
Accepted Manuscript

Adsorption of organic molecules on mineral surfaces studied by
first-principle calculations: A review

Hongxia Zhao, Yong Yang, Xin Shu, Yanwei Wang, Qianping Ran

PII: S0001-8686(18)30014-9
DOI: doi:10.1016/j.cis.2018.04.003
Reference: CIS 1875

To appear in: Advances in Colloid and Interface Science

Please cite this article as: Hongxia Zhao, Yong Yang, Xin Shu, Yanwei Wang, Qianping
Ran , Adsorption of organic molecules on mineral surfaces studied by first-principle
calculations: A review. The address for the corresponding author was captured as
affiliation for all authors. Please check if appropriate. Cis(2017), doi:10.1016/
j.cis.2018.04.003

This is a PDF file of an unedited manuscript that has been accepted for publication. As
a service to our customers we are providing this early version of the manuscript. The
manuscript will undergo copyediting, typesetting, and review of the resulting proof before
it is published in its final form. Please note that during the production process errors may
be discovered which could affect the content, and all legal disclaimers that apply to the
journal pertain.

https://doi.org/10.1016/j.cis.2018.04.003
https://doi.org/10.1016/j.cis.2018.04.003
https://doi.org/10.1016/j.cis.2018.04.003


AC
C

EP
TE

D
 M

AN
U

SC
R

IP
T

 

Adsorption of organic molecules on mineral surfaces studied by 

first-principle calculations: a review 

 

HongxiaZhao1,2, Yong Yang1,2, Xin Shu1,2,YanweiWang1,2,*, Qianping Ran1,2,* 

1StateKeyLaboratoryofHighPerformanceCivilEngineeringMaterials, Nanjing, 210008,Jiangsu,China  

2 Jiangsu Sobute New Materials Co. Ltd., Nanjing, 211103, Jiangsu, China 

*Corresponding authors: Qianping Ran (e-mail: qpran@cnjsjk.cn), Yanwei Wang (e-mail: wangyanwei@cnjsjk.cn) 

 

Abstract 

First-principle calculations, especially by the density functional theory (DFT) 

methods, are becoming a power technique to study molecular structure and properties 

of organic/inorganic interfaces. This review introduces some recent examples on the 

study of adsorption models of organic molecules or oligomers on mineral surfaces and 

interfacial properties obtained from first-principles calculations. The aim of this 

contribution is to inspire scientists to benefit from first-principle calculations and to 

apply the similar strategies when studying and tailoring interfacial properties at the 

atomistic scale, especially for those interested in the design and development of new 

molecules and new products.  
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