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HONORS AND AWARDS

• Science and Technology Award, 1st Prize, Shaanxi Province (China) (1998)

• University graduate fellowship, Ohio State University (1998)

• Fellowship, Associated Western Universities (2001 to 2004)

EDUCATION AND CERTIFICATIONS

• BS, Hebei University , Physics (1985)

• MS, Northwestern University , Computational Chemistry (1988)

• Bioinformatics Certificate, Stanford University , Bioinformatics (2003)

• MS, Ohio State University , Computer Science and Information System (1998)

• PHD, Ohio State University , Chemical Physics (1998)

Publications

PUBLICATIONS

• Theoretical study of CDW phases for bulk NbX2 (X = S and Se). Physical chemistry chemical physics : PCCP

Du, H., Jiang, Z., Zheng, J., Zhang, X., Wang, W., Zhang, Z.

2024

• Design Principles for Rotational Cluster Anion [BH4](-) Promote Superionic Conductivity in Sodium-Rich Antiperovskite Na3OBH4 JOURNAL OF
PHYSICAL CHEMISTRY C

Zhao, Q., Guo, J., Su, M., Suo, B., Zhu, H., Zhou, B., Zhang, Z., Song, Q.

2022

• Theoretical study of the synthesis, characterization and hydrogen storage properties of a high-density hydrogen storage material:
(CH3NH3)BH4 INTERNATIONAL JOURNAL OF HYDROGEN ENERGY

Zhao, Q., Chen, L., Suo, B., Zhang, Z., Deng, D., Zhou, B., Zhu, H., Song, Q.

2021; 46 (37): 19498-19507

• --Peroxo Species Formed in the Bulk of Silicate Cathodes. Angewandte Chemie (International ed. in English)

Chen, Z., Schwarz, B., Zhang, X., Du, W., Zheng, L., Tian, A., Zhang, Y., Zhang, Z., Zeng, X. C., Zhang, Z., Huai, L., Wu, J., Ehrenberg, et al

2021

• Tuning conduction mechanism via surface termination and point defects in n-type LaAlO3/SrTiO3 interfaces

Guan, L., Tan, F., Liang, Y., Xu, X., Han, S., Guo, J., Wang, J., Zhang, Z., Li, X.

ELSEVIER.2021

• The mechanism of V-modification in Li2CoSiO4 cathode material for Li-ion batteries: A combined first-principles and experimental
study ELECTROCHIMICA ACTA
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Huai, L., Du, W., Zhang, Z., Zhang, X., Zhang, Z., Chen, Z., Wu, J., Wang, D., Li, J.

2020; 353

• Theoretical study on martensitic-type transformation path from rutile phase to alpha-PbO(2)phase of Ti2(O)* CHINESE PHYSICS B

Wang, W., Jiang, Z., Lin, Y., Zheng, J., Zhang, Z.

2020; 29 (7)

• NWChem: Past, present, and future. The Journal of chemical physics

Aprà, E., Bylaska, E. J., de Jong, W. A., Govind, N., Kowalski, K., Straatsma, T. P., Valiev, M., van Dam, H. J., Alexeev, Y., Anchell, J., Anisimov, V., Aquino, F.
W., Atta-Fynn, et al

2020; 152 (18): 184102

• The generality of the GUGA MRCI approach in COLUMBUS for treating complex quantum chemistry. The Journal of chemical physics

Lischka, H., Shepard, R., Muller, T., Szalay, P. G., Pitzer, R. M., Aquino, A. J., Araujo do Nascimento, M. M., Barbatti, M., Belcher, L. T., Blaudeau, J., Borges, I.
J., Brozell, S. R., Carter, et al

2020; 152 (13): 134110

• Origin of the structural diversity of the alkaline metal borohydride MBH4 (M = Li, Na, K, Rb and Cs): Insights from first-principles
calculations INTERNATIONAL JOURNAL OF HYDROGEN ENERGY

Zhao, Q., Song, Q., Zhu, H., Zhang, Z., Jiang, Z., Zhou, B.

2020; 45 (16): 9946–58

• Effects of the Dopant Site on the Absorption Properties of CsPb1-xMxI2Br (M = Ge, Sn, Sr, and Cu): A First-Principles Investigation JOURNAL OF
PHYSICAL CHEMISTRY C

Liang, Y., Guan, L., Xu, X., Han, S., Guo, J., Wang, J., Chen, X., Zhang, Z., Li, X.

2020; 124 (11): 6028–37

• Theoretical study on transport-scheme conversion of g-C3N4/TiO2 heterojunctions by oxygen vacancies Applied Surface Science

Yan, M.

2020; 531

• A first-principles simulation of the metal borohydride ammonia borane complex (LiBH4)(2)(NH3BH3) and the decomposition reaction pathway for
hydrogen storage INTERNATIONAL JOURNAL OF HYDROGEN ENERGY

Song, Q., Zhao, Q., Jiang, Z., Zhang, Z., Zhu, H.

2019; 44 (36): 20121–32

• Comparison of geometry models in the study of perovskite heterostructures APPLIED SURFACE SCIENCE

Guan, L., Tan, F., Shen, G., Liang, Y., Xu, X., Guo, J., Wang, J., Zhang, Z., Li, X.

2019; 475: 185–90

• Theoretical Studies of Photocatalytic Behaviors of Isoelectronic C/Si/Ge/Sn-doped TiO2: DFT+U Applied Surface Science

Chang, J., Jiang, Z., Zhang, Z., Lin, Y., Tian, P., Zhou, B.

2019: 1304-1309

• Theoretical study of disorder-order transition of sodium borohydride COMPUTATIONAL MATERIALS SCIENCE

Dong, Y., Jiang, Z., Zhang, X., Song, Q., Zhou, B., Zhang, Z.

2016; 124: 87-91

• Formation of charge-transfer complexes significantly improves the performance of polymer solar cells based on PBDTTT-C-T: PC71BM PROGRESS IN
PHOTOVOLTAICS

Fu, G., Yang, S., Shi, J., Zhang, Z., Liu, B., Zhao, X., Li, G., Li, X.

2015; 23 (6): 783-792

• Formation of charge transfer complexes significantly improves the electron transfer process of polymer solar cells ORGANIC ELECTRONICS

Fu, G., Wang, T., Cai, J., Shi, J., Luo, Z., Li, G., Li, X., Zhang, Z., Yang, S.

2015; 18: 70-76

• Complexation of Curium(III) with DTPA at 10-70 degrees C: Comparison with Eu(III)-DTPA in Thermodynamics, Luminescence, and Coordination
Modes INORGANIC CHEMISTRY

Tian, G., Zhang, Z., Martin, L. R., Rao, L.

2015; 54 (4): 1232-1239
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• From Orientation Disordered to Ordered-An Ab Initio Simulation on Ammonia Borane Phase Transition Within van der Waals Corrections JOURNAL
OF COMPUTATIONAL CHEMISTRY

Song, Q., Jiang, Z., Zhang, Z., Hou, Y., Zhang, X.

2015; 36 (1): 22-32

• Electronic Spectrum of the UO and UO+ Molecules JOURNAL OF PHYSICAL CHEMISTRY A

Tyagi, R., Zhang, Z., Pitzer, R. M.

2014; 118 (50): 11758-11767

• Spin-orbit DFT with analytic gradients and applications to heavy element compounds THEORETICAL CHEMISTRY ACCOUNTS

Zhang, Z.

2014; 133 (12)

• Correlation of intercalation potential with d-electron configurations for cathode compounds of lithium-ion batteries Phys. Chem. Chem. Phys

Chen, Z., Zhang, C., Zhang, Z., Li, J.

2014; 16: 13255-13261

• Formation of charge transfer complexes significantly improves the performance of polymer solar cells based on PBDTTT-C-T: PC71BM Prog. Photovolt:
Res. Appl.

Fu, G., Yang, S., Shi, J., Zhang, Z., Liu, B., Zhao, X., Li, G., Li, X.

2014

• Exotic Topological Insulator States and Topological Phase Transitions in Sb2Se3-Bi2Se3 Heterostructures ACS NANO

Zhang, Q., Zhang, Z., Zhu, Z., Schwingenschloegl, U., Cui, Y.

2012; 6 (3): 2345-2352

• First principles investigation of electronic structure change and energy transfer by redox in inverse spinel cathodes LiNiVO4 and LiCoVO4 JOURNAL OF
MATERIALS CHEMISTRY

Chen, Z., Li, J., Zhang, Z.

2012; 22 (36): 18968-18974

• Electrochemical quantum tunneling for electronic detection and characterization of biological toxins Conference on Micro- and Nanotechnology Sensors,
Systems, and Applications IV

Gupta, C., Walker, R. M., Gharpuray, R., Shulaker, M. M., Zhang, Z., Javanmard, M., Davis, R. W., Murmann, B., Howe, R. T.

SPIE-INT SOC OPTICAL ENGINEERING.2012

• Sequestering uranium from seawater: binding strength and modes of uranyl complexes with glutarimidedioxime DALTON TRANSACTIONS

Tian, G., Teat, S. J., Zhang, Z., Rao, L.

2012; 41 (38): 11579-11586

• Rational designs of crystal solid-solution materials for lithium-ion batteries PHYSICA STATUS SOLIDI B-BASIC SOLID STATE PHYSICS

Luo, T., Zhang, C., Zhang, Z., Zhu, Y., Li, J.

2011; 248 (9): 2027-2031

• Thermodynamic, Spectroscopic, and Computational Studies of Lanthanide Complexation with Diethylenetriaminepentaacetic Acid: Temperature Effect
and Coordination Modes INORGANIC CHEMISTRY

Tian, G., Martin, L. R., Zhang, Z., Rao, L.

2011; 50 (7): 3087-3096

• Dynamic Mechanisms for Ammonia Borane Thermolysis in Solvent: Deviation from Gas-Phase Minimum-Energy Pathways JOURNAL OF PHYSICAL
CHEMISTRY LETTERS

Zimmerman, P. M., Zhang, Z., Musgrave, C. B.

2011; 2 (4): 276-281

• Multiple-exicton generation in quantum dots, an ab initio study ACS National Meeting

ZHANG, Z.

2011

• Simultaneous Two-Hydrogen Transfer as a Mechanism for Efficient CO2 Reduction INORGANIC CHEMISTRY

Zimmerman, P. M., Zhang, Z., Musgrave, C. B.
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2010; 49 (19): 8724-8728

• Singlet fission in pentacene through multi-exciton quantum states NATURE CHEMISTRY

Zimmerman, P. M., Zhang, Z., Musgrave, C. B.

2010; 2 (8): 648-652

• Excited states of methylene from quantum Monte Carlo JOURNAL OF CHEMICAL PHYSICS

Zimmerman, P. M., Toulouse, J., Zhang, Z., Musgrave, C. B., Umrigar, C. J.

2009; 131 (12)

• Energetics of C-H Bonds Formed at Single-Walled Carbon Nanotubes NANO LETTERS

Nikitin, A., Zhang, Z., Nilsson, A.

2009; 9 (4): 1301-1306

• Fermi Level Unpinning and Schottky Barrier Modification by Ti, Sc and V Incorporation at NiSi2/Si Interface CHINESE PHYSICS LETTERS

Geng Li, L., Magyari-Kope Blanka, B., Zhang Zhi-Yong, Z. Y., Nishi Yoshio, Y.

2009; 26 (3)

• Oligomerization and Autocatalysis of NH2BH2 with Ammonia-Borane INORGANIC CHEMISTRY

Zimmerman, P. M., Paul, A., Zhang, Z., Musgrave, C. B.

2009; 48 (3): 1069-1081

• The Role of Free N-Heterocyclic Carbene (NHC) in the Catalytic Dehydrogenation of Ammonia-Borane in the Nickel NHC System ANGEWANDTE
CHEMIE-INTERNATIONAL EDITION

Zimmerman, P. M., Paul, A., Zhang, Z., Musgrave, C. B.

2009; 48 (12): 2201-2205

• Configuration interaction studies on the electronic states of the CUO molecule MOLECULAR PHYSICS

Yang, T., Tyagi, R., Zhang, Z., Pitzer, R. M.

2009; 107 (8-12): 1193-1195

• C-H bond formation at the graphite surface studied with core level spectroscopy SURFACE SCIENCE

Nikitin, A., Naeslund, L., Zhang, Z., Nilsson, A.

2008; 602 (14): 2575-2580

• Ab initio modeling of Schottky-barrier height tuning by yttrium at nickel silicide/silicon interface IEEE ELECTRON DEVICE LETTERS

Geng, L., Magyari-Kope, B., Zhang, Z., Nishi, Y.

2008; 29 (7): 746-749

• Quantum dot properties in the multiband envelope-function approximation using boundary conditions based upon first-principles quantum
calculations PHYSICAL REVIEW B

Flory, C. A., Musgrave, C. B., Zhang, Z.

2008; 77 (20)

• Hydrogen storage in carbon nanotubes through the formation of stable C-H bonds NANO LETTERS

Nikitin, A., Li, X., Zhang, Z., Ogasawara, H., Dai, H., Nilsson, A.

2008; 8 (1): 162-167

• Spin-orbit interaction with Nonlinear wave functions 47th Annual Sanibel Symposium

Brozell, S. R., Shepard, R., Zhang, Z.

WILEY-BLACKWELL.2007: 3191–3202

• Ab initio study of hydrogen interaction with pure and nitrogen-doped carbon nanotubes PHYSICAL REVIEW B

Zhang, Z., Cho, K.

2007; 75 (7)

• Dissociative electron attachment to the H2O molecule. I. Complex-valued potential-energy surfaces for the B-2(1), (2)A(1), and B-2(2) metastable states of
the water anion PHYSICAL REVIEW A

Haxton, D. J., McCurdy, C. W., Rescigno, T. N.

2007; 75 (1)
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• FUEL 164-Computational characterization and design of hydrogen storage in CNT and Li3N

Zhang, Z., Magyari-Kope, B., Liu, H., Cho, K.

AMER CHEMICAL SOC.2006

• Hydrogenation of single-walled carbon nanotubes PHYSICAL REVIEW LETTERS

Nikitin, A., Ogasawara, H., Mann, D., Denecke, R., Zhang, Z., Dai, H., Cho, K., Nilsson, A.

2005; 95 (22)

• Nonlocal model of dissociative electron attachment and vibrational excitation of NO PHYSICAL REVIEW A

Trevisan, C. S., Houfek, K., Zhang, Z., Orel, A. E., McCurdy, C. W., Rescigno, T. N.

2005; 71 (5)

• Low-energy electron scattering of NO: Ab initio analysis of the (3)Sigma(-), (1)Delta, and (1)Sigma(+) shape resonances in the local complex potential
model PHYSICAL REVIEW A

Zhang, Z. Y., Vanroose, W., McCurdy, C. W., Orel, A. E., Rescigno, T. N.

2004; 69 (6)

• Complex potential surface for the B-2(1) metastable state of the water anion PHYSICAL REVIEW A

Haxton, D. J., Zhang, Z. Y., McCurdy, C. W., Rescigno, T. N.

2004; 69 (6)

• Threshold vibrational excitation of CO2 by slow electrons PHYSICAL REVIEW LETTERS

Vanroose, W., Zhang, Z. Y., McCurdy, C. W., Rescigno, T. N.

2004; 92 (5)

• Computational Chemistry for Nuclear Waste Characterization and Processing: Relativistic Quantum Chemistry of Actinides

Harrison, R. J., Bernholdt, D. E., de Jong, W. A., Dixon, D. A., Dyall, K. G., Ermler, W. V., Fann, G. I., Hay, P. J., Ismail Buchner, N., Kendall, R. A., Li, J.,
Marino, M. M., Marsden, et al

2002

• Electronic structure and spectra of actinyl ions JOURNAL OF PHYSICAL CHEMISTRY A

Matsika, S., Zhang, Z., Brozell, S. R., Baudeau, J. P., Wang, Q., Pitzer, R. M.

2001; 105 (15): 3825-3828

• High-level multireference methods in the quantum-chemistry program system COLUMBUS: Analytic MR-CISD and MR-AQCC gradients and MR-
AQCC-LRT for excited states, GUGA spin-orbit CI and parallel CI density PHYSICAL CHEMISTRY CHEMICAL PHYSICS

Lischka, H., Shepard, R., Pitzer, R. M., Shavitt, I., Dallos, M., Muller, T., Szalay, P. G., Seth, M., Kedziora, G. S., Yabushita, S., Zhang, Z. Y.

2001; 3 (5): 664-673

• Atomic orbital basis sets for use with effective core potentials INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY

Blaudeau, J. P., Brozell, S. R., Matsika, S., Zhang, Z., PITZER, R. M.

2000; 77 (2): 516-520

• Computational Chemistry for Nuclear Waste Characterization and Processing: Relativistic Quantum Chemistry of Actinides proceedings of the "Fourth
International Conference on Supercomputing in Nuclear Applications

de Jong, W. A., Dixon, D. A., Fann, G. I., Harrison, R. J., Nichols, J., Nieplocha, J., Windus, T. L., Zhang, Z.

2000

• Application of relativistic quantum chemistry to the electronic energy levels of the uranyl ion JOURNAL OF PHYSICAL CHEMISTRY A

Zhang, Z. Y., Pitzer, R. M.

1999; 103 (34): 6880-6886

• Spin-orbit configuration interaction using the graphical unitary group approach and relativistic core potential and spin-orbit operators JOURNAL OF
PHYSICAL CHEMISTRY A

Yabushita, S., Zhang, Z. Y., Pitzer, R. M.

1999; 103 (29): 5791-5800

• NEW REALIZATION OF LOOP DRIVEN DIRECT CI JOURNAL OF COMPUTATIONAL CHEMISTRY

Wang, Y. B., Wen, Z. Y., Zhang, Z. Y., DU, Q. S.

1992; 13 (2): 187-198
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• ALTERNATIVE IMPLEMENTATION OF THE UNITARY-GROUP APPROACH TO THE ATOMIC SHELL THEORY INTERNATIONAL JOURNAL
OF QUANTUM CHEMISTRY

Wen, Z. Y., Wang, Y. B., Zhang, Z. Y.

1990; 37 (5): 631-653


