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Riguang Zhang, Guiru Wang, Baojun Wang. Insights into the mechanism of ethanol formation from
syngas on Cu and an expanded prediction of improved Cu-based catalysts. Journal of Catalysis,
2013, 305:238-255(SCl, 1[x)

Riguang Zhang, Xuancheng Sun, Baojun Wang. Insight into the preference mechanism of CH,(x=1-
3)and C-C chain formationinvolved in C, oxygenates formation from syngas on Cu(110) surface.
Journal of Physical Chemistry C, 2013, 117(13): 6594-6609(SCl, 2[X)

Jiajia Song, Xiaogi Niu, Lixia Ling, Baojun Wang. A density functional theory study on the
interaction mechanism between H,S and the a-Fe,0,(0001) surface. Fuel Processing Technology,
2013, 115:26-33(SCl, 2[X))

Jingrui Li, Riguang Zhang, Baojun Wang. Influence of the hydroxylation of y-Al,O, surfaces on the
stability and growth of Cu for Cu/y-AlL,O, catalyst: A DFT study. Applied Surface Science, 2013,
270: 728-736(SCl, 2[X)

Xuancheng Sun, Riguang Zhang, Baojun Wang. Insights into the preference of CH, (x=1-3)
formation from CO hydrogenation on Cu(111) surface. Applied Surface Science, 2013, 265: 720-
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Lixia Ling, Peide Han, Baojun Wang, Riguang Zhang. DFT study on the regeneration mechanism of
ZnO surface during the desulfurization of H,S. Fuel Processing Technology, 2013, 109: 49-
56(SCl, 2[X)

Riguang Zhang, Jingrui Li, Baojun Wang. The effect of Si/Al ratios on the catalyticactivity of CuY
zeolites for DMC synthesis by oxidative carbonylation of methanol: Atheoretical study. RSC
Advances, 2013, 3:12287-12298(SCl)

Riguang Zhang, Jingrui Li, Baojun Wang, Lixia Ling. Fundamental studies about the interaction of
water with perfect, oxygen-vacancy and pre-covered oxygen Cu,0(111) surfaces: Thermochemistry,
barrier, product. Applied Surface Science, 2013, 279: 260-271(SCl, 2[X.)

Lixia Ling, Riguang Zhang, Peide Han, Baojun Wang. DFT study on the sulfurization mechanism
during the desulfurization of H,S on the ZnO desulfurizer. Fuel Processing Technology, 2013, 106:
222-230(SCl, 2[X)

Guiru Wang, Riguang Zhang, Baojun Wang. Insight into the preference mechanismfor C-C chain
formation of C, oxygenates and the effect of promoters in syngas conversion overCu-based
catalysts. Applied Catalysis A: General, 2013, 466: 77— 89(SCl, 3[X))
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Hongyan Liu, Baojun Wang, Maohong Fan, Neil Henson, Yulong Zhang, Brian Francis Towler, H.
Gordon Harris. Study on carbon deposition associated with catalytic CH, reforming by using
density functional theory. Fuel, 2013, 113: 712-718(SCl, 2[X)

Lixia Ling, Peide Han, Baojun Wang, Riguang Zhang. Theoretical prediction of simultaneous
removal efficiency of ZnO for H,S and Hg° in coal gas. Chemical Engineering Journal, 2013,
231:388-396(SCl, 2[x)

Jianbing Wu, Junbao Xie, Lixia Ling, Guozhang Ma, Baojun Wang. Surface modification of
nanosilica with 3-mercaptopropyl trimethoxysilane and investigation of its effect on the properties'
of UV curable coatings. Journal of Coatings Technology and Research, 2013, 10(6): 849-
857(SCl, 4[X)

Jianbing Wu, Tong Zhang, Guozhang Ma, Ping Li, Lixia Ling, Baojun Wang. Synthesis of a tung
oil-rosin adduct via the Diels—Alder reaction: Reaction mechanism and properties in an ultraviolet-
curableadhesive. Journal of Applied polymer Science, 2013, 130(6): 4201-4208(SCl, 4[X.)
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