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Computer Abilities:

Program: GAUSSIAN 03; WIEN2K; MATERIAL STUDIO; VASP.
Small Tool: XMGRACE, ORIGIN, PHOTOSHOP, XCRYSDEN, MATLAB, PHYTHON.
Language: FORTRAN

Research Interest:

1. The luminescent properties of organic transition metal complexes.
2. The electronic and magnetic property of solid state materials

3. The electron-conduction, optical and magnetic properties of nanomaterials.
4. The surface segregation in alloy surface.

Publications
I. Journal Articles 
1. Y. H. Zhang , H. X. Zhang and C. A. Taft. The Electronic Structures and Spectroscopic Properties of Dioxoosmium Complex Ions [OsO2(L)4]2± (L=CN, CO and CCH): A Quantum Chemistry Study. (Accepted).
2. Yu-Hua Zhang, Jian Meng, Carlton A. Taft, Orbital order in CdV2O4 from first principles. (Accepted)
3.  Y. H. Zhang , X. Q. Zhang, H. Li , C. A. Taft Theoretical study of electron-conduction, optical and magnetic properties of M19 (M=Fe, Co and Ni) NWs. (Accepted)
4. Y. H. Zhang , Zhiyao Duan, Chan Xiao, Guofeng Wang, “Density functional theory calculation of platinum surface segregation energy in Pt3Ni (111) surface doped with a third transition metal” Surface Science, 605, 1574-1579 (2011).
5. Y. H. Zhang , X. Q. Zhang, H. Li , C. A. Taft, “A molecule detector: adsorbate induced conductance-gap change of ultra-thin Silicon nanowire” Surface Science 603  847–851(2009).

6. Y. H. Zhang, J. Meng, X. Q. Zhang, Hui Li, C. A. Taft, “ Pressure effect on the structural, electronic, and optical properties of Sin@SWCNTs”  Int. J. Quantum. Chem.109, 1385-1395 (2009).

7. Yu-Hua Zhang, Jian Meng, Carlton A. Taft, “LiV2O4: Electronic, Magnetic Structure and Heavy-fermion behavior from First-principles” Molecular Physics, 107, 1445-1452 (2009).

8. Yu-Hua Zhang, Bao-Hui Xia, Zhou-xin, Hong-Xing Zhang “Quantum Chemistry Study on Electron Structures and Spectroscopic Properties of Monooxo and Dioxo-osmium (VI) Complexes with Ring Ligands ” J. Mol. Struc. (THEOCHEM), 848, 56-66 (2008).
 9. Yu-Hua Zhang, Bao-Hui Xia, Hong-Xing Zhang, “Electronic Structures and Spectroscopic Properties of [OsN(mnt)2]- ”, Chemical Journal of Chinese University, H60189, 2, (2007).
10. Yu-Hua Zhang, Bao-Hui Xia Qing-Jiang Pan Hong-Xing Zhang “Electronic Structures and Spectroscopic Properties of Nitridoosmium(VI) Complexes with Acetylide Ligands [OsN(C≡CR)4]- (R=H, CH3 and Ph) by DFT Calculation”  J. Chem. Phys. 124 ,144309 (2006).

II. Conference
1.  ICAM 2009, 11th international conference on advanced materials VIII encontro SBPMat, Rio de Janeiro, Brazil. (September, 20-25, 2009)

2.  DAAD Summer School, PUC, Rio de Janeiro, Brazil (13-24, July, 2009)

3.  FapeRJ Spring Shool, CBPF, Rio de Janeiro, Brazil. (17-23, May, 2009).

4. 10th international conference on advanced materials VII encontro SBPMat, São Paulo, Brazil. (28, September -2, October, 2008). 

5. The 26th Chinese Chemical Society (26th, CCS), Nankai University, Tianjin, China (July 13-16, 2008).

6. The 12nd national dielectric physics, material and application of the academic conference, Xi’an Jiaotong univisity, Xi’an, China (April 18-21, 2008)  

7. The nineth national quantum chemistrial academic assembly (9th, NQCAA), Guangxi normal university, GuiLin , China . (8-12, October, 2005).

8. The eighth national quantum chemistry academic assembly (8th, NQCAA), Jilin university, ChangChun, China. (17-19, July, 2002).

III. Poster paper
1. Author: Yu-Hua Zhang, Bao-Hui Xia, Qing-Jiang Pan, Hong-Xing Zhang 

Title: Electronic Structures and Spectroscopic Properties of Nitridoosmium(VI) Complexes with Acetylide Ligands [OsN(C≡CR)4]- (R=H, CH3 and Ph) by DFT Calculation 

2. Author: Yu-Hua Zhang, J. Meng, X. Q. Zhang, Hui Li, C. A. Taft

Title: Pressure effect on the structural, electronic, and optical properties of Sin@SWCNTs

3. Author: Y. H. Zhang , X. Q. Zhang, H. Li , C. A. Taft, 

Title: A molecule detector: adsorbate induced conductance-gap change of ultra-thin Silicon nanowire. Yu-Hua Zhang, Jian Meng, Carlton A. Taft,
Title: LiV2O4: Electronic, Magnetic Structure and Heavy-fermion behavior from First-principles.
IV. Presentations

1. “A Theoretical investigation of magnetic, optical and electron-conduction properties of transition metal nanowires”.  ICAM 2009, 11th international conference on advanced materials VIII encontro SBPMat, Rio de Janeiro, Brazil. (September, 23, 2009).

2.  “Orbital order in CdV2O4 from first principles” The 12nd national dielectric physics, material and application of the academic conference, Xi’an Jiaotong univisity, Xi’an, China (April 20, 2008)  
V. Awards

Best article - The 12nd national dielectric physics, material and application of the academic conference, Xi’an Jiaotong univisity, Xi’an, China, 2008.
VI. Reviewed Proceeding Papers
1. The Platinum Surface Segregation in Ternary Alloy Pt3CoM (111) Surfaces: a Density Functional Theory Study. (In press)
2. Density Functional Theory Study on the Effect of a Third Transition Metal Element on Platinum Surface Segregation in Pt3Fe/M (111) Surfaces. (In press)
3. Pressure effect on the structural, electronic, and optical properties of BN nanotubes. (In press)
4. Metal-insulator transition induced by a spin-state transition in TbBaCo2O5.5 from first-principles 
5. Theoretical investigation on the structural and optical properties of a series of pyridyl-substitutes Os (II) complexes. (Accepted)
