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A dataset of purification methods for laboratory chemicals

Li Yingyong'", Zhao Yingli'
1. Information Center, Shanghai Institute of Organic Chemistry, Chinese Academy of Sciences, Shanghai
200032, P.R. China
*Email: liyingyong@sioc.ac.cn
Abstract: First we collected data on purification methods for laboratory chemicals and related physical and
chemical properties data from manual books. Then we classified, summarized and standardized all the data.
For quality control, we developed collection specifications and methods for data sampling and backtracking,
which, coupled with algorithm programs, ensured the accuracy of the key data items. The dataset contains
5,747 records that fall into two subsets: one for purification method data and the other for physical and
chemical properties data. The dataset of purification methods for laboratory chemicals can benefit both
chemical and biochemical experimental researchers.

Keywords: laboratory; chemicals; purification; physical and chemical properties

Dataset Profile
Title A dataset of purification methods for laboratory chemicals
Data corresponding author Li Yingyong(liyingyong@sioc.ac.cn)

Data authors Li Yingyong, Zhao Yingli

Time range 1912~2006
Geographical scope Worldwide

Data volume 2.75MB

Data format *.mdb

<http://www.sciencedb.cn/dataSet/handle/897>
Data service system
<http://www.organchem.csdb.cn/scdb/main/purechem_introduce.asp>

CAS informatization project during the Thirteenth Five-Year Plan — “Key Database
Construction and Application Services for the Discipline of Chemistry” (XXH1350303-
Sources of funding 103); National R&D Infrastructure and Facility Development Program of China,
Fundamental Science Data Sharing Platform (DKA2017-12-02-05); Shanghai Chemistry

& Chemical Industry Data Platform (18DZ2294000).

This dataset consists of one ACCESS file, including a data table (LabChemPurification
table) and three retrieval forms (CASRN retrieval, name retrieval, and sequential browsing
forms). There are a total of 5747 records, including the ID, class, name, CASRN number,
Dataset composition
formula, molecular weight, freezing point, melting point, boiling point, relative density,

refractive index, optical rotation, coloration index, ionization constant, purification

method, literature sources and other property data of laboratory chemicals.
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