
2012/11/20

1

November 20, 2012

郭峻安 Alan Kuo

Reaxys
Searching Chemical Information in Chemist Way

Agenda

Reaxys 簡介

Elsevier PBT products

Contents

Advantages

工作流程和介面概述

Query page

Result page

Synthesis planner
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Support for the PBT Researcher

Elsevier Provides the Full Spectrum of Information Solutions

Essential access
to drug safety resources

Timely, top quality original 
research articles

Worlds largest abstract 
and citation database

Most comprehensive 
coverage of biomedical 
literature

Easy-to-use workflow 
tool based on trusted 
data sources
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What is Reaxys?
A workflow solution for researchers in chemistry, drug discovery 
and related scientific areas 

Using Reaxys researchers can

• Easily access validated reaction and substance data, ranking 
and filtering for relevant results

• Source available chemicals
• Plan and optimize synthetic route
• Export and share results for immediate action in the lab

An extensive repository of reaction and substance property data, 
Reaxys includes:

• Organic, inorganic, organometallic chemistry from 400 
journals

• Coverage from 1771 - present
• World Patent Office, European Patent Office and US English 

language patents from the major chemistry patent classes
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Reaxys Database Suite = Experimental data extracted from 
journals & patent documents

Databases What? For Whom?

Reactions and experimental substance 
data from …

CrossFire
Organic Chemistry from key journals and 
patent documents 
(up to 1980)

Organic Chemists; 
LifeScientists (Pharma, Biotech, 
Agro)

Patent 
Chemistry 
Database

Organic Chemistry and Life Science from 
patents 
(WO, EP and US 1976-)

Organic Chemists; 
LifeScientists (Pharma, Biotech, 
Agro)

Gmelin Inorganic and Organometallic Chemistry 
(1771 -) from key journals

Inorg./ Organometallic Chemists, 
Catalyst Researchers, Materials 
Scientists

PubChem
Provides information on the biological 
activities of small molecules
Maintained by NCBI, released in 2004

Organic Chemists; 
LifeScientists (Pharma, Biotech, 
Agro)
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What do chemists (you) want to know?

1. What is this?
> Is it novel? Patented?

> What are its physical characteristics (weight, 
melting point, etc?)

2.  What does it do?
> Is it a reagent? Solvent?

> What is its bioactivity? Pharmacology?

> Is it toxic?

3. How can I make it?
> How can I change it?

> How can I make it better?
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找尋化學相關資訊  搜尋與閱讀  花時間

101年11月20日星期二 Slide 7

目的：找資料

方法：資料來源

擷取：資料抽出
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What is known 
about this 

compound. How 
do I make it?

Why Reaxys?

Read each individual article

Process using a 
bibliographic 

chemical database

Factual and 
actionable 

outcome with 
Reaxys!
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Reaxys extracts valuable chemical properties and reaction details 
from journals and patents.

1H 
NMR

300 
MHZ
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Four good reasons to use Reaxys

1. The wealth of experimentally validated data 
which can be searched, filtered and ranked to 
find the most relevant answer to a specific 
question quickly.

2. Functionality beyond data searching: synthesis 
planner, results management, smart analysis 
tools for fast evaluation.

3. The intuitive interface and online educational 
material help reduce your training efforts.

4. Interoperable: linking to SciVerse Scopus, full-
texts at publishers and patent offices. Access 
to your own library settings via OpenURL
resolver is possible.

Professor Peter Johnson, University of Leeds
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工作流程和介面概述
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搜尋頁面-Substance and Properties

Prostaglandin
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搜尋頁面- Ractions
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搜尋頁面- Literature

Gupta, Monika

2005
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反應搜尋範例 - Thalidomide
> Thalidomide是最早上市的非處方鎮定劑，很多國家曾用於懷孕婦女的噁心、嘔吐症狀，卻也造成在1960年
代上千位畸形兒的產生，因此而聲名狼藉…

抗血管新生作用(Anti-
angiogenesis Activity)
(1) 血液腫瘤
(2) 多發性骨髓瘤(Multiple 
Myeloma)
(3) 肝癌 (Hepatocellular 
Carcinoma, H.C.C.)
不良反應
(1)致畸胎
(2)週邊神經病變
(3)副作用：嗜睡，暈眩等

最近幾年讓一些研究學者更感興趣的是
Thalidomide的：
1.抗發炎作用(anti-inflamatory)
2.免疫調節(Immunomodulatory)
3.抑制血管增生(anti-angiogenic)

參考網站：http://www.tmn.idv.tw/cchtumor/drug/drug07.htm
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購買化學藥品
提供2D跟3D結構
 Synthesize Plans

從 eMolecules 找
可購買之化學藥品
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反應有關檔案
全文瀏覽
引用紀錄
 SCOPUS

反應有關檔案:
具相同化學反應，但反應條件不
同（期刊、專利等）

連結到
ScienceDirect, 
Espacenet 或其他出
版商作全文瀏覽

查看該反應被引用的紀錄

連結至SCOPUS查看引用
文獻之全文
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過濾資訊
合成方法以及反應數
數據輸出

使用Availability可以分析
顯示該化合物可購買資訊

化合物的合成方法
數及參與反應數
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1.在歷史紀錄中，可以組合的方式進行查詢。

2.透過選擇性儲存，讓歷史紀錄更精簡，增加回顧效率。

3.點擊檢索結果頁或歷史紀錄中的”Create Alert” ，可以利用email獲取該主題最新消息。
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Supporting your Excellence in R&D

> Reaxys reduces time getting to the relevant results.
Easy-to-use interface, powerful search and specialist content focused on 
synthetic chemistry (an extensive repository of chemical properties and 
reaction data presented with chemistry as the organizing principle)

> High quality answers you can use with confidence.
Experimental data drawn from trusted sources.

> Designed around synthetic chemists workflow to improve efficiency.  
Functionality which goes beyond data searching with results management, 
analysis tools and new workflow features (synthesis planner, export tools).

Use Reaxys and see for yourself how it can improve your Research.
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ELSEVIER 台灣區總代理

創源生物科技股份有限公司 分子視算中心
Ph: (02) 2795 1777 Fax: (02) 2793 8009

E-Mail: MSC-Support@gga.asia
www.gga.asia

For more information please contact…


