1/ 2006 EEENHER

1.A comprehensive kinetics model of Fischer-Tropsch synthesis over an industrial Fe-Mn catalyst, Bo-Tao

Teng, Jie Chang, Cheng-Hua Zhang, Dong-Bo Cao, Jun Yang, Ying Liu, Xiao-Hui Guo, Hong-Wei Xiang,
Yong-Wang Li, Appl. Catal. A,2006,301(1):39-50

2 .An environmentally benign process for the efficient synthesis of cyclohexanone and 2-methylfuran, Hong-
Yan Zheng, Yu-Lei Zhu, Zong-Qing Bai, Long Huang, Hong-Wei Xiang, Yong-Wang Li, Green Chemistry,

2006, 8(1):107-109

3 .An ONIOM2 Study on Pyridine Adsorption in the Main Channels of Li- and Na-MOR., Shu-Ping
Yuan;Jianguo Wang;Yong-Wang Li;Haijun Jiao, J. Mol. Catal. A:Chemical, 2006, 265(1-2),130-137

4 .CH4 dissociation on Ni surfaces: Density functional theory study, Sheng-Guang Wang; Dong-Bo Cao;
Yong-Wang Li;Jianguo Wang; Haijun Jiao, Surface Science, 2006,600 (16),3226-3234

5.CO2 Reforming of CH4 on Ni(111): A Density Functional Theory Calculation, Sheng-Guang Wang; Dong-
Bo Cao; Yong-Wang Li;Jianguo Wang; Haijun Jiao, J. Phy.Chem. B, 2006,110 (20),9976-9983

6.Density functional theory study of CO adsorption on Fe304(111)., Dong-Mei Huang; Dong-Bo Cao; Yong-
Wang Li;Haijun Jiao, J. Phy. Chem. B, 2006,110 (28),13920-13925

"7 « Density functional theory study into the adsorption of CO2, H and CHx (x = 0-3) as well as C2H4 on
a-Mo2C(0001), Jun Ren; Chun-Fang Huo;Jianguo Wang; Zhi Cao Yong-Wang Li;Haijun Jiao, Surface

Science, 2006, 600 (11),2329-2337

8. Effect of Al203/SiO2 ratio on iron-based catalysts for Fischer-Tropsch synthesis, Hai-Jun Wan, Bao-
Shan Wu, Cheng-Hua Zhang, Bo-Tao Teng, Zhi-Chao Tao, Yong Yang, Yu-Lei Zhu, Hong-Wei Xiang, Yong-

Wang Li, Fuel, 2006,85(10-11):1371-1377

O .Effect of calcium promoter on a precipitated iron-manganese catalyst for Fischer-Tropsch synthesis,
Zhichao Tao, Yong Yang, Chenghua Zhang, Tingzhen Li, Jianhua Wang, Haijun Wan, Hongwei

Xiang,Yongwang Li, Catal. Commun., 2006, 7,1061-1066



2/ 2006 EEENHES

10 .Effect of magnesium promoter on iron-based catalyst for Fischer-Tropsch synthesis, Jun Yang, Yuchuan

Sun, Yu Tang, Ying Liu, Hulin Wang, Lei Tian, Hong Wang, Zhixin Zhang, Hongwei Xiang, Yongwang Li, J.
Mol. Catal. A,2006,245(1-2):26-36

11.Formation and adsorption properties of the bridging sulfur vacancies at the (" 1 0 1 0) edge of
Mo27S(54-x): A theoretical study, Guisheng Wu, J. Mol. Catal. A, 2006, 247(1-2):189-198

12 .Hydrogen adsorption on a Mo27S54 cluster: A density functional theory study, Xiao-dong Wen;
TaoZeng;BotaoTeng; FugiangZhang;Yongwang Li,;Jianguo Wang; Haijun Jiao, J. Mol. Catal. A:Chemical,

2006,249(1-2),191-200

13 .Isothermal kinetics modelling of the Fischer-Tropsch synthesis over the spray-dried Fe-Cu-K catalyst,
Xiaohui Guo, Ying Liu, Jie Chang, Liang Bai, Yuanyuan Xu, Hongwei Xiang ,Yongwang Li, J. Natural Gas

Chem.,2006,15(2):105-114

14 .NO Adsorption on MoSx Clusters: A Density Functional Theory Study, Xiao-dong Wen, Yong-Wang
Li;Jianguo Wang; Haijun Jiao, J. Phy. Chem. B, 2006, 110(42), 21060-21068

15 «Preparation of terminal oxygenates from renewable natural oils by a one-pot metathesis-isomerisation-

methoxycarbonylation-transesterification reaction sequence, Yulei Zhu, Jim Patel. Selma Mujcinovic, W.Roy

Jackson, Andrea J.Robinson, Green Chem, 2006, 8,746-749

16.Structural properties and reduction behavior of Ni promoted FeMnK/SiO2 catalysts for Fischer-Tropsch
synthesis, ZHANG cheng-hua, YANG Yong, TAO Zhi-chao, XIANG Hong-wei, LI Yong-wang li;J Fuel Chem

Technol, 2006, 34(6), 695-699

177 .Structure and Energy of Mo27SxCy Clusters: A Density Functional Theory Study, Xiao-dong Wen, Zhi
Cao Yong-Wang Li;Jianguo Wang; Haijun Jiao, J. Phy. Chem. B, 2006,110 (47),23860-23869

18.structure and Stability of Neutral Polyoxometalate Cages: (M0o206)m, m = 1-13., Fu-Qiang Zhang;Hai-
Shun Wu;Yuan-Yuan Xu;Yong-Wang Li;Haijun Jiao, J. Mol. Modeling, 2006,12(5),551-558



3/ 2006 EEENEER

19.Study of an iron-based Fischer-Tropsch synthesis catalyst incorporated with SiO2, Haijun Wan Baoshan
Wu Zhichao Tao Tingzhen Li Xia An Hongwei Xiang Yongwang Li, J. Mol. Catal. A, 2006, 260,255-263

2 0.Study of an iron-manganese Fischer-Tropsch synthesis catalyst promoted with copper, Cheng-Hua
Zhang, Yong Yang, Bo-Tao Teng, Ting-Zhen Li, Hong-Yan Zheng, Hong-Wei Xiang, Yong-Wang Li, J.

Catal.,2006,237(2):405-415

21.Study on the iron-silica interaction of a co-precipitated Fe/SiO2 Fischer-Tropsch synthesis catalyst,
Cheng-Hua Zhang, Hai-Jun Wan, Yong Yang, Hong-Wei Xiang, Yong-Wang Li, Catal. Comm.,2006, 7(9):733-

738

2 2 .Synthesis of nano titania particles embedded in mesoporous SBA-15: Characterization and

photocatalytic activity, Jun Yang, Jun Zhang, Liwei Zhu, Shaoyuan Chen, Yuanming Zhang,Yu Tang, Yulei
Zhu, Yongwang Li, Journal of Hazardous Materials,2006, B137: 952—958

23 . Thiophene Adsorption and Activation on MoP(001), y-M02N(100), and Ni2P(001): Density Functional
Theory Studies, Jun Ren; Chun-Fang Huo;Xiao-dong Wen; Zhi Cao Jianguo Wang;Yong-Wang Li;Haijun

Jiao, J. Phy. Chem. B, 2006,110 (45), 22563-22569

24 .Towards understangding the reaction pathway in vapor phase hydrogenation of furfural to
2-methylfuran, Hong-Yan Zheng, Yu-Lei Zhu, Bo-Tao Teng, Zong-Qing Bai, Cheng-Hua Zhang, Hong-Wei

Xiang, Yong-Wang Li, J. Mol. Catal. A, 2006,246:18-23



