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SOCIETIES 

 

 American Chemical Society  Sigma Xi 

 Phi Kappa Phi Honor Society  American Association for the Advancement of Science 

 

 

RESEARCH FUNDING 

 

Robert A. Welch Foundation:  "Theoretical Studies of Inorganic Molecules," 6/1/79-5/31/82, $54,000 

Organized Research Fund: (The University of Texas at Arlington) Summer Stipend (full), 1980  

Organized Research Fund: (The University of Texas at Arlington): "Theoretical Studies of Bonding in 

Transition Metal Complexes," 9/1/79-8/31/80, $3,050 

Robert A. Welch Foundation:  "Theoretical Studies of Inorganic Molecules," 6/1/82-5/31/85, $57,000  

Organized Research Fund: (The University of Texas at Arlington):  "Proton Affinities and Vibrational 

Zero-Point Energies in Simple Water Derivatives," 9/1/81-8/31/82, $2,900  

Research Corporation:  "Localized Bonding Patterns in Transition Metal Complexes," 5/28/82, $4,400  

Organized Research Fund:  (The University of Texas at Arlington):  Summer Stipend (one-half), 1983  

Robert A. Welch Foundation: (supplement), 6/1/82-5/31/85, $10,000  

Robert A. Welch Foundation: "Theoretical Studies of Inorganic Molecules," 6/1/85-5/31/88, $75,000 

Organized Research Fund: (The University of Texas at Arlington):  "Development of Quantum 

Mechanical Methodologies for Multi-Nuclear Transition-Metal Complexes," 9/1/85-8/31/86, $4,372  

Cray Research, Inc.:  "Large Scale Quantum Mechanical Calculations on Molecular Systems," 4/1/86-

12/31/86, $40,039 

Defense Advanced Research Projects Agency: "Electronic and Ionic Transport in Polymers," M. 

Pomerantz, J. R. Reynolds, K. Rajeshwar, D. S. Marynick and T. D. Shaffer, 9/15/86-8/31/89, 

$1,885,000 

Robert A. Welch Foundation:   (supplement), 6/1/86-5/31/88, $10,000 

Cray Research, Inc.:  "Large Scale Quantum Mechanical Calculations on Molecular Systems," 1/1/87-

12/31/87, $40,039 

Robert A. Welch Foundation:  "Theoretical Studies of Inorganic Molecules," 6/1/88-5/31/91, $90,000 

Searle Research and Development:  "Development of the PRDDO Methodology," 1/1/89-12/31/89, 

$10,000 

Research Enhancement Program Grant: (The University of Texas at Arlington), 1988, $1,000 

Texas Advanced Technology Program: "Advanced Molecular Modeling Software for Quantum 

Biochemical Applications," D. S. Marynick and S. K. Estreicher, 1/1/90-12/31/91, $127,000 

Defense Advanced Research Projects Agency: "Electronic and Ionic Transport in Polymers," M. 

Pomerantz, J. R. Reynolds, K. Rajeshwar, and D. S. Marynick, 10/1/89-9/30/91, $1,147,000 

Cray Research, Inc.:  "Molecular Orbital Techniques for Very Large Molecules," 4/1/91-3/31/92,         

$47,800 

Robert A. Welch Foundation:  "Theoretical Studies of Inorganic Molecules," 6/1/91-5/31/94, $105,000 

National Science Foundation:  "Research Experiences for Undergraduates," R. J. Blau, PI with several 

additional Chemistry Department Faculty, 3/1/91-2/28/94, $113,627 

Cray Research, Inc.:  "Molecular Orbital Techniques for Very Large Molecules," 1/1/92-12/31/92, 

$38,000 

National Institutes of Health:  "Electronic Structure of Vitamin B12 and Related Systems," 6/1/92-

5/31/95, $108,776 
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Air Force Office of Scientific Research:  "Superconductive Organic Polymers: Conceptual Design, 

Synthesis, and Characterization" (with R.L. Elsenbaumer, Martin Pomerantz and S.C. Sharma), 1992-1995,  

$550,000 

Cray Research, Inc.:  "New Techniques for Mapping Multidimensional Potential Energy Surfaces," 1/1/94-

12/31/94, $28,200 

Robert A. Welch Foundation:  "Electronic Structure Studies on Very Large Molecules," 6/1/94-5/31/97, 

$111,000 

Cray Research, Inc. :  "The Electronic Structures of Extremely Large Molecules:  Two Important 

Examples" 1/1/95-12/31/95 $37,500 

Robert A. Welch Foundation:  "Electronic Structure Studies on Very Large Molecules," 6/1/97-5/31/00, 

$152,000 

Robert A. Welch Foundation:  "Electronic Structure Studies on Very Large Molecules," 6/1/00-5/31/03, 

$180,000 

Robert A. Welch Foundation:  "Application of Density Functional Theory to Fundamental Issues in 

Biomolecular and Inorganic Systems," 6/1/03-5/31/06, $200,000 

Robert A. Welch Foundation: “Fundamental Computational Studies of Gas Phase Ion-Molecule 

Chemistry, 6/1/06-5/31/09, $240,000 

 

 

PAPERS PRESENTED 

 

 "Ring Current Calculations and NMR Chemical Shifts in Pyramidal Boron Hydrides and 

Carboranes," National Meeting of the American Chemical Society, Atlantic City, New Jersey, 

September 1968. 

 "The Crystal and Gas Phase Structure of Beryllium Borohydride," California State University at Los 

Angeles, January 1973. 

 "Some Mathematical Aspects of Localized Orbital Calculations," University of California at 

Berkeley, December 1974. 

 "A Theoretical Study of Metal-Phosphate Complexes," University of California at Los Angeles, 

December 1974. 

 "Localized Orbitals in Boranes and Carboranes.  The Edmiston-Ruedenberg Approach," Second 

International Meeting on Boron Chemistry, Leeds, England, March 1984. 

 "A Theoretical Study of Metal-Phosphate Complexes," Institut de Chemie, Universite Louis Pasteur, 

Strasbourg, France, April 1975. 

 "What is the Structure of Beryllium Borohydride?," Institut de Chemie, Universite Louis Pasteur, 

Strasbourg, France, April 1975. 

 "Theoretical Aspects of Beryllium Chemistry," University of Michigan, May 1975. 

 "What is the Structure of Beryllium Borohydride?," University of Illinois, May 1976. 

 "Some Aspects of Molecular Electronic Structure Theory," The University of Texas at Arlington, 

April 1977. 

 "Development and Application of Approximate Molecular Orbital Calculations," The University of 

Texas at Arlington, March 1979. 

 "Inversion Barriers of Molecules with General Formula AX3," National Meeting of the American 

Chemical Society, Houston, Texas, March 1980. 

 "Two Problems in Theoretical Inorganic Chemistry," Texas Christian University, November 1980. 
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 "The Electron Pair Bond in Transition Metal Complexes," The University of Texas at Arlington, 

April 1981. 

 "Computer Chemistry," Bishop College, November 1982. 

 "Theoretical Studies of Transition Metal Complexes," The University of Arkansas, March 1983. 

 "Theoretical Studies of Transition Metal Complexes," Morehouse College, March 1983. 

 "Theoretical Studies of Transition Metal Complexes," Auburn University, March 1983. 

 "Theoretical Studies of Transition-Metal Complexes," Southern Methodist University, May 1983. 

 "Cis-Trans Isomerism and Pi Bonding in Transition-Metal Complexes.  A Theoretical Study," Tenth 

Austin Symposium on Molecular Structure, The University of Texas at Austin, February 1984. 

 "Theoretical Organometallic Chemistry," University of Texas at Dallas, February 1984. 

 "Theoretical Organometallic Chemistry," Stephen F. Austin University, March 1984. 

 "Structure, Conformation and Localized Bonding Patterns in Transition-Metal Complexes," Robert 

A. Welch Foundation on Chemical Research XXVIII, November 1984. 

 "Approximate Molecular Orbital Studies on Transition-Metal Complexes," Searle Research and 

Development, Chicago, Illinois, July 1985. 

 "The Quantum Mechanics of Molecular Systems:  Methodology and Application," Rice University, 

February, 1986. 

 "Theoretical Organometallic Chemistry," Texas Tech University, October 1986. 

 "Theoretical Studies of Group Migrations in Pentacarbonyl(alkyl)manganese(I) Systems," D. S. 

Marynick and F. U. Axe,  192nd Meeting of the American Chemical Society, Anaheim, California, 

September 1986. 

 "Theoretical Organometallic Chemistry," University of Oklahoma, February 1987. 

 "Structural Control of the Electronic and Ionic Properties of Polyheterocycles," S. Basak, D. Black, 

D. S. Marynick, T. Pajkossy, M. Pomerantz, P. A. Poropatic, K. Rajeshwar, J. R. Reynolds, N. 

Sundaresan, and R. Toyooka, 193rd Meeting of the American Chemical Society, Denver, Colorado, 

April 1987. 

 "Electronic Structure Studies of Heteroatomic Zintl Anions ," F. U. Axe and D. S. Marynick, 193rd 

Meeting of the American Chemical Society, Denver, Colorado, April 1987. 

 "Three Problems in Theoretical Organometallic Chemistry," North Texas State University, May, 

1987. 

 "Dirac Scattered Wave Study of PaCl62-," R. Arratia-Perez and D. S. Marynick, 194th Meeting of 

the American Chemical Society, New Orleans, LA, August, 1987. 

 "Theoretical Study of the Direct Insertion Mechanism in Ziegler-Natta Polymerization," C. A. Jolly 

and D. S. Marynick, 194th Meeting of the American Chemical Society, New Orleans, LA, August, 

1987. 

 "Theoretical Calculations of the Fluxional Behavior of the Cyclopentadienyl Ligand in Titanium(IV) 

Complexes," L. Hanson and D. S. Marynick, 194th Meeting of the American Chemical Society, New 

Orleans, LA, August, 1987. 

 "Potential Energy Surfaces in Real Organometallic Systems," University of Texas at El Paso, 

October, 1987. 

 "Chemistry without Chemicals," The University of Texas at Arlington, A.C.S. Student Affiliates, 

December, 1987. 

 "Probing Chemistry with Quantum Mechanics," Dallas-Fort Worth Section of the American 

Chemical Society, The University of Texas at Arlington, April, 1988 (Wilfred T. Doherty Award 

Lecture). 
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 "Electronic Structure Calculations on Large Organometallic Systems," Second International 

Conference on Computational Chemistry on Cray Supercomputers, Chicago, Illinois, September, 1988. 

 "Theoretical Studies of Organometallic Reaction Mechanisms," University of Calgary, January, 

1989. 

 "Exploring Organometallic Reaction Mechanisms from a Theoretical Perspective," Searle Research 

and Development, Chicago, Illinois, January, 1989. 

 "PRDDO:  Methodology and Application," Cray Research, Inc., Mendota Heights, Minnesota, 

March, 1989. 

 "Localized Bonding Patterns in Zintl Anions," M. Jackson and D. S. Marynick, 197th Meeting of the 

American Chemical Society, Dallas, Texas, April, 1989. 

 "A Theoretical Study of the Cis-Trans Intramolecular Isomerization Mechanism in Cr(CO)5R, 

R=CO, PH3 and PPh3," L. M. Hansen and D. S. Marynick, 197th Meeting of the American Chemical 

Society, Dallas, Texas, April, 1989. 

 "Electronic Structures of a Series of Polyatomic Zintl Anions:  Bi42-, Sb4
2-, and Sb7

2-.  A Scattered 

Wave X- Study," C. A. Jolly and D. S. Marynick, 197th Meeting of the American Chemical Society, 

Dallas, Texas, April, 1989. 

 "A Molecular Orbital Study of Methyl Migration in Tetracarbonyl(methyl)cobalt(I)," J. R. Rogers 

and D. S. Marynick, 197th Meeting of the American Chemical Society, Dallas, Texas, April, 1989. 

 "Chemical Bonding in Really Strange Molecules," The University of Texas at Arlington, April, 

1989. 

 "Theoretical Studies of Organometallic Reaction Mechanisms," California State University at Los 

Angeles, April, 1989.  

 “Organometallic Reaction Mechanisms:  A Theoretical Perspective,” West Texas State University, 

University of Texas at San Antonio, University of Dallas; March, 1990. 

 “Theoretical Perspectives on Structure and Reactivity in Organometallic Systems," Harvard 

University, June, 1990. 

 "Computer Chemistry," Midwestern State University, March 1991. 

 "Computer Chemistry," University of Texas at Arlington, March 1991. 

 "Electronic and Conformational Interplay in C2X4–Bridged Bimetallic Complexes," Jimmy R. 

Rogers, Chad K. Johnson, and D. S. Marynick, Southwest Theoretical Chemistry Conference, Dallas, 

Texas, November, 1991. 

 "Modified Extended Hückel Band Calculations on Conjugated Polymers," S. Y. Hong and D. S. 

Marynick, Southwest Theoretical Chemistry Conference, Dallas, Texas, November, 1991. 

 "Inclusion of Frozen Core Potentials into the Method of Partial Retention of Diatomic Differential 

Overlap (PRDDO)," A. Derecskei-Kovacs, D. E. Woon and D. S. Marynick, Southwest Theoretical 

Chemistry Conference, Dallas, Texas, November, 1991. 

 "Electronic and Conformational Interplay in C2X4-Bridged Bimetallic Complexes," J. R. Rogers, C. 

Johnson and D. S. Marynick, Southwest Theoretical Chemistry Conference, Dallas, Texas, November, 

1991. 

 "Modified Extended Hückel Band Calculations on Conjugated Polymers," S. Y. Hong and D. 

Marynick, Southwest Theoretical Chemistry Conference, Dallas, Texas, November, 1991. 

 "Frozen Core Potentials in the Method of Partial Retention of Diatomic Differential Overlap," A. 

Derecskei-Kovacs, D. E. Woon and D. S. Marynick, Sanibel Symposia, March, 1992. 

 "Understanding the Conformational Stability and Electronic Structure of Modified Polymers Based 

on Polythiophene," D. S. Marynick and S. Y. Hong, 103rd Meeting of the American Chemical Society, 

San Francisco, California, April, 1992. 
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 "To Polymerize or Not To Polymerize:  That is the Question," J. R. Reynolds and D. S. Marynick, 

103rd Meeting of the American Chemical Society, San Francisco, California, April, 1992. 

 "Exploring Potential Energy Surfaces in Organometallic Systems," University of Houston, April, 

1992. 

 "Chemistry in the Computer," New Mexico University of the Highlands, February, 1993. 

 "Exploring Potential Energy Surfaces in Organometallic Systems," University of North Texas, April, 

1993. 

 "Electronic Structure of Very Large Molecules: The PRDDO/M Method," Swiss Center for 

Scientific Computing, Lugano, Italy, July, 1993. 

 "Computer Chemistry," Pittsburgh State University, April, 1994. 

 "Very Large Scale Molecular Orbital Calculations on Biomolecules:  From Vitamin B12 to 

Cytochrome c and Beyond," Instituto di Richerche di Biologia Molecolare P. Angeletti SpA (IRBM), 

Rome, Italy, July, 1994. 

 "Pushing Molecular Quantum Mechanics to the Limit:  The PRDDO/M Method," Swiss Center for 

Scientific Computing, Lugano, Italy, July, 1994. 

 "Approximate ab initio Calculations on Very Large Molecules," International Workshop on 

Electronic Structure Methods for Truly Large Systems: Moving the Frontiers in Quantum Chemistry, 

Brunlage, Germany, August, 1994. 

 "Conformational Analysis of Tetrathiafulvalene Isomers and the Band Structure of Their One 

Dimensional Polymers, " D. S. Marynick and S. Seong, Southwest regional ACS meeting,  Ft. Worth, 

Tx., Nov., 1994. 

 "Electronic Structure Calculations on Extremely Large Molecules," University of Denver, Feb., 

1995. 

 "Electronic Structure Calculations on Extremely Large Molecules, Colorado School of Mines, Jan., 

1995. 

 "Computer Chemistry," East Texas State University, March, 1995. 

 “Chemistry Without Chemicals:  Computational Modeling of Chemical Phenomena", Arkansas Tech 

University and Henderson State University, November, 1995. 

 "Combined Ab Initio-Density Functional Study of Difficult Problems in Structural Inorganic 

Chemistry," Pacifichem '95, Honolulu, Hawaii, December, 1995. 

 “Electronic Structure Studies of Very Large Inorganic Systems,” Symposium on Computational 

Advances in Inorganic Chemistry, Division of Computers in Chemistry, 212th National Meeting of the 

American Chemical Society, Orlando Fl, Aug., 1996. 

 “The Quantum Mechanics of Very Large Molecules,” University of Texas at El Paso, Oct., 1996. 

 “The Quantum Mechanics of Very Large Molecules,” University of Texas at Arlington, Oct., 1996. 

 “Accurate Molecular Electrostatic Potentials for Very Large Molecules,” Southwest Theoretical 

Chemistry Conference, Arlington, TX, Nov., 1996. 

 “Industrial Internships and the Ph.D. in Applied Chemistry at the University of Texas at Arlington,” 

R. L. Elsenbaumer, D. S. Marynick, G. R. Kinsel and A. L. Ternay, 225th Meeting of the American 

Chemical Society, March, 1998. 

 “Quantum Mechanical Study of Polarization Effects on Enzyme-Substrate Interactions,” D. S. 

Marynick and J. H. Wu, 225th Meeting of the American Chemical Society, March, 1998. 

 “Ab Initio DFT Study of the Gas-Phase Proton Affinity of Glutamic Acid,” W. Sun, D. S. Marynick 

and G. R. Kinsel, 225th Meeting of the American Chemical Society, March, 1998. 

 “Conformational Preferences in C2X4 Bridged Bimetallic Transition-Metal Complexes,” L. W. Mire 

and D. S. Marynick, 225th Meeting of the American Chemical Society, March, 1998. 
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 “On the nature of the Long-Lived Transient in the Photodecarbonylation of Mn(CO)5CH3:  The 

Energetic Consequences of Agostic and Dihapto Stabilization in Mn(CO)5C(O)CH3.” A. Derecskei-

Kovacs and D. S. Marynick, 225th Meeting of the American Chemical Society, Anaheim, CA. March, 

1998. 

“The Structures of Small Silver Bromide Clusters,”  H. Zhang, Z. A. Schelly and D. S. Marynick, 

Southwest Theoretical Chemistry Conference, Denton, TX. Nov. 1998. 

“Industrial internships and the Ph.D in applied chemistry at the University of Texas at Arlington,”  

Elsenbaumer, Ronald L.; Marynick, Dennis S.; Kinsel, Gary R.; Ternay, Andrew L., Jr. 215th ACS 

National Meeting, Dallas, March 29-April 2  (1998) 

“Computational study of ionization potentials and proton transfer in small clusters of 2,5-

dihydroxybenzoic acid,” E.F. Archibong, G.R. Kinsel and D.S.  Marynick, 227th Meeting of the 

American Chemical Society, New Orleans, LA. August, 1999. 

 “Are fullerenes and carbon nanotubes viable candidates for 6 metal ligands?”  S. K. Goh, D.S. 

Marynick, 227th Meeting of the American Chemical Society, New Orleans, LA. August, 1999. 

“The Migration-Insertion Reaction,” Texas Tech University, October, 1999. 

“Two Problems in Computational Organometallic Chemistry,” University of Florida, October, 1999. 

 “The Migration/Insertion Reaction,” U. T. Arlington, November, 1999. 

“A New Look at an Old Reaction:  Methyl Migration in Pentacarbonyl(methyl)manganese(I),” 

University of North Texas, November, 2000. 

"Preparation of Quantum Dots via Electroporation of Vesicles,"  Z. A. Schelly, N. M. Correa, H. Zhang, 

D. S. Marynick:  Invited Paper at 'Particles 2001', February, 2001, Orlando, Florida. 

“Gas-Phase Models of Enzyme-Substrate Interactions.  The Effects of Hydrogen-Bonding Interactions 

on Substrate Ionization Potentials,” D. S. Marynick, G. R. Kinsel, S.-K. Goh, E. F. Archibong and J. 

Hardesty, 222th Meeting of the American Chemical Society, Chicago, Il. August, 2001. 

“CdS Quantum Dots Prepared via Electroporation of Vesicles: Experimental and Computational 

Results.” H. Zeng, D. S. Marynick and Z. A. Schelly, 225th ACS National Meeting, March, 2003, New 

Orleans, LA. 

 “Thermodynamic properties of MALDI matrices,”   F. Yassin and D. S. Marynick, 227th ACS National 

Meeting, Anaheim, CA, United States, March, 2004. 

 “Modeling Molecular Interaction in MALDI Mass Spectrometry,” D. S. Marynick, 228th ACS National 

Meeting, Philadelphia, United States, August, 2004. 

“Computational Estimates of the Gas-Phase Basicities, Proton Affinities and Ionization Potentials of the 

Six Isomers of Dihydroxybenzoic Acid,”  F. H. Yassin and D. S. Marynick, 228th ACS National 

Meeting, Philadelphia, United States, August, 2004. 

“Computational studies of MALDI matrices interacting with tripeptides as a model of MALDI matrix-

analyte interactions,” F. H. Yassin and D. S. Marynick, 228th ACS National Meeting, Philadelphia, 

United States, August, 2004. 

“Experimental and Computational Studies of Equilibrium Conditions in MALDI Plumes,” Gary R. 

Kinsel, Daqing Yao, Faten Yassin and Dennis S. Marynick, Desorption 2004, Saint-Petersburg, Russia, 

Sept, 2004. 

“Ionization Potentials of Matrix-Peptide Clusters in MALDI Mass Spectrometry, “ Dennis S. Marynick, 

Faten H. Yassin, Jayakumar Narayanasamy, Kaori Noto and Gary R. Kinsel, Southwest Regional 

Meeting of the American Chemical Society, Ft. Worth, Texas, Sept., 2004. 

“Modeling Molecular Interactions in MALDI Mass Spectrometry,” Symposium in Honor of William N. 

Lipscomb’s 80th Birthday,” Shanghai, China, August 2005. 

“Modeling Molecular Interactions in MALDI Mass Spectrometry,” Texas Tech University, March, 2007 
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PUBLICATIONS 

  

 1.  "Ring Current Calculations and Proton Nuclear Magnetic Resonance Chemical Shifts in 2,3-

Dicarbahexaborane(8) and Some Derivatives," T. Onak, D. Marynick and P. Mattschei, Chem. Comm., 

557-558 (1968). 

 

 2.  "The Preparation of B-Methyl Derivatives of C2B4H8.  The Correlation of Proton Nuclear 

Magnetic Resonance Chemical Shifts in C2B4H8 Derivatives by Employing 'Ring-Current' 

Contributions," T. Onak, D. Marynick, P. Mattschei and G. Dunks, Inorg. Chem., 7, 1754-1757 (1968). 

 

 3.  "A Correlation of Nuclear Magnetic Resonance Chemical Shifts in Pyramidal Boron Compounds 

Using a Conical Ring Current Model," D. Marynick and T. Onak, J. Chem. Soc., Section A, 1797-1801 

(1969). 

 

 4.  "Low Temperature and Paramagnetic Ion Effects on the Proton and Boron-11 Nuclear Magnetic 

Resonance Spectra of the Triborohydride Ion (B3H8-)," D. Marynick and T. Onak, J. Chem. Soc., 

Section A, 1160-1161 (1970). 

 

 5.  "Application of a Ring Current Model to Decaborane(14)," T. Onak and D. Marynick, Tran. 

Faraday Soc., 66, 1843-1847 (1970). 

 

 6.  "Beryllium Borohydride Structure in the Solid Phase," D. S. Marynick and W. N. Lipscomb, J. 

Am. Chem. Soc., 93, 2322-2323 (1971). 

 

 7.  "Convergence in Orbital Localization Procedures," D. S. Marynick and E. Switkes, Chem. Phys. 

Lett., 15, 133-135 (1972). 

 

 8.  "Crystal Structure of Beryllium Borohydride," D. S. Marynick and W. N. Lipscomb, Inorg. 

Chem., 11, 820-823 (1972). 

 

 9.  "Fractional Three-Center Bonds in Carboranes," D. S. Marynick and W. N. Lipscomb, J. Am. 

Chem. Soc., 94, 1748-1750 (1972). 

 

 10. "Ab initio Self-Consistent Field Calculation of the Energies of Formation of B2H6 and B2H7
-," J. 

H. Hall, Jr., D. S. Marynick and W. N. Lipscomb, Inorg. Chem., 11, 3126-3128 (1972). 

 

 11. "A Self-Consistent Field and Localized Orbital Study of 4,5-Dicarbahexaborane(8)," D. S. 

Marynick and W. N. Lipscomb, J. Am. Chem. Soc., 94, 8699-8706 (1972). 

 

 12. "Self-Consistent Field Wavefunction and Localized Orbitals for 2,4-Dicarbaheptaborane(7). The 

Fractional Three-Center Bond," D. S. Marynick and W. N. Lipscomb, J. Am. Chem. Soc., 94, 8692-8699 

(1972). 
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 13. "Localized Molecular Orbitals for 1,2- and 1,6-Dicarbahexaborane(6).  The Open Three-Center 

Bond, and Implications for Carborane Topology," I. R. Epstein, D. S. Marynick and W. N. Lipscomb, J. 

Am. Chem. Soc., 95, 1760-1766 (1973). 

 

 14. "Ab initio Self-Consistent Field and Configuration Interaction Study of Beryllium Borohydride," 

D. S. Marynick and W. N. Lipscomb, J. Am. Chem. Soc., 95, 7244-7250 (1973). 

 

 15. "Self-Consistent Field Wave Functions of Boron Hydrides and Ions:  B8H12, B9H15, B6H62-, 

B10H10
2-, and B10H14

2-," J. H. Hall, Jr., D. S. Marynick and W. N. Lipscomb, J. Am. Chem. Soc., 96, 

770-779 (1974). 

 

 16. "Energy of Formation of Diborane Near the Hartree-Fock Limit," D. S. Marynick, J. H. Hall, Jr. 

and W. N. Lipscomb, J. Chem. Phys., 61, 5460-5461 (1974). 

 

 17. "One Electron Properties of Phosphine Calculated from Self-Consistent Field Wavefunctions," J. 

H. Hall, Jr., D. S. Marynick, D. A. Dixon, B. F. P. Edwards and W. N. Lipscomb, Proc. Soc. Black 

Chemists and Chemical Engineers, Vol. 1, Ch. 12, p. 1-7 (1975). 

 

 18. "A Mathematical Treatment of Rate Data Obtained in Biological Flow Systems Under 

Nonsteady State Conditions," D. S. Marynick and M. C. Marynick, Plant Physiol., 56, 680-683 (1975). 

 

 19. "Theoretical Studies of Metal-Phosphate Interactions:  Interactions of Li+, Na+, Be++, Mg++ and 

Ca++ with H2PO4
- and (CH3O)2PO2

-:  Implications for Nucleic Acid Solvation," D. S. Marynick and H. 

F. Schaefer, III, Proc. Nat. Acad. Sci. USA, 72, 3794-3798 (1975). 

 

 20. "The Synthesis and Properties of 2-Chloro-1,6-Dicarbahexaborane(6)," J. R. Spielman, R. 

Warren, D. A. Bergquist, J. K. Allen, D. Marynick and T. Onak, Synthesis and Reactivity in Inorganic 

and Metalorganic Chemistry, 5, 347-356 (1975). 

 

 21. "NMR Coupling, Hybrid Orbital Character, and Bond Distances in the Boron Hydrides," T. 

Onak, J. Leach, S. Anderson, M. J. Frisch and D. S. Marynick, J. Mag. Res., 23, 237-248 (1976). 

 

 22. "Beryllium Borohydride:  C3v or D3d?," D. S. Marynick, J. Chem. Phys., 64, 3080-3081 (1976). 

 

 23. "Theoretical Studies of Inversion Barriers in Pyramidal Molecules," D. S. Marynick and D. A. 

Dixon, Disc. Faraday Soc., 62, 47 (1976). 

 

 24. "Ab initio Self-Consistent Field Studies of Metal-Phosphate Complexes," D. S. Marynick, J. 

Mol. Structure, 36, 339-342 (1977). 

 

 25. "Studies of the Molecular and Electronic Structure of Dicyclopentadienylberyllium," D. S. 

Marynick, J. Am. Chem. Soc., 99, 1436-1441 (1977). 

 

 26. "The Electron Affinity of the Methyl Radical.  The Structure of CH3 and CH3
-," D. S. Marynick 

and D. A. Dixon, Proc. Nat. Acad. USA, 74, 410-413 (1977). 
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 27. "The Inversion Barriers of AsH3 and SeH3
+," D. A. Dixon and D. S. Marynick, J. Am. Chem. 

Soc., 99, 6101-6103 (1977). 

 

 28. "Basis Set and Electron Correlation Effects on the Total Electron Density in H2O, H2S, and BH," 

J. Bicerano, D. S. Marynick and W. N. Lipscomb, J. Am. Chem. Soc., 100, 732-739 (1978). 

 

 29. "Large Closo Boron Hydrides," J. Bicerano, D. S. Marynick and W. N. Lipscomb, Inorg. Chem., 

17, 2040 (1978). 

 

 30. "Estimate of the Inversion Barrier in SbH3," D. S. Marynick and D. A. Dixon, J. Chem. Phys., 

69, 498-500 (1978). 

 

 31. "Molecular Orbital Studies on Large Closo Boron Hydrides," J. Bicerano, D. S. Marynick and 

W. N. Lipscomb, Inorg. Chem., 17, 3443-3453 (1978). 
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