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David N. Beratan
Duke University

Durham, North Carolina
Web:  http://chem.duke.edu/labs/beratan

Education
Ph.D., Chemistry, California Institute of Technology, Pasadena, California, 1986
B.S., Chemistry, Duke University, Durham, North Carolina, 1980

Current Positions
Duke University:  R.J. Reynolds Professor of Chemistry; Professor of Biochemistry; 

Professor of Physics

Professional Experience
•Duke University

Director, NSF Center for Chemical Innovation - Center for 
Synthesizing Quantum Coherence, 2019 - 

Professor of Physics, Fall 2009 - 
Chair, Department of Chemistry, 2004 – 07
Professor of Biochemistry, Spring 2002 – 
R.J. Reynolds Professor of Chemistry, Fall 2001 – 

•University of Pittsburgh
Adjunct Professor of Chemistry 2002 - 
Professor of Chemistry 1997 - 2001
Associate Professor of Chemistry 1992 - 97 

•Jet Propulsion Laboratory
Member of the Technical Staff 1987 - 91 
NRC/NASA Resident Research Associate 1985 - 87

Honors
 Awards and Fellowships

Bourke Award of the Royal Society of Chemistry, 2019
Murray S. Goodman Memorial Prize, American Chemical Society, Division of 

Biological Chemistry and Biopolymers, 2018 
Florida Award, American Chemical Society, Florida Section, 2017
Charles H. Herty Medal, American Chemical Society, Georgia Section, 2015
Feynman Prize for Nanoscience (Theory), Foresight Institute, 2013
Elected Fellow, Royal Society of Chemistry, 2013
Elected Fellow, American Chemical Society, 2013
Elected Fellow, American Association for the Advancement of Science, 2002
Elected Fellow, American Physical Society, 2001
Conrad E. Ronneberg Visiting Scholar, University of Chicago, April 2001
J.S. Guggenheim Foundation Fellow, 1999-2000
Ralph & Lucy Hirschmann Visiting Professorship, Univ. of Pennsylvania, May 2000
Visiting Fellow, All Souls College, University of Oxford, 1999 - 2000
Burroughs-Wellcome Travel Fellow, University of Oxford, 1999-2000
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NSF National Young Investigator (NYI) Award recipient, 1992-97
Chancellor's Distinguished Research Award, University of Pittsburgh, 1998
National Research Council Resident Research Associate, NASA’s Jet Propulsion 

Laboratory, Caltech, 1985-87
American Institute of Chemists Award, 1980
Graduation with Honors and with Distinction, Duke University, 1980

 Lectureships and Directorships
RSC Bourke Lecture Tour (2019)
Director, Duke Summer Research Experience for Undergraduates in Theoretical 

Chemistry (2019- )
Tiangong Forum Distinguished Lecturer, Tianjin Institute of Industrial 

Biotechnology, Chinese Academy of Sciences,” Tianjin, China, May 2017 
Director of Theory Team, University of North Carolina-Chapel Hill, Energy Frontier 

Research Center, 2011-13
22nd Solvay Conference on Chemistry, October 2010
 “Golden Goggles” Lectureship, Middle Tennessee State University, April 2009
Hirschmann Lectures, Univ. of Pennsylvania, May 2000

 Editorial and Advisory Boards
Editorial Advisory Board, Chemical & Engineering News (2007-10)
Editorial Board, Molecular Simulation (2001 - 2019)
Editorial Advisory Board, Biopolymers (2006 - 2019 )

Mini-courses and Summer Schools
 4th Bioinorganic Workshop (Penn State University), June 2016
 Co-Director, summer school on “Bioelectronics” at the Ettore Majorana 

Foundation and Centre for Scientific Culture, Erice, Italy, May 2014 
 University of Cyprus, one day mini-course on Electron Transfer Concepts and 

Applications, June 2014 
 University of Zürich mini-course on “Theory and Modeling at the Chemistry-

Biology Interface,” May 2009 

Meetings & Symposia Organized
 Elected Vice-Chair (2020) and Chair (2023) American Conference on 

Theoretical Chemistry
 Elected Co-Vice Chair (2016) and Co-Chair (2018), Gordon Conference on 

Electron Donor-Acceptor Interactions
 Co-organizer, 40 Years Later:  Molecular Electronics 2015, Ma’ale 

Hachamisha, Israel, June 2015
 Co-organizer, Telluride Conference on Electronic and Magnetic Properties of 

Chiral Structures and their Assemblies, 2020, 2018, 2016, 2014, 2012, 2010 
 Co-organizer, Duke-UNC-Energy Frontier Research Conference on Energy 

Science, Engineering and Policy, 1/12  
 Co-organizer, NIH Center for Molecular Library Design, Duke-UPitt 

Conference, Durham, 5/11
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 Co-organizer, ACS National Meeting – Physical Division: 20 years of 
Tunneling Pathways, Anaheim, 3/11

 Co-organizer, Duke-Pittsburgh-Rehovot Conference on Charge transport in 
molecular assemblies, Duke Marine Lab, 3/11

 Co-organizer, Pacifichem 2010: DNA Photonics, Honolulu, 12/10
 Co-organizer, Southeastern Theoretical Chemistry Association, Duke 

University, 5/09
 Co-organizer, Duke Workshop on Energy, Duke Marine Lab, 11/08
 Co-organizer, SERMACS Symposium on “Molecular Chirality:  Theory, 

Synthesis, and Spectroscopy,” Research Triangle Park, NC, 11/04
 Co-organizer, SERMACS Symposium on “Electron Transfer in 

Nanostructures” Atlanta, GA, 11/03

Research Interests
Electron transfer in macromolecules
Free energy transduction
Molecular chirality
Inverse design of molecules and materials with optimal properties
Molecular diversity and “molecular space” exploration

Publications 

2020
J. Tong, P. Zhang, L. Zhang, D. Zhang, D.N. Beratan, H. Song, Y. Wang, T. Li, “A robust 
bioderived wavelength-specific photosensor based on BLUF proteins,” Sensor. 
Actuat. B – Chem., 310, 127838 (2020).

X. Li, J. Valdiviezo, S.D. Banziger, P. Zhang, T. Ren, D.N. Beratan, and I.V. Rubtsov,
Symmetry controlled photo-selection and charge separation in butadiyne-bridged 
donor-bridge-acceptor compounds, submitted (2020).

J. Yuly, P. Zhang and D.N. Beratan, “Universal free energy landscape produces 
efficient and reversible electron bifurcation,” submitted (2020).  

L. Xiang, P. Zhang, C. Liu, X. He, H.B. Li, Y. Li, Z. Wang, J. Hihath, S.H. Kim, D.N. 
Beratan, and N-J. Tao, “The conductance and configuration of molecular gold-water-
gold junctions under electric fields,” submitted (2020).  

Y. Jin, X. Ru, N.Q. Su, Y. Mei, D.N. Beratan, P. Zhang, W. Yang, “Revisiting the hole size 
in double helical DNA with localized orbital scaling correction,” submitted (2020).

2019
Y.K. Kang, P. Zhang, I.V. Rubtsov, J. Zheng, G. Bullard, D.N. Beratan, and M.J. Therien, 
“Orientational dependence of cofacial porphyrin-quinone electronic interactions 
within the strong coupling regime,“ J. Phys. Chem. B, 123, 10456-10462 (2019).
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R.D. Teo, B.J.G. Rousseau, E.R. Smithwick, R. Di Felice, D.N. Beratan, and A. Migliore, 
“Charge transfer between [4Fe4S] proteins and DNA is unidirectional.  Implications 
for biomolecular signaling,” Chem., 5, 122-137 (2019).  

R.D. Teo, E.R. Smithwick, A. Migliore, and D.N. Beratan, “A single AT-GC exchange can 
modulate charge transfer-induced p53-DNA dissociation,” Chem. Commun., 55, 206-
209 (2019).  

K. Michaeli, D.N. Beratan, D.H. Waldeck and R. Naaman, “Voltage induced long-range 
coherent electron transfer through organic molecules,” Proc. Natl. Acad. Sci. (USA), 
116, 5931-5936  (2019).

D.N. Beratan, “Why are protein and DNA electron transfer so different?” Annu. Rev. 
Phys. Chem., 70, 71-97 (2019).   

S. Bai, P. Zhang, P. Antoniou, S. Skourtis, and D.N. Beratan, Quantum interferences 
among Dexter coupling pathways,” Faraday Discuss., 216, 301-318 (2019).

N.F. Polizzi, T. Jiang, D.N. Beratan, and M.J. Therien, “Engineering opposite electronic 
polarization of singlet and triplet states increases the yield of high-energy 
photoproducts,” Proc. Natl. Acad. Sci. (USA), 116, 14465-14470 (2019).   

X. Ru, P. Zhang, and D.N. Beratan, Assessing possible mechanisms of micrometer 
scale electron transfer in heme free Geobacter sulfurreducens pili, J. Phys. Chem. B, 
123, 5035-5047 (2019).

R.D. Teo, R. Wang, E.R. Smithwick, A. Migliore, M.J. Therien, D.N. Beratan, “Mapping 
hole hopping escape routes in proteins,” Proc. Natl. Acad. Sci. (USA), 116, 15811-
15816 (2019).  

J.L. Yuly, C.E. Lubner, P. Zhang, D.N. Beratan, J.W. Peters, “Electron bifurcation:  
progress and grand challenges,” Chem. Commun., 55, 11823-11832 (2019).

S. Banziger, X. Li, J. Valdiviezo, M. Zeller, P. Zhang, D.N.  Beratan, I.V. Rubtsov, T. Ren, 
“Unsymmetrical bis-alkynyl complexes based on Co(III)(cyclam): Synthesis, 
ultrafast charge separation, and analysis," Inorg. Chem., 58, 15487-15497 (2019).

2018
R.D. Teo, K. Terai, A. Migliore, and D.N. Beratan, “Electron transfer characteristics of 
2′-deoxy-2′-fluoro-arabinonucleic acid, a nucleic acid with enhanced chemical 
stability,” PCCP 20, 26063-26067 (2018).

B.P. Bloom, R. Liu, P. Zhang, S. Ghosh, R. Naaman, D.N. Beratan, and D.H. Waldeck, 
“Directing charge transfer in quantum dot assemblies,” Acc. Chem. Res., 51, 2565-
2573 (2018).
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S.S. Skourtis and D.N. Beratan, “Editorial Overview:  Biological pathways for 
electrons, protons, and photo-excitations,” Curr. Op. Chem. Biol., 47, A1-A3 (2018).

L.C. Seefeldt, J.W. Peters, D.N. Beratan, B. Bothner, S. D. Minteer, S. Raugei, B.M. 
Hoffman, “Control of electron transfer in nitrogenase,” Curr. Op. Chem. Biol., 47, 54-
59 (2018).

L.C. Seefeldt, B.M. Hoffman, J.W. Peters, S. Raugei, D.N. Beratan, E. Antony, and D.R. 
Dean, “Energy transduction in nitrogenase,” Acc. Chem. Res., 51, 2179-2186 (2018).

J.W. Peters, D.N. Beratan, B. Bothner, C.S. Harwood, Z.M. Heiden, R. Hille, A.K. Jones, 
P.W. King, Y. Lu, C.E. Lubner, S.D. Minteer, S. Raugei, L.C. Seefeldt, M.W.W. Adams, “A 
new era for electron bifurcation,” Curr. Op. Chem. Biol., 47, 32-38 (2018)

Z. Ma, P. Antoniou, P. Zhang, S.S. Skourtis, D.N. Beratan “A non-equilibrium 
molecular dynamics study of infra-red perturbed electron transfer,” JCTC, 14, 4818-
4832 (2018).

Z. Ma, Z. Lin, C. M. Lawrence, I. V. Rubtsov, P. Antoniou, S.S. Skourtis, P. Zhang, D.N. 
Beratan, “How can infra-red excitation both accelerate and slow charge transfer in 
the same molecule?” Chem. Sci., 9, 6395-6405 (2018).

R. Sha, L. Xiang, C. Liu, A. Balaeff, Y. Zhang, P. Zhang, Y. Li, D.N. Beratan, N-J. Tao, and 
N.C. Seeman, “Charge splitters and charge transport junctions based on guanine 
quadruplexes,” Nature Nanotechnol., 13, 316-321 (2018).

B.J.G. Rousseau, S. Shafei, A. Migliore, R.J. Stanley, D.N. Beratan, “Determinants of 
Photolyase’s DNA repair mechanism in mesophiles and extremophiles,” J. Am. Chem. 
Soc., 140, 2853-2861 (2018).

R. Liu, B.P. Bloom, D.H. Waldeck, P. Zhang, and D.N. Beratan, “Improving solar cell 
performance using quantum dot triad charge-separation engines,” J. Phys. Chem. C, 
122, 5924-5934 (2018).     

J. W. Peters, D.N. Beratan, G.J. Schut, and M.W.W. Adams, “On the nature of organic 
and inorganic redox cofactors that bifurcate electrons, coupling exergonic and 
endergonic redox reactions,” Chem. Comm., 54, 4091-4099 (2018).

2017
D.N. Beratan, R. Naaman, and D.H. Waldeck, “Charge and spin transport through 
nucleic acids,” Curr. Opin. Electrochem., 4, 175-181 (2017).

N.F. Polizzi, Y. Wu, T. Lemmin, S-Q. Zhang, J. Rawson, D.N. Beratan, M.J. Therien, W.F. 
DeGrado, “Strategy for designing hyperstable, non-natural protein-cofactor 
complexes with sub-Å accuracy,” Nature Chem., 9, 1157-1164 (2017).
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P. Zhang, J. Yuly, C.E. Lubner, D.W. Mulder, P.W. King, J.W. Peters, and D.N. Beratan, 
“Electron bifurcation: Thermodynamics and kinetics of multi-electron brokering in 
biological redox chemistry,” Acc. Chem. Res.,” 50, 2410-2417 (2017).

Y. Bai, J. Rawson, S.A. Roget, J-H. Olivier, J. Lin, P. Zhang, D.N. Beratan and M.J. 
Therien, “Controlling the excited-state dynamics of low band gap, near-infrared 
absorbers via proquinoidal unit electronic structural modulation,” Chem. Sci., 8, 
5889-5901 (2017).  

B.P. Bloom, B.M. Graff, S. Ghosh, D.N. Beratan and D.H. Waldeck, Chirality control of 
electron transfer in quantum dot assemblies, J. Am. Chem. Soc., 139, 9038-9043 
(2017).

R. Liu, B.P. Bloom, D.H. Waldeck, P. Zhang, and D.N. Beratan, Controlling electron-
transfer kinetics of quantum-dot assemblies, J. Phys. Chem. C, 121, 14401-14412 
(2017).

E. Beall, S. Ulku, C. Liu, E. Wierzbinski, Y. Zhang, Y. Bae, P. Zhang, C. Achim, D.N. 
Beratan, and D.H. Waldeck, “Effects of the backbone and chemical linker on the 
molecular conductance of nucleic acid duplexes,” J. Am. Chem. Soc., 139, 6726-6735 
(2017).

2016
A. Nayak, J. Park, K. De Mey, X. Hu, T.V. Duncan, D.N. Beratan, K. Clays, M.J. Therien, 
“Large hyperpolarizabilities at telecommunication-relevant wavelengths in donor-
acceptor-donor nonlinear optical chromophores,” ACS Cent. Sci., 2, 954-966 (2016).

N.F. Polizzi, M.J. Therien, D.N. Beratan, Mean first passage times in biology, Isr. J. 
Chem., 56, 816-824 (2016).  

D.N. Beratan and D.H. Waldeck, “DNA Charge transfer:  hot holes break the speed 
limit,” Nature Chem., 8, 992-993 (2016).

S.S. Skourtis, C. Liu, P. Antoniou, A.M. Virshup, and D.N. Beratan, “Dexter energy 
transfer pathways,” Proc. Natl. Acad. Sci. (USA), 113, 8115-8120 (2016).  

C. Liu, L. Xiang, Y. Zhang, P. Zhang, D.N. Beratan, Y. Li, and N-J. Tao, Engineering 
nanometer-scale coherence in soft matter,” Nature Chem., 8, 941-945 (2016). 

Y. Zhang, W.B. Zhang, C. Liu, P. Zhang, A. Balaeff, and D.N. Beratan, “DNA charge 
transport: moving beyond 1D,” Surf. Sci., 652, 33-38 (2016).  

C. Liu, D.N. Beratan, and P. Zhang, and “Coarse-grained theory of biological charge 
transfer with spatially and temporally correlated noise,” J. Phys. Chem. B, 120, 3624-
3633 (2016).  
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C. Rupakheti, R. Al-Saadon, P. Zhang, A.M. Virshup, W. Yang, D.N. Beratan, “Diverse 
optimal molecular libraries for organic light emitting diodes," J. Chem. Theory 
Comp., 12, 1942-1952 (2016).  

N.F. Polizzi, M.J. Eibling, J.M. Perez-Aguilar, J. Rawson, C.J. Lanci, H. C. Fry, D.N. 
Beratan,  J.G. Saven, M. J. Therien, “Photoinduced electron transfer elicits a change in 
the static dielectric constant of a de novo designed protein,” J. Am. Chem. Soc., 138, 
2130-2133 (2016). 

L. Zheng, A.R. Dave, N.F. Polizzi, A. Migliore, D.N. Beratan, “Where is the electronic 
oscillator strength?  Mapping oscillator strength across molecular absorption 
spectra,” J. Phys. Chem. A, 120, 1933-1943 (2016).   

2015
N.F. Polizzi and D.N. Beratan, “Open-access, interactive exploration for teaching and 
learning quantum dynamics,” J. Chem. Ed., 92, 2161-2164 (2015).

N.F. Polizzi, A. Migliore, M.J. Therien, and D.N. Beratan, “Defusing redox bombs?” 
Proc. Natl. Acad. Sci., 112, 10821-10822 (2015).

Y. Zhang, R. Young, A.K. Thazhathveetil, A.  Singh, C. Liu, Y.A. Berlin, F.C. Grozema, 
F.D.  Lewis, M.A. Ratner, N. Renaud, K. Siriwong, A. Voityuk, M.R. Wasielewski, D.N. 
Beratan, “Conformationally gated charge transfer in DNA three-way junctions,”
J. Chem. Phys. Lett., 6, 2434-2438 (2015).

Y. Yue, T. Grusenmeyer, Z. Ma, P. Zhang, R.H. Schmehl, D.N. Beratan, I.V. Rubtsov, 
“Electron transfer rate modulation in a compact Re(I) donor-acceptor complex,” 
Dalton Trans., 44, 8609-8616 (2015).

J. Lin, D. Balamurugan, P. Zhang, S.S. Skourtis, and D.N. Beratan, “Two-electron 
transfer pathways,” J. Phys. Chem. B., 119, 7589-7597 (2015).   

C. Rupakheti, A.M. Virshup, W. Yang, D.N. Beratan, “A strategy to discover diverse 
optimal molecules in the small molecule universe," J. Chem. Inf. Model., 55, 529-537 
(2015).

P. Antoniou, Z. Ma, P. Zhang, D.N. Beratan, and S.S. Skourtis, “Vibrational control of 
electron transfer reactions:  a feasibility study for the fast coherent transfer regime,” 
PCCP, 17, 30854-30866 (2015).

A. Migliore, R. Naaman, D.N. Beratan, “Sensing of molecules using quantum 
dynamics,” Proc. Natl. Acad. Sci., 112, E2419-E2428 (2015).

R.M. Young, A.P.N. Singh, A.K. Thazhathveetil, V.Y. Cho, Y. Zhang, N. Renaud, F.C. 
Grozema, D.N. Beratan, M.A. Ratner, G.C. Schatz, Y.A. Berlin, F.D. Lewis, and M.R. 
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Wasielewski, “Charge Transport Across DNA-based Three-Way Junctions,” J. Am. 
Chem. Soc., 137, 5113-5122 (2015).

D.N. Beratan, C. Liu, A. Migliore, N.F. Polizzi, S.S. Skourtis, P. Zhang, Y. Zhang, “Charge 
transfer in dynamical biosystems, or the treachery of (static) images,” Acc. Chem. 
Res., 48, 474-481(2015).

2014
R. Venkatramani, E. Wierzbinski, D.H. Waldeck, and D.N. Beratan, “Breaking the 
simple proportionality between molecular conductances and charge transfer rates,”
Faraday Discuss., 174, 57-78 (2014).  

Y. Zhang, C. Liu, A. Balaeff, S. S. Skourtis, and D.N. Beratan, “Biological charge 
transfer via flickering resonance,” Proc. Natl. Acad. Sci. (USA), 111, 10049-10054 
(2014).

A. Migliore, N.F. Polizzi, M.J. Therien, and D.N. Beratan, “Biochemistry and theory of 
proton-coupled electron transfer,” Chem. Revs., 114, 3381-3465 (2014).

A.E. Kuznetsov and D.N. Beratan, “Structural and electronic properties of bare and 
capped Cd33Se33 and Cd33Te33 quantum dots,” J. Phys. Chem. C, 118, 7094-7109 
(2014).  

Y. Yue, T.A. Grusenmeyer, Z. Ma, P. Zhang, R.H. Schmehl, D.N. Beratan and I.V. 
Rubtsov, “Full electron ligand-to-ligand charge transfer in a compact rhenium(I) 
complex,” J. Phys. Chem. A, 118, 10407-10415 (2014).

2013
Y. Yue, T.A. Grusenmeyer, Z. Ma, P. Zhang, T.T. Pham, J.T. Mague, J.P. Donahue, R.H. 
Schmehl, D.N. Beratan and I.V. Rubtsov, “Evaluating the extent of intramolecular 
charge transfer in the excited states of rhenium(I) donor-acceptor complexes with 
time-resolved vibrational spectroscopy,” J. Phys. Chem. B, 117, 15903-15916 
(2013).  

B.P. Bloom, J-B. Zhao, Y. Wang, D.H. Waldeck, R. Liu, P. Zhang, and D.N. Beratan, 
“Ligand-induced changes in the characteristic size-dependent electronic energies of 
CdSe nanocrystals,” J. Phys Chem. C, 117, 22401-22411 (2013).

J. Lin, X. Hu, P. Zhang, A. Van Rynbach, D.N. Beratan, C.A. Kent, B.P. Mehl, J.M. 
Papanikolas, T.J. Meyer, Thomas; W. Lin, S.S. Skourtis, M. Constantinou, "Triplet 
excitation energy dynamics in metal-organic frameworks," J. Phys. Chem. C, 117, 
22250-22259 (2013).   

A. Virshup, J. Contreras-García, P. Wipf, W. Yang, and D.N. Beratan, “Stochastic 
voyages into uncharted chemical space produce a representative library of all 
possible drug-like compounds,” J. Am. Chem. Soc., 135, 7296-7303 (2013). 200
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E. Wierzbinski, R. Venkatramani, K.L. Davis, S. Bezer, J. Kong, Y. Xing, E. Borguet, C. 
Achim, D.N.  Beratan, D.H. Waldeck, “The single molecule conductance and 
electrochemical electron transfer rate are related by a power law,” ACS Nano, 7, 
5391-5401 (2013).

Y. Wang, J.R. King, P. Wu, D.L. Pelzman, D.N. Beratan, and E.J. Toone, “Enthalpic 
signature of methonium desolvation revealed in a synthetic host-guest system based 
on curcurbit[7]uril,” J. Am. Chem. Soc., 135, 6084-6091 (2013).  Erratum:  135, 
17650 (2013).

D.N. Beratan and S.S. Skourtis, “Electron transfer through proteins,” in Encyclopedia 
of Biophysics, G. Roberts, ed., Springer Verlag, 625-630 (2013).

N. Jiang, A. Kuznetsov, J.M. Nocek, B.M. Hoffman, B.R. Crane, X. Hu, and D.N. Beratan, 
“Distance independent charge recombination kinetics in cytochrome c-cytochrome c 
peroxidase complexes:  compensating changes in the electronic coupling and 
reorganization energies,” J. Phys. Chem. B, 117, 9129-9141 (2013).

2012
F. De Vleeschouwer, W. Yang, D.N. Beratan, P. Geerlings, and F. De Proft, “Inverse 
design of molecules with optimal reactivity properties:  acidity of 2-naphthol 
derivatives,” PCCP, 14, 16002-16013 (2012).

D.N. Beratan and J.N. Onuchic, Redox Redux, PCCP, 14, 13728 (2012).

E. Lim, A. Kuznetsov, and D.N. Beratan, “Effects of S-containing ligands on the 
structure and electronic properties of CdnSen/CdnTen nanoparticles (n=3, 4, 6, and 
9), Chem. Phys., 407, 97-109 (2012).

S. Keinan, J.M. Nocek, D.N. Beratan and B.M. Hoffman, “Interfacial hydration, 
dynamics and electron transfer:  multi-scale ET modeling of the transient 
[myoglobin:cytochrome b5] complex,” PCCP, 14, 13881-13889 (2012).

E. Wierzbinski, A. de Leon, X. Yin, A. Balaeff, K.L. Davis, S. Reppireddy, R. 
Venkatramani, S. Keinan, D.H. Ly, M. Madrid, D.N. Beratan, C. Achim, D.H. Waldeck, 
“Effect of Backbone Flexibility on Charge Transfer Rates in Peptide Nucleic Acid 
Duplexes,” J. Am. Chem. Soc., 134, 9335-9342 (2012).  Erratum: 134, 13141 (2012).

N.F. Polizzi, S.S. Skourtis, and D.N. Beratan, “Physical constraints on charge transport 
through bacterial nanowires,” Faraday Discuss., 155, 43-61 (2012).

I.A. Balabin, X. Hu, and D.N. Beratan, “Exploring biological electron transfer pathway 
dynamics with the Pathways plugin for VMD,” J. Comput. Chem., 33, 906-910, 
(2012).
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A.E. Kuznetsov, D. Balamurugan, S.S. Skourtis, and D.N. Beratan, “Structural and 
electronic properties of bare and capped CdnSen/CdnTen nanoparticles (n=6,9),” J. 
Phys. Chem. C, 116, 6817-6830 (2012).

N. Jiang, G. Zuber, S. Keinan, A. Nayak, W. Yang, M.J. Therein, D.N. Beratan, “Design of 
coupled porphyrin chromophores with unusually large hyperpolarizability,” J. Phys. 
Chem. C, 116, 9724-9733 (2012).

2011
A. Balaeff, S.L. Craig, and D.N. Beratan, “B-DNA to Zip-DNA: Simulating a DNA 
Transition to a Novel Structure with Enhanced Charge Transport Characteristics,” J. 
Phys. Chem. A, 115, 9377-9391 (2011).  

K. Susumu, J.A.N. Fisher, J. Zheng, D.N. Beratan, A.G. Yodh, and M.J. Therien, Two-
photon absorption properties of proquinoidal D-A-D and A-D-A quadrupolar 
chromophores, J. Phys. Chem. A, 115, 5525-5539 (2011).  

H. Carias, D.N. Beratan, and S.S. Skourtis, “Floquet analysis for vibronically 
modulated electron tunneling,” J. Phys. Chem. B, 115, 5510-5518 (2011).   

J. Contreras-García, E.R. Johnson, S. Keinan, R. Chaudret, J-P. Piquemal, D.N. Beratan, 
W. Yang, R. Chaudret, “NCIPLOT:  a program for plotting non-covalent interaction 
regions,” J. Chem. Theory Comput., 7, 625-632 (2011).

R. Venkatramani, S. Keinan, A. Balaeff, and D.N. Beratan, “Nucleic acid charge 
transfer:  Black, white, and gray,” Coord. Chem. Revs., 255, 635-648 (2011).  

V. Ben-Moshe, D.N. Beratan, A. Nitzan, S.S. Skourtis, and “Chiral control of current 
transfer in molecules,” Top. Curr. Chem., 298, 259-278 (2011).  

S. Skourtis, D.N. Beratan, and D.H. Waldeck, “Coherence in electron transfer 
pathways,” discussion paper for the 22nd Solvay Conference on Chemistry on 
‘Quantum effects in chemistry and biology’, Procedia Chemistry, 3, 99-104 (2011).   

M.A. Wolak, A. Balaeff, S. Gutmann, H.J.  Helmrich, R. Vosloo, M.M. Beerbom, E. 
Wierzbinski, D.H. Waldeck, S. Bezer, C. Achim, D.N. Beratan, R. Schlaf, “Electronic 
structure of self-assembled peptide nucleic acid thin films,” J. Phys. Chem. C, 115, 
17123-17135 (2011).

2010
R. Venkatramani, K.L. Davis, E. Wierzbinski, S. Bezer, A. Balaeff, S. Keinan, A. Paul, L. 
Kocsis, D. N. Beratan, C. Achim, D.H. Waldeck, “Evidence for a near-resonant charge 
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