites: —Steran: —=]
[T hetero atem ° WfF =
[T all atom
Hitsets I —Search: > —dllow:
EI r [~ =zalts
[T addl. rings
—Fleaze checlt one or more databaszes: [~ isotopes
[T charges
E‘Jmelin(ZDDd,;"DEj Clicle om a database to see information ;I O radicals
mixtures
BEilStEil‘L (200402 [T relat. Marlus
] I Extended Options I
[
—Flaaze note:
If wou hawe selected multiple databases, the tree “All Search Fields” offers only fields
common to all databazes. Fields awailable in one database only are hidden
Cancel | el |
| Clear Text I
[T =]
Ia-nd 'I Search Fields Enlarge... I Advanced Search I Clear Takle W I
Operatar [ Figld name Relation Figld content IList =
1 is - - |
2 |and - i - -
3 land - i - - il
| 2
Search Subztances ﬂ Elﬂn sgmgh

¥ Show Help for Search Fields
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= MDL CrossFire Commander - [Query for Server default]
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ﬁ‘ﬁile !gdit Task Wiew Options Query Help ==l
r..‘ MDL CrossFire Commander SIELY Results | Reports | Alerts | Autotom

Querny Histary Open Query| 5 GQuery | Print Query | Clear Query f 1 at: ] Jrawy Structure tadify Alert | Cre:
Search Field Hame in ?| Query Builder ? [Search in: Beilstein (2004/02)
I ;I Fir I rFres Sites: roteresl ——
[T hetero atem ° WfF =
Predefined Search Forms I [T all atom
Hitzets I —Search: > rAllow:
E-Beilstein (2004/02) @ as structer || [ osalts
-Basic Indexes Structure/Reaction Search " az reactan C .add_'l__ rings
Bibliographic Informatie: | Double elick to enter the Structure/Reaction editor ' as product [~ isotopes
Substance Identification Eight click to copy or paste the structure. C cha.t.'ges
Chemical Properties C az reagent O rftdlcals
Physical Properties :: [ mintures
- Pharmacological and Ecol T relat. Marlkus

Clear Structure I Extended Options I

and x| search All Text 2

BYR 2 LA 25 IE Truncate... | Clear Text “
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Text Search

Preview
The following bars indicate the estimated freguency of a word in the selected databases.
Pleaze zelect the contexts in which you want to search your words.

Search Word in Context... | SUBSTANCES REACTIONS CITATIONS
=ubstance Reaction Data [&U, T, &8, ..]
Properties BIREA BICIT
BIZLE
W |antibictic*
Select Context: v fSubstanc:es ™ Reactions ™ Citations

Beilstein2004002)

Please note:

f

=)

Search Plan

The following searches wil be
conducted in databaze(z) Beilztein
(20040020 (1 zearchies)):

Beilztein 200402
[Substances)

antibiotic*

Hitzets will be given in separate

sincovs!

* Different contexts may dgive different hits. Search more than 1 context to be
camprehensivel Results from different databases and cortexts are displayed in

different windowes.

* Words from bibliographic data (Author, Patent Assignee, Journal Mame, Patent
Mumber, ...) are NOT searchable in SUBSTAMCES or REACTIONS. Fleaze uncheck
weords inthe left column and uze DATA SEARCH for these words to get records.

o Substance property data and reaction data are not zearchahble in Citation Context.

Cancel |

Help |

[«
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ﬁFiIe Edit Task Wiew Ophions Window Help

r. MDL. CrossFire Commander
ory | Print Hitz| 4] 4 [ | M
#)- Gimelin[2004/03] Hit 1 BRMN=1578 CaH1284 Bio(d) Hit 2 BRIN=2012 CsHsolz :Bio(255)

Substances: kit 8 of 3803

Query Results Reports | Alerts | AutoHom

Grd BEH List 33| Get w| Sart Hits | Copy I':] Expart Hits »

Wiew

[ [

Hit 3 BRMN=3132 CesHrsClzMoCzg ;Binf188.

B- Beilstein[2004/03]
[+ Saved Hitsets/Alert Hitzets M
E- Session Hitsats SW\S =
+-Q: Q01 [3803 Substam | ||
N /

Hit 4 BRMN=5113 CaoH14MO Hit 5 BRMN=3354 CaHa0s ;Bio(78)

Hit 11 BRMN=23817 Cz1Hz002 ;Bio(167)

o

Hit 10 BRN=22135 C17HzsMN 0z

1
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< | |
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ﬁFiIe Edit Task Wiew Ophions Window Help

E MDL. CrossFire Commander
istary | Print Hits| 14] 4 | B | Bl <=

[+ Gmelin(2004./03]
[=1- Beilstein[2004./03)
-- Saved Hitzetz/Alert Hitsets
- Sessian Hitzets
&+ @: Q01 (3803 Substam

Substance Identification

AN Results

Glid B List | Get »

Beilstein Redgistry Mumber 17705

Beilstein Preferred RN A8-08-2
CAS Reqistry Mumber 58-08-2
Chemical Mame 1,3, 7-trimethyl-3,7-dibydro-purine- 2, 6-diane /
[% 1,3, 7-Trimethyl-3,7-dihydro-purin- 2 6-dion, Kaffein \ I
caffeine M

Beilstein Reference

3, 7-dihydro-1,3,7-trimethyl-1H-purine-2,6-dione
1,3, 7-trimethyl-3,7-dibydro-purine- 2, 6-diane

Autonarme

Malecular Farmula CaHqgMaDz
talecular Weight 194149
Lawson Mumber 30817, 2817
Twpe of Substance heteracyelic
Canstitution ID 12360
Tautomer D 1945

Field Availability List 1-10 of 689

Reports | Alerts

- ||| X

hztahces: hit 8 of 3803

0-26-00-00461, 1-26-00-00136, 2-26-00-00266, 4-26-00-02338, 5-26-13-00558, 6-26

@B

Code Field Mame Qe
PHARNM Bioactivity: Pharmacological Data §|584
ECT Ecalogical Data: Ecotoxicology a7
ECA Ecological Data: Exposure 1
Assessment
ECC Ecological Data: Concentrationin §11
the Enviranment
ECTD Ecological Data: Transport and 2
Distribution
BloD Ecological Data: Biodegradation 1
ECOH Ecalagical Data: Abiotic 1
Degradation, Hydrolysis
ECDP Ecalagical Data: Abiotic 1
Degradation, Photolysis
RX Reaction a7
< | *||rsIr Related Struciure 11 v
[For Help, press F1 Mance as Product Substances

-
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ﬁ‘ File Edit Task Wew Options ‘Window Help - 8 %
™9 MDL: CrossFire Commander Query JUCEIEN Reports| Alerts | AutoHom Substances: hit 8 of 3303
a
Hiztory | Print Hits I‘ ‘ P ’l '!Z::Zl View all - ] t Hits C to Report w
Gmelin[2004,/03 . |
: B;?Et:i[nlzum,*u]m Pharmacological Data 1 of 584 @l e
4 Saved Hitzetz dlert Hiteats Effect cell migration; inhibition of
2| Sesgion Hitzets Species Z@est—ﬁystem Wistar rat neurospheres
+- @: Q01 (3803 Substan | COncentrattan 10- 50 mol
Method migration ass ted; primary neurospheres plated on poky(D-lysine)-

coated sivwe an; 10 naiml EGF used as reference comp.

Mote 1 Mo effect
Ref. 1 - »Lai, Jueng-Rong; Tsai, Yao-Jen; Tsay, Jvh-Shyan;

Lin, Jen-kun; JAFCALL Lagric Food Chem,; EM; 51, 25; 2003, 7485 - 7503,

Pharmacological Data 2 of 584 4l
Effect cell adhesion; inhibition of =
Species or Test-System Wistar rat neurospheres

Concentration 10- a0 mofl

Method neural stermn cell adhesion assay; primary neurospheres plated on poly(D-lysine)-coated six-well plates; serum-free

B2Y-supplemented neurobasal medium; humidified 9 percent CO2r845 percent air atmosphere; 37 deg C; incuhated
for 24 h to evaluate adhesion

Furter Details 10 nafml EGF used as reference camp.
Mote 1 Mo effect
Ref. 1 6437113 Litl ik »Journal; Chen, Chia-MNan; Lian

Lir, Jen-kun; JAFCALL Lagric Food Chem.; EM; 51
Pharmacological Data 3 of 584

Effect drug interaction

Species or Test-System man

Sex male

Route of Application peroral

Concentration 100 rmg

Kind of Dosing each subject received a total of 7 regimens with a minimum 1-week washout period in between

Methaod 14 healthy wolunt. {mean 216y, 72.1 kg, nansmaoak,; na caffeine, alcohal ar medication); fasted OR; randam.

crossover study; title comp. alane orin comb. with 100 ma dapsone, 10 mg debrisogquin, 100 ma mephenytain; Wio
2480 mg chlorzoxazane; HPLC anal.
Further Details poor metaholizers of CYP206 were excluded from the study; HPLC analysis of plasma samples (before, 4 and 8 h

< | after title camp and callec. drine {0-3 h after title comp.); OR: aver night; Wic: with orwithout

For Help, press F1 idle ALL: Substance as Produck
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;‘- MDL. CrossFire Commander

History | Print Hits |

| View all w|

Substances: kit 1 of 462

| Grd [ List B Get w| lo Report w|

amelin[2004,/03]

eilstein[2004./03)

+|- Sawved Hitzetz dlert Hitsets

—|- Sezsion Hitzets
+- [: Q07 [3803 Substances)
+- [ Q02 [4E62 Substances)
+- L: 6437113 [1 Citations)

23
For Help, press F1

Citation Murmber

Citation Number LiLng

SR
2]

6437113

Field Availability List 1-3

Citation

Authors

CODEM

Journal Title
Language Code
(Series) Volume
Murmber
Fublication Year
FI

Abstract

Abstract

Code " Field Mame Oce.
cit Citation 1
AB Ahstract 1
IDE Substance [dentification 3
—

alr
Journal
Chen, Chia-Man; Liang, Chia-Min; Lai, Jueng-Rong; Tsai, Yao-Jen; Tsay, Jyh-Shyan; Lin, Jen-Kun
JAFCAL
J.Agric.Food Chem.
EM
a1
25
2003
7495- 7503

ol

Capillary Electropharetic Determination of Theanine, Caffeine, and Cateching in Fresh Tea Leaves and Qalang Tea
and Their Effects on Rat Meurozsphere Adhesion and Migration
Theanine, caffeine, and catechins in fresh tea leaves and colong tea were determined by using capillary
electrophoresis (CE). CE separated these tea polyphenols from three other tea ingredients, namely, caffeine,
theaphylline, and theanine, within 8 min. The young leaves {apical bud and the two voungest leaves) were found to
he richer in caffeine, (-)-epigallocatechin gallate (EGCo), and (-)-epicatechin gallate (ECo) than old leaves (from ath
to Tth leaves). On the other hand, the aold leaves from 3th to 10th leaves) contained higher levels oftheanine, )-
epigallocatechin (EGC), and (-)-epicatechin (EC). Results from a comparison of fresh young tea and oolong tea
compoasitions indicated aolong tea contained maore theanine and catechins than fresh young tea. Furthermaore, it
was found that the levels oftheanine, EGC, and EGCq in young leaves rose markedly with the withering process.
Caffeine did not markedly change. Howewer, fully or parially fermented teas (oolong tea or pauchong tea) have a
comman initial step in the withering process. Fresh tea leaves or oolong tea extract (0.1 percent, wivd markedly
inhihited neurosnhere adhesion. cell migration. and neurite autarowth in rat neurasnheres, Theanine (348 wofml v

idle ALL ikakions



& Fie Edit Task| view Joptions ‘Window Help I

a Grid View | Lisk Yigw F4
fa§ MDL Cros

v Open Hitset in Grid Yiew

Query JREUEE Reports| Alerts | AutoHom Substances: hit 8 of 3803

I Grid E Ligt | Get w| Sort Hits | Copy II Export Hitz w| Copy to Fepart w

* Al Fields
+- Gmelin[2004/03] Identification Data onky 17705 23
—I- Beilgtein[2004,03) Hit ok =m0 00-2 E
+ Saved Hitsele & coot | joer view » B8-08-2
=1 Session Hitsels | e e view. 3. 7-trirnethyl- 2, 7-ditydro-purine-2,6-dione
+- 0 Qo (3 3,7-Trimethyl-3,7-dihydro-purin-2,6-dion, Kaffein
w Highlight Hit Terms e
Selected Hits only 3,7-ditwdro-1,3, 7-trimethyl-1 H-purine- 2, 6-dione
(amka Hit * 1,3, 7-trimethyl-3,7-dikwdro-purine-2 6-dione
v Structures included gH1o0Ma02
Skructure in separate window Fz 94.19
as17, 2817
&l Reactions e ——.
Substance as Reactant only Igau
* Substance as Produck only 046
Update Dates nchuded -26-00-00461, 1-26-00-00136, 2-26-00-00266, 4-26-00-02338, 5-26-13-00558, B-26
v Field Availability incloded M ﬁl D
Field Awvailability in separate window, .. FS
Shiwa Hitset Histary .. F& oce.
w Show Tree Visw F3  hacological Data  |584
w Show Status Bar Ecotoxicalngy 57
ECA Ecological Data: Exposure 1
Assessment
ECC Ecological Data: Concentration in |11
the Enviranment
ECTD Ecological Data: Transpart and 2
Distribtion
=[] Ecological Data: Biodegradation 1
ECDH Ecological Data: Ahiotic 1
Ciegradation, Hydralysis
ECDP Ecological Data: Ahiotic 1
Ciegradation, Photalysis
RX Reaction 97
RSTR Related Structure 11
L | & it et

For Help, press F1 idle ALL: Substance as Produck Substances



&F Fie Edit Task Wiew Options Window Help I

E MDL CrossFire Commander Query JUCEIEN Reports| Alerts | AutoHom Substances: hit 8 of 3303
i its| 14 4w Ml < w Show ()| Grid FBIf List | Get w| Sort Hits | Copy «part Hits | Copy to Flepart w
+- Gmelin[2004/03] Beilstein F piefine, ~
—I- Beilstein[2004./03) Beilstein A
+- Saved Hitzets/Alert Hitsets CAS Regi Tdenitiication 0
-I- Sesgsion Hitzets Chemic[% & Al Figlds -2 G-dione
+-@: Q01 (3803 Substam HE: anky in-2,B-dion, Kaffein
Compound All Deta All_SES.udf _ ]
Compound all IDE Compound _all_ID_AES.udf  [fUTINe-2,B-dione
Autoname Cempeund TDE Compound_ID_AES, udF e-2 B-dione
Molacular}  jpypeferences  ID+References_AES.udf
mMaolecular - :
Lawszan Mumber anaty, 2817
Type of Substance heterocyclic
Constitution D 12360
Tautamer 1D 4946
Beilstein Reference 0-26-00-00461, 1-26-00-00136, 2-26-00-00266, 4-26-00-02338, 5-26-13-00558, 6-26
Field Availability List 1-10 of 69 ﬁl D
Code Field Mame Oce.
PHARM Bioactivity: Pharmacalogical Data 584
ECT Ecological Data: Ecotoxicology a7
ECA Ecological Data: Exposure 1
Assessment
ECC Ecological Data: Concentration in |11
the Enviranment
ECTD Ecological Data: Transpart and 2
Distribtion
=[] Ecological Data: Biodegradation 1
ECDH Ecological Data: Ahiotic 1
Ciegradation, Hydralysis
ECDP Ecological Data: Ahiotic 1
Ciegradation, Photalysis
RX Reaction 97
RSTR Related Structure 11
L | & it et

For Help, press F1 idle ALL: Substance as Produck Substances



&F Fie Edit Task Wiew Options Window Help I

r. MDL CrossFire Commander Query [EEIEN Reports| Alerts | AutoHom Substances: hit @ of 3303
Print Hitz | 14 4 | » | #]| < Wig w | Show [:::] Grd BB List ] Get *| Yot Hits | Copy [:::] Export Hits #| Copy to Beport w
+- Gmelin[2004./03) Beilstein Registry Number 17705 et all felated 5 _— ~
=1 Beilstein[2004./03) Beilstein Preferred RM 58-08-2 ot All Related Reactons E
+- Saved Hitzets/Alert Hitsets CAS Registry Mumber 58-08-7 :
- Session Hitsels ChemidName 1,3,7-rimethy.3,|_ 5ot AllRelated Gtations. .
+-@: 01 (3803 Substan

1.3.7-Trimethyl-J et sybstances by Reghlo

ceinellie Gat Reactions by Regho
3,?-d|h}rdru-1,3,? Gat Cita'thnsb':.rﬁﬂql-h

Adtoname 1,3, 7-trimettiyl-3, . .
Molecular Formula CaHinMaO2 *
mMaolecular Wieight 194,149
Lawszan Mumber anaty, 2817
Type of Substance heterocyclic
Constitution D 12360
Tautamer 1D 4946
Beilstein Reference 0-26-00-00461, 1-26-00-00136, 2-26-00-00266, 4-26-00-02338, 5-26-13-00558, 6-26
Field Availability List 1-10 of 69 ﬁl D
Code Field Mame Oce.
PHARM Bioactivity: Pharmacalogical Data 584
ECT Ecological Data: Ecotoxicology a7
ECA Ecological Data: Exposure 1

Assessment
ECC Ecological Data: Concentration in |11

the Enviranment
ECTD Ecological Data: Transpart and 2

Distribtion
=[] Ecological Data: Biodegradation 1
ECDH Ecological Data: Ahiotic 1

Ciegradation, Hydralysis
ECDP Ecological Data: Ahiotic 1

Ciegradation, Photalysis
RX Reaction 97
RSTR Related Structure 11

< |
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[ —

12y MDL
Huemny i Open Qu GHuery
Search Field Name in

T

Lre:

(=}

Frint 1

Mo |:|ifj,| Alert

Query Builder ? [Search in: Beilstein(2004/02)

—Fres Sites: roteresl ——
[T hetero atem ° £f =
Predefined Search Forms I [T all atom E
Hitzets I —Search: > rAllow:
=-Beilstein (2004,/02) ¥ az structur F s;ld:lt-s .
"B?Si_c Indeleas ) Structure/Reaction Search " az reactan - 2 t. Fings
Bibliographic Informatie: | IDouble elick to enter the Structure/Reaction editor. e duci 1s0topes
e . : . az produc [T charges
Substance Identification Eight click to copy or paste the structure. o re
Chemical Properties as reagend - rfldlcals
Physical Properties as mixtures
g as
[+ Pharmacological and Eeol [T relat. Marlus

Clear Structure I Extended Options I

HRERIIX

Ia.nd vl Search All Text 2

[¥  Truncate... | Clear Text I

antibiotic

=
Ia.nd vl Search Fields *

Enlarge... I Advanced Search I Clear Tahle W I

Operatar [ Figld name Relation Figld content I List
1 iz -
— ) j:
o - = AFFEERX
ETil L i -
| | |
ear ch |Substances =
¥ Show Help for Search Fields

=or Help, press F1 fidle
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&¢ MDL CrossFire Commander - [Query for Serve

ﬁ‘ File Edit Task “iew Options Query Help & File Edt Task view Options Query Help

E MDL CrossFireCom lor E MDL. CrossFire Commander

Cuery Higtony Open Query

Clueny Histary Open Querny

Test in the Forme:

2
Text in the Forms: 2 LI Find |
! | ] I . _

Search Fields | Cueries I

Search Fields Quernes I Predefined Search Forms Hitzets I
Predefined ch Farms Hitzets I - Bibliographic: O ata
f - Substance ldentification Data
- Molecular Formula Search
- Reaction Data
- Phyzical D ata
- Spectrogcopic Data
- Salubility 0ata
- Allay Search
- Cryztal Structure D ata
- Electric Data
- Electralytic/Electrachemical Data
- Magnetic Data
- Mechanic Data
- Molecular Data
- Thermal Data

- Bibliographic Drata

- Subztance |dentification D ata
- Molecular Formula Search

- Reaction Data

- Phyzizal Data

- Spectrogcopic Data

- Pharmacological Data

- Ecotoricological D ata

- Solubility Data
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reactions ar chermical
data wehich

? Query Form
Cancel |  Clear | Help 0K
all

Reaction Data

Find all reactions where

Feactant name Istar‘ts Wi‘tlll I lizt
Product name Istar‘ts W'rtlll I li=t
Resgent/CatalystiSolvent | starts witl = | | st
field |= =1 list
Search in Reaction Basic Index

zearch any keyword

in all fields relsted o Istar‘ts with ll I it




e N EBhg: AE

? Query Form

Lu.u

PR

I

Cancel | Clear I Help

Pharmacological Data

[ Find Compounds with Pharmacological Data

Find all compounds having Pharmacological Data where

Effect | starts with =] |

&

Species Istarts with j I

E

Route of Spplication [ starts with =] |

E

Type of Effect | starts with =] |

E

Fezults Istarts with j I

E

Search in EcoPharm Basic Index

Search any keywword

in all Bioactivity relsted | starts with = | |
data figlds wehich




e XM V&

2 Query Form

Cancel | Clear | Help | (] 4 |

Physical Data

Find all compounds with
I heting Poirt [ Buoiling Poirt | Density

| Refractive Index

Or search for detailed values
Metting Poirt

ot

value or range |= > | list  from solbvent |

Bailing Poirt

i
7

value or range |= ﬂ | list =t pressure

Denzsity

E

value or range |= ﬂ |

Refractive Index

E

value or range |= ﬂ |
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e Edit Task Yiew Options Query Help

E MDL CrossFi mander Query [

1 History Open Que

Prald Hame in @l | Query Builder: Data Sear S
(eoitins_J -

ree Sites: —Steren:

2 ?
: Operator | [ I Relation Field content List| ] |= hetero atom off -
Fredefined Search Forms I ] Boiing PainE < < 1z0 = all atom
Hitsets I = and = s = - | Nearch: 3 —811aw:
- Beilstein (2004/02) — - T as struetur | | [/ salts
: and is ;
Bazic Indaxes i s - I x as reactan ™ flddl. rings
Bibliographic Il.'lfnl:rmaf.ion i and B ?S | > as product E :;:::0225
Substance Tdentification 5 |and - 3 - - , rd d'gal
Chemi . — - — a5 reagen radicals
: emy:al Propert?es E |and = i — - . [ miztures
= Fhysical Froperties T d ; — iz [ orel Warlo
[=-Single Component Swstem L ]an A ?S I hd relat. Mlarkus
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Code FieﬁName Oce
RX Flfaction Details 1
Reaction Details Al
Reaction Clasgification Preparation
ield A6 percent (BRN=3622889)
Reagent MaH
Solent dimethylsulfoxide
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Lett; EM; 32; 38; 1991, 5055-5058.
b

[For Help, press F1 lidle

ALL

|Reactions




22 MDL CrossFire Commander - [Beilstein(2004/03):4841731 Substance 1 of 1]
ﬁ‘ File Edit Task Wew Options Window

E MDL. CrossFire Commander

Hiztary

Print Hitz

Help

Query Results

EM English {United States)

Reports| Alerts | AutoHom

[ ] ] [

+- Gmelin(2004/02]
—|- Beilstein[2004./0:3)
Saved Hitzets/dlert Hitsets
—|- Sesgion Hitzets

: Q09 [7 Substances)

3: Q06 [14 Substances)

: Q07 [2 Substances)

: 208 [2 Substances)

L 1522022 [1 Beactionsz)
L. 4341731 [1 Substances)

For Help, press F1

Find similar reactions

anid BR | List | Get »

Copy o Repart w

click hrere -

Ref.1

Reaction 2 of 34
Reaction 1D

Reactant BRM

Product BRM

Mo, of Reaction Details
Reaction Classification
Yield
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130 F 2 2-dimethyl-2H-c
4841731 (35 458)-6-cyano-2
B Ip——
Freparation

99 percent (BRN=4841731)
pyridine N-oxide O
chiral Mn(lll) Schiff base complex
Ma0c]

CHzClz

nc

click here

& 4841731: Hit 1 (=] E3

\

Ref.1

Reaction 3 of 34
Reaction 1D
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ield
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6375902 L1l ik - Journal; Kureshy, Rukh i,
Iver, Parameswar k., Subramanian, P. 5., Jasra, Raksh,;, JCTLAS, 1 Catal,, ER; 209 1, 2004, 949 - 104,

Bl B
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1

Preparation
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pyridinge
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Ref. 1

Reaction 4 of 34
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Lett; EM; 32; 38; 1991, 5055-5058.
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! ubstancaes [t ]
| S588384 (1 Citatiens) 1236349 3-chloro-3-methyl-hut-1-yne : Define Repart File. .
Q05 (58 Substances] Product BRM 1367559 3-(4-cyanophenoy)-3-methylbut-1-yne : ' Set Repart Title. .
. 1521966 (1 Reactions) | Mo, of Reaction Details i : cClear Renort Fil
© 3543588 (1 Substances) | Find similar reactions ciick hrere : K EALCRRILE
;2792138 (1 Reactions) i 3 . ) il
. 4865555 (1 Substances) | Field Availability List Copy Fact to Clipboar
0 1771004 (1 Eeactions) Selected Facks to 'Word
© 1367827 (1 Substances) N
© 1770878 (1 Reactions) ||~°0° IFCENE) RS e, Options ’
+ © 1367559 (1 Substances)
L. 2413025 (1 Reactions) |RX Reaction Details 2 Select all the Facks: Reaction
Select all Facts
Reaction Details 1 of 2 Linselect 5l Facks
Reaction Classification Freparation
field 78 percent (BRK=1367559)
Reagent 0.1 mole percent CuClz * 2 H20, 1,8-diazabicyclo=5.4.0=undec-7-ene
Solvent acetonitrile
Time 4 haur(s)
Temperature ac
Fef 1 39036352 L itf ink »Journal; Godfrey, Jollie D.; Mueller, Richard H.; Sedergran, Thomas C.; Soundarajan,
Machimuthu; Colandres, VincentJ.; TELEAY, Tetrahedron Lett, EM; 35; 35; 1994, 6405-6408.
Reaction Details 2 of 2 4
Reaction Classification Freparation
field 96 percent (BRMN=13675593)
Reagent keC0a, Cul, kI
Solvent dimethylformamide
Temperature Ga C
Ref. 1 5968029 Liink Journal; Bell, David; Davies, Mark R.; Geen, Graham R.; Mann, Indetjit 5.; SYNTBF; Synthesis;
EM; B, 19848, 7O7-T12.
Kl L =

|Fer Help, press F1 ficle: laLL Reactions
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Reaction (Beilstein(2004/02):Reactions:2413025 hit 1, RX.ID 2413025)

Reaction ID 2413025

Reactant BRN 306130 4-hydroxy-benzonitrile

1236349 3-chloro-3-methykbut-1-yne

Product BRM 1367559 3-(d-cyanophenosy)-3-methylbut-1-yne
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Structure | Beilstein Registry Number

CAS Registry Number

7

3560683

B6776-67-2, 34470-67-4; 94535-50-3; 94535-51-
0; 99095-55-6; 103774-92-1; 148811-93-2;

A 4 )
D 3‘ N l— —l ' A
Chemical Name Auto y L _I l:[
3 4-dihydro-3-hydroxy-2 2-dimethyl4-(2-ox0-1- - |3-hydroxy-2 2-dimethyl- —_—

pyrrolidingl)-2H-1-benzopyran-B-carbonitrile chroman-B-carhonitrile

148811-94-3; 150871-628  —
B SE776-57-2, G4470-67-, 5453I5-50-0, G4EI5ET- |cromakalim -hydroxy-2 2-dimethyl-
0; 95095-58-5; 103774-92-1; 148811-93-2; chroman-B-carbonittile / \
148811-94-3; 150971628 ]
3623845|118366-03-3; 118366-04-4; 118455-42-8; 118455-|3-hydroxy-2 2-dimethyk4-(2-methyl5-0xo- 3-hydroxy-2 2-dimethyl-
43-9; 120787-67-3; 120767-00-4; 132757-48-3 | pyrrolidin-1-yl-chroman-G-carbonitrile pyrralidin-1-y0-chraman, .
4528924 134255-87-1 =2 MDL CrossFire Commander - [Reports - I:est-Z.htmI] i =] x|
1331764| 134255600 i Fie Edt Yew Help oy [ S|
;1- MDL CrossFire Commander Query | Results Alerts | AutoHom
Ope ent w| Print |
el Pt i Dot gl Taller "I Export: [Beilstein 2004/02) Substances: Q4 (its L to 25) 2004-Aug-03 18:06:08
A Find
El Reports =
i iereportl.htnl : H
reportz.htal Bellstein | CAS Chemical Molecular  Molecular
5 Exports Structure  Registry  Registry Autoname :
: Name Formula Weight
4356053(B6776.67-2, GAAT067 4, 95 a0 g agy| - testlhinl Number  Number
0, 99035586, 103774-92-1; 148811934 - testZ.himl
148611-94-3, 150971-62-8 :
: 3560683 86776672, 3 4-dihydro-3- F-hydrowy-2 2- C16H1BMN203 286.33
4518303 126920341, 136799.96.0 ) D4470.67-8  hydroxy-2 2 ditmethyl4-(2-
6373460 j 94535-50-9;  dimethyl-4-(2- oxo-pyrrolidin-1-
18 —~ Nl 94535510, oxe-1- yl}-chraman-6-
CIETATINTS w0 B 3 98095565, pyraliding}2H-1-  carbonitrile
|28 & ¢ | asERw- \ "OCEHEAR > -£-A-=5 - 1037749241, | benzopyran-G-
i 148811-93-2;  carhonitrile
148811-94-3;
150871628
3622883 86776-67-2,  cromakalim I-hydrowy-2 2- C16H1BMN203 286.33
94470674, dimethyl-4-{2-
P 94535-50-3; oxo-pyrrolidin-1-
A 94535510 yl)-chraman-&-
- 99095-58-6; carbanitrile
103774-92-1;
148811-93-2;
148811-94-3;
150871628
3623885 118366-03-3;  F-hydroxy-2.2- F-hydrowy-2 2- CITH20MN203 300.36
118366-04-4;  dimethyl-d-(2- dimethyl-4-(2-
118485-42-8;,  methyl5-oxo- methyl-5-oxo-
118455-43-9;  pyrrolidin-1-yl)- pyrralidin-1-y[)-
120787-87-3;  chroman-B- chromar-G-
120787-88-4;  carbonitrile carbanitrile
132757-48-3
4328924 134265871 trans-8-chloroB-  S-chloro-3- C16H17CIN2C3 32077
Q‘h . cyano-3,4- hydroxy-2,2- =l
Sort Entries b IbY Hame 'l - e .
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O perator [ Field name I Relation I Field content Ligtls | ;l
1 Alloy Search Field[aLLDY) £ w | cuZnlB-30) P ) - _|
2 |and - is - v

RNl
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W-E&
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X — /R

Component Formula:
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=:J,,"-" MDL CrossFire Commander - [Gmelin{Z004,/02):001 Substance 195 of 377]
m.g Edit Task Yiew Options ‘Window Help

EMDL' CrossFire Commander Ouery [GEEIEN Reports| Alerts | Autolom

Histary | Prink Hitz| 141 4 [ ¢ |l <= i w | Show I:::I Grd BRI List & Get *| Sort Hits | Copy [:] E=port Hitz #| Copy to Report w

- Gmelin (2004,02)
i ieSawed Hitsets/Alert Hits:

Substance ldentification

E--S?Szinn Hitzets GMELIM Redistry Mumber 502930
. #-8: 801 3TT Substar| | jnear Structure Formula Cuf73.4),A1(7.541,Zni19.06) (M%)
- Beilstein (2004/02) Type of Substance Alloy
Composition 1-3
Formula Comp. GEM |% Type of % Fole Modification
Al 16248 754 w2 i
L U 16269 734 i ht%o
Zh 16321 19.06 |weight%
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Thermodynamic Data[TDD] enists

and

and

and

and

and

and

and

and
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L
L

B Themnodynaric Data (TOD]
Bl Speciiic Heat at Constant Pressure [CF)
BB Cr [Further Information) [CPFI)
BB Specific Heat at Constant Vaolume [CW)
Bl Cv [Further Information] [CVFI)
B Enthalpy of Formation [HFOR)
BB Enthalpy of Formation [Further Infarmation] [HFF]

BB Gibbs Energy of Formation [GFOR)

BB Gibbs Energy of Farmation [Further [nformation) [GFF)
B Entropy of Formation [SFOR]

B Entropy of Formation [Further Infarmation] [SFF)

BB Equation of State [EQIST)

Bl Acentnc Factor [ACEN]




Hit 1: 70093 AIEY, Culy5.9), Znl16.1) QM%)
type = alloy

Al CuCr S 8, Zn016.1) (W)

R AEME R LR

Hit 2:462627 AR, Cul75. 9,201 6.1 A%
type = alloy

AIELCUTS 8L, InC16.1) 0A5)  Modification:

beta1!

Hit 3: 463238 AR, Culya.9) 201 6.1 (0%
type = alloy

AILF) CUCTS.8),ZnC16.1) 03] Moddification:

beta

Hit 4:806394 CufB3.714) Zn(16.2868) 0%)
type = alloy

Culg3.714), 20016, 286) (A5

Hit 5:827534 AG0 366, Cuil 608 M2 ..
type = alloy

AIP0.366),Cult G0E) Mar2.484) Zn(S 542)
[A3E]

Hit 6:12234171 Cuig0.889 Mi(12.748) Zn(.
type = alloy

CLPB0.BEG) M1 5. 7451, I 20 366) (W9

Hit 7:1236514 Cuis1.026) Ni(21.8371.2n(.
type = alloy

CurS1 026 MI(2 E3T1,Z0027 A 370 (V)

Hit 81258695 B(0.173),CU(59.161),Mn(0...
type = alloy

Br0.1 730, Cui59.1 617 Mni0 2643 Mi(1 7 4819,Zn
[23.221) (o]

type = alloy

Br0.066), CurSs 765 Mni0. 2620 Mif 6.9151,Zn
(23 94E) (Vo

Hit 8:1 255697 B(0.086),CU(58. 758 Mn(0...

Hit 10:1 278346 Cui5S.759),Mn(0.261), Mi.

type = allay

CUCaE. T8 MO0 261 ) Ml 71270, En(235.833)
(%)

Hit 111281914 Cu(r0.619) Mif14.142), 7.
type = alloy

Cu7 06190 Mict 4142, 20132390 0ASh)

Hit 121283900 CuB0.253) Mif12.408) L.
type = alloy

Cu(B0.2:33) Mif1 2. 408), 2027 3390 0%

type = alloy

Alf44.5),Cul45.9),2n(9.5) (&%) Modification

D tau!

Hit 13:1492510 Al{d4.5), Cufd5.9) Zn(9.5)
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Operator [ Field name Relation Field content IList ] [~
1 E wpanzion Coefficient[TEC) £ - |0 I -
2 |prosimity - Cubic Expanzion[TEC.CUE) erizts — -
3 |and - I — -
4 [and - I E -
Eland - - -_




Identification

GMELIN Registry Murmhber
Linearized Structure Farmula
Molecular Farmula
molecular Weight

Chemical Mame

Entry Date
Update Date

The

1411

Tels

CaTe

169 549

telluriurm dioxide
tellurium oxide
tellurous dinoxide
telluriurm ) oxide
paratellurite
telluriumiy) dioxide
Tellurdioxid
1995512111
20030061 8

+ 04 Hik 2

Te 0

O =1

¥pansion Coefficient

Temp

Forms of State

Linspecified

Ref. 1

Thermal Expansion 87 of 126

556323 Lill ink
¥718; Enalish.

Sthite, Gk Collocott, 5. 4. Caolling, J. G JCOMEL; J. Phys. Condens. Matter; Vol 2; (19903 7715 -

| &l

Expansion Coefficient
Cuhic Expansion
Temperature

Forms of State

2*1 0-S el
VES

-271 Deg C

Linspecified

Ref. 1

S56323, Lill ink
T718; Enalish.

Cthite, Gk Collocott, 5.0, Colling, J. G, JCOMEL, J. Phys, Condens. Matter; Vol 2, (19903 7715 -
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Clear Structure I Extended Options I
Cl—A0——|
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Iand vl Search All Text 2 W Truncate... | Clear Text I
| =
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<=— Select (and edit) Search Form, Search Field, Query, or Hitset from left box and append to query |
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Reaction ~lol
Reaction [D 21107 aiaieieiei it . el YR
Reactant(s) (GRM) 1071338 CsHsMyBr cyclapentadienyl madnesium bromide ' |
169 ZrCl4 Zirconium tetrachloride ! LT m
! : 1 L\_\_ :
Product(s) (GRM) J056 YosHz12 LTl CpafrCla : o Cie !
Field Availability List Rt ez
Zode  |Field Mame Qe
L e
RX  |Reaction Details 1 : .:@:u"li:\ //\)ﬂ :
: .ff&-mcm‘cmi
. . L st :
Reaction Details ; cf L !
Solvent ether et T
General Conditions ZrCl4rcaHsMaBr fmalar ratio: 1:2); dry ether;

Lipdate Date

20012149

Ref 1
Ref 2
Ref 3

S5492 7 Ll ik ol Zr: OrgMerb.; Pades 26 - 33.
S54926 LI ik anonymous; (1954 3 1957 Ethyl Corparation; Brit.; TEE0583.
S54933 LI iRK anonymous; (19553 1958; Mational Lead Co; Brit; 793354




Identification

Che

Field Availability List 31-38 of 38

GMELIN Registry Mumber
Linearized Structure Formula (CsHslaZrCls
Malecular Farmula
Ligand Molecular Formula
Ligand Formulas

Ligand Formula Count
Ligand Formulas

Ligand Farmula Caount
Molecular Weight

CAS Redgistry Mumber

1056

CqgH1gClzLr
FHSILIH2
3]

() |

*

M

292319
001291-32-3

a3l [ el

Behavior as Catalyst 1 of 84

Cofde |Field Mame 0.
<@ _Elehavinr as Catalyst Ed>
Py |Polymerisation ?
CRT Crystal Structure 1
DEN Density 1
pOT Electrachemical Reaction 14
SLE Soluhbility 4
MPRO |Maonetic PFroperies 1
ChNR Feference 220

Ref 1 1210957, Litl ink ; Lipshutz, Bruce H.; Mollard, Paul; Pfeiffer, Steven S.; Chrisman, Will; JACSAT; J. Am. Chem.
Soc.;al. 124, (2002714282 - 14283; English.

Behavior as Catalyst 2 of 84 &l B

Ref 1 1199075, Litl ink :Huang, Jiling; Feng, Zuofeng; Wand, Hong; Qian, Yanlong; Sun, Junguan; et al; IMCCF2; J.
Mal. Catal. A Chern; Vol 189; ( 2002 187 - 194; English.

Behavior as Catalyst 3 of 84 ) el

Ref. 1 1192709 Litl ink Vlgnat'ew, R A Maslennikov, 5.4, Spirina, |V, Artemoay, A M Maslennikow, V. P, Lineva, A M.,

Z0OKHA4; Zh. Obshch. Khim Vol 72; (2002 ) 844 - 947, Russian; RIGCEK, Russ. J. Gen. Chem. (Engl. Transl); Yol
72,(2002) 882 - 885; English.

Behavior as Catalyst 4 of 84 ﬁl D I

Ref. 1 1186933 Litl ink + Zi, Guofu; Li, Hung-Wing; Kie, Zuowei; ORGHDT,; Organometallics,; Yol 21, ( 2002 3850 -
3855; English.

Behavior as Catalyst5 of 84 &l 0 B

Ref 1 1175037, Litl ink  Grimmer, Meil E.; Caoville, Neil J; Koning, Charles B. de; JMCCFZ; J. Mal. Catal. A Chern.; Yal.

188, (20023 105-114; English.
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Fef. 1

Reference Lilink

117503 0 LIl ink CGrimmer, Beil B Caville, Beil J.; Koning, Charles B. de; JMCCEZ; . Mal. Catal. A Chem.; Yal.
188 (20022105 -114; Enalish.

1

Citation Mumhber 1175037

Field Availability List 1-3 of 3 Al B
Code Field Mame Qcce.

oIr Citation 1

AR Ahstract 1

DE |dentification T

Citation
Author

CODEM

Journal Title
Yalume
Fublication vear
Fage

Languags

4

Title

Abstract

Language

@l B

Grimmer, Meil E.
Coville, Meil J.
kKaning, Charles B. de
JMCCF2

J. Mol Catal. A Chem.
188

2002

105-114

English

Zircanium his-cyclopentadienyl compounds. An investigation into
palymerisation behaviaur of (CpRY2ArClo/MAD catalysts
The ethwlene polymerization hehavior of several mono-substitute
Me, Et, iPr, tBu, SiMez, CMezFh)was studied. The catahdic activit
electronic effects. The highest activity was exhihited by the cataly:
stahilized by small substituents on the cyclopentadienyl rings tha
dispropartionation.
English
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