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COLL/COMP 11:50 COLL 670. Impact of amphiphile packing parameter on the drug loading and delivery properties of an anticancer liposomal delivery system. M.A. Ilies, A.M. Shabana, S. Akocak



9:30 COLL 685. Intersection of metals and organics on the properties of molecular-based devices. R.C. Bruce, R. Wang, M.J. Therien, W. You, C.A. Hacker



Section D



10:10 COLL 687. Stereo-electronic effects on charge transport across large area tunneling junction. J. Chen, Z. Wang, M. Thuo



San Diego Convention Center Room 9



Basic Research in Colloids, Surfactants & Nanomaterials Novel Materials R. Nagarajan, Organizer J. L. Liu, Presiding 8:30 COLL 671. Surfactant effect on synthesis of silica hollow particles by encapsulation of water droplet with perhydropolysilazane in octane/dibutylether mixtures. R. Saito, T. Kanahara, K. Kuramochi 8:50 COLL 672. Solid-state reactivity of nanoparticulate ZnO in templated ZIF synthesis. I. Brekalo, C. Kane, J.R. Ramirez, K.T. Holman 9:10 COLL 673. Feasible colloidal approach to produce nanostructured composites to inactivate pathogenic bacteria under visible light conditions. B. Ancha, S. Bashir, J.L. Liu 9:30 COLL 674. Designed mussel-inspired boat for smart crude oil cleanup. Z. Wang, L. Shao 9:50 COLL 675. Magneto–acoustic hybrid nanomotor: Dynamic actuation and assembly of nanomaterials under complex external stimuli. J. Li, J. Wang 10:10 COLL 676. Tuning localized surface plasmon resonance wavelengths of nanoparticles by mechanical deformation. F. Ameer, J.N. Anker, M. Kennedy, G. Chumanov, S. Varahagiri, D. Benza, D. Willett 10:30 COLL 677. WSe2 nanoflower synthesis and application for catalysis. O. Lenz, D. Henckel, K. Krishnan, B.M. Cossairt 10:50 COLL 678. Microwave synthesis of colloidal nanozeolite and polymorphism mechanism. B. Wang, P. Dutta 11:10 COLL 679. Facile immobilization of nano-TiO2 on cotton fabrics. P. Siriphannon 11:30 COLL 680. Hydrophobic aluminosilicate aerogel and their composites. H. Guo, F.I. Hurwitz 11:50 COLL 681. Polymer templated mesoporous frameworks for strain-coupled magnetoelectric composites. A.N. Buditama, D. Chien, L. Schelhas, J. Chang, S.H. Tolbert



Section E San Diego Convention Center Room 10



Surface Characterization & Manipulation for Electronic Applications A. Bergren, C. A. Hacker, Organizers, Presiding 8:30 COLL 682. Transport across 5-25 nm in carbon based molecular junctions. O. Ivashenko, A. Bayat, A. Morteza-Najaran, A. Bergren, R.L. McCreery 8:50 COLL 683. Phenyl ring as an electronic design motif: Orientation and coupling. A. Vilan 9:10 COLL 684. What is in a contact? Understanding basic interfacial properties of self-assembled monolayers by engineering substrate roughness. J. Chen, Z. Wang, M. Thuo



9:50 COLL 686. Environmental gating of single-molecule circuits. L. Venkataraman



10:30 COLL 688. Controlling charge transport mechanisms in nanoscaled porphryin assemblies on Au surfaces. A. Pawlicki, E. Avery, M.J. Jurow, A. Vilan, C.M. Drain, J.D. Batteas 10:50 COLL 689. Size-dependent measurements with spatially confined nanoclusters of porphyrins using conductive probe atomic force microscopy. X. Zhai, N. Kuruppu Arachchige, J.C. Garno 11:10 COLL 690. Interfacial electron-transfer processes at diamond-aqueous interfaces. R.J. Hamers



Section F San Diego Convention Center Room 11A



Basic Research in Colloids, Surfactants & Nanomaterials Patterning, Functionalization & Applications R. Nagarajan, Organizer S. Bashir, Presiding 8:30 COLL 691. Chemical fabrication of patterned transparent gold-coated polydimethylsiloxane. L. Slaughter, H. Cao, Q. Yang, T.D. Young, C.M. Kevin, A.C. Serino, D. Zosso, J. An, J.R. Stevick, N. Takaki, M. Weiss, A. Bertozzi, A.M. Andrews, P.S. Weiss 8:50 COLL 692. Directed autonomic flow: Functional motility fluidics. P. Kuhn, B.S. de Miranda, P. van Rijn



12:10 COLL 702. Adsorption properties of novel silica gel sorbents surface-functionalized with salicylhydroxamic acid-attached polystyrenes for quercetin. R. Wang



Section G San Diego Convention Center Room 11B



Basic Research in Colloids, Surfactants & Nanomaterials R. Nagarajan, Organizer M. Ruths, Presiding 8:30 COLL 703. Lowering the barrier to C-H activation using Pt/Cu single atom alloys. M. Marcinkowski, M. El Soda, F.R. Lucci, E.H. Sykes 8:50 COLL 704. Surface modification of basic sites on MgO by varying surfactant and precipitating agent concentrations. N.F. Dummer, Y. Jiang, L. Joyce 9:10 COLL 705. Photoinduced actuation of aqueous solutions containing a photoresponsive surfactant. Y. Takahashi, Y. Ayako, Y. Kondo 9:30 COLL 706. Nanotribology of a catechol-functionalized alkane with terminal chain branching. M. Ruths, K. Persson 9:50 COLL 707. Use of chemical kinetics to examine spreading sessile drop behavior on solid surfaces. J.R. Moffatt 10:10 COLL 708. Probing interfacial chemical reaction and surface interactions of electrochemically active galena mineral surface using atomic force microscope. L. Xie, J. Wang, C. Shi, Q. Lu, J. Huang, H. Zeng 10:30 COLL 709. Specific ion effects at the silica nanoparticle-electrolyte interface: Quantifying the structure of the electrical double layer. M.A. Brown



9:30 COLL 694. Shear banding in drying films of colloidal nanoparticles. B. Yang, J.S. Sharp, M. Smith 9:50 COLL 695. Biomolecule triggered shape transformation of hybrid hydrogels. J. Athas, C.P. Nguyen, B.C. Zarket, Z. Nie, S.R. Raghavan



11:10 COLL 711. Surface profile exploration of thin film auto-stratification with atomic force microscopy. X. Liu, A.F. Routh, S. Bhatia



10:10 COLL 696. Block copolymer template-directed synthesis of monoand bimetallic nanoparticle catalysts. D.A. Rider



11:30 COLL 712. Adsorption of Cu2+ from aqueous solution on Irvingia gabonensis biomass: Kinetics and thermodynamics studies. A. Inyinbor, F. Adekola, G. Olatunji



10:30 COLL 697. Cytotoxicity of metal-organic frameworks derived from wet-chemistry approach. B. Martinez, Y. Chen, S. Koppaka, J.L. Liu, S. Bashir



11:50 COLL 713. Reactions in Individual droplets on a superhydrophobic surface: Effect of convection. Y. Liu, X. Chen, Q. Xu, A. Greer, Y. Zhao, A.M. Lyons



10:50 COLL 698. Application of reactive amphiphilic clay nanogels for removal of toxic cationic dye and heavy metals water pollutants. A.M. Atta, H.A. Al-Lohedan



Applications of Polymer Surfaces & Interfaces



11:10 COLL 699. Enhancing chemical adsorption and biodegradation using bioreactive phenyl-functionalized silica gels. A. Radian 11:30 COLL 700. Morphic atomic switch networks for beyond: Moore computing architectures. R. Aguilera, J. Gimzewski, A. Stieg 11:50 COLL 701. Diodic fluid flow rectification with low surface energy fluids. J.E. Mates, R. Campos, J.R. Alston, J.M. Mabry



Elucidation of Mechanisms & Kinetics on Surfaces Sponsored by CATL, Cosponsored by COLL, ENVR and PHYS



Physical Chemistry of Complex Environmental Interfaces Sponsored by PHYS, Cosponsored by COLL



Surface Chemistry & Surface Science



10:50 COLL 710. Structure of zirconium(IV) hydroxide materials for chemical warfare agent decomposition. D. Barlow, R. Balow, J. Lundin, J.H. Wynne, A. Ng, R. Stroud, V.M. Bermudez, W. Gordon, I. Iordanov, C. Knox, C.J. Karwacki, G.W. Wagner, G.W. Peterson, P. Pehrsson



9:10 COLL 693. Supramolecular engineering: Applications to molecular recognition and biocatalysis. P. Shahgaldian, M.R. Correro, N. Moridi, S. Sykora, P.F. Corvini



THURSDAY AFTERNOON



Low Energy Surfaces & De-Icing



COMP Division of Computers in Chemistry H. L. Woodcock, Program Chair



BUSINESS MEETINGS: Business Meeting, 3:00 PM: Sat



SUNDAY MORNING Section A San Diego Convention Center Room 28A



From Dynamics to Function & Back Again: Adventures in Simulating Biomolecules Protein-Ligand Binding & Dynamics Cosponsored by PHYS H. Nguyen, J. Shen, Organizers M. Feig, Organizer, Presiding 8:30 COMP 1. Multi-site λ-dynamics as a tool for large-scale exploration of chemical space in protein-ligand free energy based optimization. C.L. Brooks 9:10 COMP 2. Enhanced sampling of ligand binding: Pathways and kinetics. A. Dickson 9:40 COMP 3. Virtual screening and biophysical characterization of GRK2 and GRK5 inhibitors. R. Armen 10:10 Intermission. 10:25 COMP 4. Atomic-resolution dynamics and thermodynamics of protein-carbohydrate interactions: CD44-hyaluronan binding. O. Guvench 10:55 COMP 5. Insights into the pH-dependent activity and inhibition of BACE1. J. Shen 11:25 COMP 6. Comprehensive prediction of drug-protein interactions and side effects for the human proteome. J. Skolnick



Section B San Diego Convention Center Room 26B



Sponsored by POLY, Cosponsored by COLL and PMSE



Computational Materials Chemistry



Elucidation of Mechanisms & Kinetics on Surfaces



D. Jiang, Organizer, Presiding



Sponsored by CATL, Cosponsored by COLL, ENVR and PHYS



8:30 Introductory Remarks.



Physical Chemistry of Complex Environmental Interfaces Sponsored by PHYS, Cosponsored by COLL



Discovery from Prediction & Screening Y. Ma, Presiding



8:35 COMP 7. Discovering new materials and new phenomena with evolution. A. Oganov 9:10 COMP 8. CALYPSO: A structure design method for materials discovery. Y. Ma 9:45 COMP 9. Chemical bonding (in solids) from local orbitals and plane waves. R.V. Dronskowski



COMP



TECHNICAL PROGRAM



10:20 COMP 10. Structural information: How knowledge of crystal structures can improve our understanding of materials. S. Vyas, A. Sarjeant, N. Feeder, C. Groom, S. Ward 10:35 Intermission. 11:05 COMP 11. Quantum chemistry-based screening of battery electrolyte components. O. Borodin, M. Olguin, F. Wu, G. Yushin, K. Leiter, C. Eisner, J. Knap 11:40 COMP 12. Scalable models of ion transport for electrolyte materials discovery. B.M. Savoie, T.F. Miller



10:05 Intermission.



3:30 Intermission.



10:20 COMP 26. Putting modeling in the non-modelers’ hands using LiveDesign. M.L. Hall



3:45 COMP 36. Mechanism of transmembrane voltage-sensing in voltage-dependent potassium and proton channels. D. Tobias



10:50 COMP 27. From structural chemistry to medicinal chemistry. J. Cole, C. Groom, E. Davis 11:20 COMP 28. Structure- and knowledge-driven interactive design. M. Rarey 11:50 Discussion.



Section E



12:05 COMP 13. Withdrawn.



San Diego Convention Center Room 28B



Section C



Structure, Dynamics & Reactivity at Complex Interfaces with Relevance in Renewable Energy & Environmental Applications



San Diego Convention Center Room 25C



Drug Discovery Ligand-Based Drug Design M. R. Landon, Y. Tseng, Organizers R. P. Pemberton, Presiding 8:30 COMP 14. Exploring and exploiting natural products for computational drug design. G. Schneider 8:50 COMP 15. Pitfalls in the assessment of ligand-based virtual screening accuracy. A. Heifets, I. Wallach, M. Dzamba 9:10 COMP 16. Virtual substitution scan. Y. Chiang, Y. Wang 9:30 COMP 17. Using the open source project, DataWarrior, for analyzing the performance of sub-pharmacophore models as seeds in drug discovery. M. von Korff, J. Freyss, T.L. Sander



Cosponsored by CATL and PHYS V. Glezakou, R. Rousseau, Organizers M. Salvalaglio, Presiding 8:30 Introductory Remarks. 8:40 COMP 29. Computational characterization of solar interfaces: Coupling ab initio molecular dynamics and first-principles spectroscopy. G.A. Galli 9:25 COMP 30. Reactive nanosystems: Billion atom reactive and quantum molecular dynamics simulations. P. Vashishta 10:10 Intermission. 10:40 COMP 31. Path integral metadynamics. M. Parrinello 11:40 Discussion.



9:50 COMP 18. Combining ligand-based and structure-based ligand design towards the development of potent and selective antagonists for the adenosine receptors. H. Gutierrez de Teran, E. Sotelo



Multiscales Chemistry



10:10 Intermission.



Computational Chemistry Across Catalysis



10:25 COMP 19. Improving lead-hopping using electrostatic similarity. P.C. Hawkins 10:45 COMP 20. Application of virtual screening to the discovery of novel, nicotinamide phosphoribosyltransferase (NAMPT) inhibitors with potential for the treatment of axonopathies. D. Clark, B. Waskowycz, M. Wong, P. Lockey, J. Clark, M. Coleman 11:05 COMP 21. Physical property-scaled virtual screening of fragments. M. Verdonk 11:25 COMP 22. Rapid, ligand-receptor binding affinity prediction via petascale computing. W. Jiang, S. Yang



Section D



Energy Sponsored by MPPG, Cosponsored by ANYL, BIOL, COMP and PHYS



Modeling Complex Reaction Networks in Catalysis Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



SUNDAY AFTERNOON



From Dynamics to Function & Back Again: Adventures in Simulating Biomolecules



M. Feig, H. Nguyen, J. Shen, Organizers J. Chen, Presiding



9:05 COMP 24. Closing the loop between synthesis and design: Helping chemists to use all the information in compound optimization. T.E. Mansley, E.J. Champness, P.A. Hunt, J.A. Chisholm, C.J. Leeding, A. Elliott, S.J. Dowling, F. Ahmed, M.D. Segall 9:35 COMP 25. Shifting medchem tasks in 21st century drug discovery: The importance of syncing 2D and 3D. C. Detering



‡ Cooperative



Cosponsorship



Computational Materials Chemistry Organic, Polymeric & 2D Materials D. Jiang, Organizer, Presiding Z. Shuai, Presiding



1:30 COMP 32. In-situ data analysis of protein-folding trajectories. M. Taufer, T. Johnston, B. Zhang, A. Liwo, S. Crivelli 2:00 COMP 33. Simulation and experiment: The power of a combined approach to protein folding and dynamics. C.R. Matthews 2:30 COMP 34. Effect of surfaces in modulating peptide folding mechanisms. J.E. Shea 3:00 COMP 35. Encoding of structural information in protein sequences by physical properties. Y. He, S. Rackovsky, H.A. Scheraga



4:05 COMP 53. Grand canonical solute sampling in combination with the site identification by ligand competitive saturation (SILCS) ligand design methodology. S.K. Lakkaraju, E.P. Raman, W. Yu, A.D. Mackerell 4:25 COMP 54. Toward predictive structural polypharmacology via flexible docking of ligands to the organismal pocketomes. R. Abagyan, A. Ilatovskiy, I. Kufareva, P. Lam, Y. Chen, M. Totrov



Section D San Diego Convention Center Room 26A



COMP Undergraduate Research & National Meeting Roundtable



1:30 COMP 39. Multiscale simulation of proton transport in proton exchange membranes. G.A. Voth



E. C. Sherer, Organizer



2:05 COMP 40. First-principles evaluations of thermoelectric figure of merits for organic and polymeric materials. Z. Shuai, W. Shi, D. Wang



1:30 COMP 55. Introduction to computational chemistry and career panel in COMP. M.C. Nagan, E.C. Sherer



2:40 COMP 41. Theoretical design of hydrogen-evolving molecular electrocatalysts. S. Hammes-Schiffer



4:00 Panel Discussion.



3:15 Intermission. 3:45 COMP 42. First-principles study of 2D van der Waals heterojunctions. J. Yang 4:20 COMP 43. Electronic/spintronic transport, spectroscopy, and dynamics. K.S. Kim 4:55 COMP 44. Theoretical design of 2-dimensional organic frameworks for CO2 capture. Z. Tian, D. Jiang 5:10 COMP 45. Mechanism of strength reduction along the graphenization pathway of polycrystalline graphene. A. Gamboa, B. Farbos, P. Aurel, G. Vignoles, J. Leyssale



Section C San Diego Convention Center Room 25C



Drug Discovery Binding, Docking & Scoring R. Malmstrom, Presiding



Cosponsored by PHYS



8:35 COMP 23. Advancing compound design with structure-liability models. S. Posy, M.E. Davis, B.L. Claus



San Diego Convention Center Room 26B



San Diego Convention Center Room 28A



From Synthesis to Design: Modeling Tools for Medicinal Chemists



8:30 Introductory Remarks.



Section B



M. R. Landon, Y. Tseng, Organizers



Protein Folding, Surfaces & Membranes



M. R. Landon, Organizer, Presiding



4:45 COMP 38. Progress in coarse grain modeling of lipid-protein interactions. R.D. Hills



Section A



San Diego Convention Center Room 26A



Cosponsored by CINF and MEDI



4:15 COMP 37. Structure and dynamics of viral lytic peptides in membrane environments. S. Nangia, E.R. May



3:45 COMP 52. Improving both scoring and docking powers of protein-ligand scoring functions with random forest. C. Wang, Y. Zhang



1:30 COMP 46. Design rules for lipidoids as intracellular protein delivery vectors: Insights from computational studies of RNase A-lipidoid assembly. D. Slough, H. Yu, Y. Lin 1:50 COMP 47. Absolute free energy of binding for drug molecules: Application to bromodomains. M. Aldeghi, A. Heifetz, M. Bodkin, S. Knapp, P. Biggin 2:10 COMP 48. Exploring physics-based methods for predicting protein-ligand binding. K. Roos, R.A. Friesner 2:30 COMP 49. Thinking outside the box: Allosteric fragments targeting coxsackievirus 3C protease. R. Schulz, G. Wolber 2:50 COMP 50. Energy decomposition analysis for linear-scaling DFT calculations in drug design. M. Phipps, T.S. Fox, C. Tautermann, C. Skylaris 3:10 Intermission. 3:25 COMP 51. Diverse applications of free energy calculations in drug discovery. W. Sherman



M. C. Nagan, Organizer, Presiding



3:45 Intermission. 5:00 Concluding Remarks.



Section E San Diego Convention Center Room 28B



Structure, Dynamics & Reactivity at Complex Interfaces with Relevance in Renewable Energy & Environmental Applications Cosponsored by CATL and PHYS V. Glezakou, R. Rousseau, Organizers J. P. Greeley, Presiding 1:30 COMP 56. Electrons and holes at TiO2 anatase surfaces and aqueous interfaces. A. Selloni 2:15 COMP 57. First-principles investigation of the role of pyridinium and adsorbed dihydropyridine in pyridine-catalyzed CO2 reduction on p-GaP photoelectrodes. M. Lessio, E.A. Carter 2:40 COMP 58. Classical, molecular-dynamic simulations on water/phenol speciation at the surface-liquid interface. Y. Wang, D.C. Cantu, V. Glezakou, R. Rousseau 3:05 Intermission. 3:30 COMP 59. Simulations of water-solid interfaces. H.H. Kristoffersen, R. Liu, J.E. Shea, H. Metiu 4:15 COMP 60. Towards the aldol condensation mechanism of biomass derivatives. E. Miliordos, S. Caratzoulas, D.G. Vlachos 4:40 COMP 61. Electron transfer and proton-coupled electron transfer at electrode-molecule interfaces: Calculation of properties relevant to rate constants. S. Ghosh, A. Soudackov, S. Hammes-Schiffer



Multiscales Chemistry Mini-Platform Sponsored by MPPG, Cosponsored by BIOL, COMP and PHYS



Trends in Computational Chemistry: Biophysical to Materials Chemistry Sponsored by SOCED, Cosponsored by COMP



COMP Global Initiatives in Research Data Management & Discovery Global Landscape Sponsored by CINF, Cosponsored by ANYL, COMP, MEDI and PHYS



Data Mining: Searching Non-covalent Interactions in Chemical Databases



10:45 COMP 72. Self-interaction corrected density-functional theory with unitary invariance: Applications to molecules. M.R. Pederson, H. Torsten, T. Baruah, D. Kao, L. Simon, K. Jens 11:20 COMP 73. Density functionals for electronic excitations. B. Krull, S. Balasubramani, S.M. Parker, F.U. Furche



QMMM & Reaction Pathway Sampling



11:55 COMP 74. Benchmarking molecular crystal lattice polymorph- and solvation free energies using effective field coupled-cluster theory. J.N. Byrd, R.W. Molt, B.A. Sanders, R.J. Bartlett



Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



Section C



Sponsored by CINF, Cosponsored by COMP



Computational Chemistry Across Catalysis



San Diego Convention Center Room 25C



MONDAY MORNING Section A San Diego Convention Center Room 28A



From Dynamics to Function & Back Again: Adventures in Simulating Biomolecules Pushing the Envelope, Polarizability & Quantum Effects Cosponsored by PHYS M. Feig, H. Nguyen, Organizers J. Shen, Organizer, Presiding 8:30 COMP 62. Milestones in simulation of plant cell-wall carbohydrates and biofuel-related enzymes. M.F. Crowley, A. Hynninen, G. Beckham, B. Knott, L. Bu 9:00 COMP 63. Biomolecular simulations are more physically realistic than they used to be. D.A. Case 9:30 COMP 64. Polarizable force field for RNA based on the classical Drude oscillator. J.A. Lemkul, A.D. Mackerell 10:00 COMP 65. Charge equilibration force fields for molecular modeling. S.A. Patel 10:30 Intermission. 10:45 COMP 66. Computing protein circular dichroism spectroscopy in the near-ultraviolet. J.D. Hirst, Z. Li 11:15 COMP 67. Simulation of the structure and spectroscopy of blue copper proteins. N.A. Besley 11:45 COMP 68. Novel sampling and reweighting approaches for computing accurate QM/MM free energies: Solvation free energy, pKa, reaction paths, and more. P.S. Hudson, F.L. Kearns, S. Boresch, H.L. Woodcock



Section B San Diego Convention Center Room 26B



Computational Materials Chemistry Quantum Fundamentals D. Jiang, Organizer A. D. Becke, M. Pederson, Presiding 8:30 COMP 69. B13 strongly-correlated density functional and multi-reference states. A.D. Becke 9:05 COMP 70. Exchange-correlation and excitation energies from pairing matrix fluctuations and the particle-particle random phase approximation. W. Yang 9:40 COMP 71. Removing most self-interaction errors from density functional calculations. M. Kim, E. Sim, K. Burke 10:15 Intermission.



Drug Discovery Structure-Based Drug Design M. R. Landon, Y. Tseng, Organizers K. Armacost, Presiding 8:30 COMP 75. pMD-membrane: A tool to determine allosteric binding pockets in membrane-bound biomolecules. P. Srivastava, A. Sayyed-Ahmad, A. Gorfe Abebe 8:50 COMP 76. Recent algorithmic developments for prediction and dynamics of ligands in protein binding sites. D. Janezic, J. Konc 9:10 COMP 77. Integrating genetic and structural data on human kinome in network-based modeling of kinase sensitivities and resistance to targeted anticancer drugs. G. Verkhivker 9:30 COMP 78. New insight into the catalytic and inhibition mechanism of the human acyl protein thioesterase. M. Audagnotto, S. Ho, P. Sandoz, G. van der Goot, M. Dal Peraro 9:50 COMP 79. Web portal for structure-based drug discovery: DrugDiscovery@TACC. W.J. Allen, S.A. Mock, J.M. Fonner, R. Dooley, M.W. Vaughn, S.J. Watowich



8:25 COMP 86. Efficient, analytic algorithms for induced dipoles. A.C. Simmonett, F.C. Pickard, B. Brooks 8:50 COMP 87. Systematic improvement of intramolecular parameters for protein force fields from quantum chemistry data. L. Wang, K. Beauchamp, W.C. Swope, J.E. Rice, T.L. Head-Gordon, T.J. Martinez, V.S. Pande 9:15 COMP 88. Electric fields in biomolecular systems using the AMOEBA polarizable force field. R.T. Bradshaw, J.W. Essex 9:40 COMP 89. Biomolecular force field parameterization via atoms-in-molecule electron density partitioning. D. Cole, J.Z. Vilseck, J. Tirado-Rives, M.C. Payne, W.L. Jorgensen 10:05 COMP 90. Two tales of molecular dynamics parameters: Fluorescent protein chromophores and aqueous ions. J. Dood, D.L. Blood, A. Rosnik, B.P. Krueger



Section D San Diego Convention Center Room 26A



Molecular Mechanics Force Fields, Parameterization & Validation M. Feig, Organizer C. R. Allen, Presiding 8:00 COMP 85. Further along the road less traveled: A truly ab-initio approach to force field design. K.T. Debiec, D.S. Cerutti, A.M. Gronenborn, D.A. Case, L.T. Chong



Bio Sponsored by MPPG, Cosponsored by BIOL, COMP and PHYS



WCC 2016 Rising Stars Awards Symposium Sponsored by WCC, Cosponsored by CATL, CEI, COMP, ENFL and PMSE



Preparing for the Real World: Challenges Faced by Young Investigators Choosing Grad Research Advisors & a Career in Academia or Industry



Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



11:20 COMP 93. Benchmarking adaptive steered molecular dynamics (ASMD) across the family of CHARMM potentials. C.R. Allen, H. Bureau, R. Hernandez 11:45 COMP 94. Optimizing molecular models through force-field parameterization. K. Kirschner, M. Hülsmann, A. Krämer, O. Krämer-Fuhrmann, D. Reith



Section E San Diego Convention Center Room 28B



Structure, Dynamics & Reactivity at Complex Interfaces with Relevance in Renewable Energy & Environmental Applications



8:30 COMP 95. Relative propensity of the hydrated excess proton and hydroxide anion for the air-water interface. G.A. Voth



11:45 COMP 84. Polyphony: Superposition independent methods for ensemble-based drug discovery. W. Pitt



Multiscales Chemistry



10:55 COMP 92. Statistical distance between thermodynamic systems as a theoretical basis for force field development. L. Vlcek, A.A. Chialvo



10:30 Intermission.



11:25 COMP 83. Withdrawn.



Sponsored by CINF, Cosponsored by ANYL, COMP, MEDI and PHYS



Sponsored by MPPG, Cosponsored by CHED, CINF, COMP, PHYS and YCC



Cosponsored by CATL and PHYS



11:05 COMP 82. Forgotten value of small molecule crystal structures in molecular design. E. Davis, C. Groom



Role of Community & Standards



10:30 COMP 91. Quantum chemical approach for evaluating molecular mechanics force fields based on comparison of computed and observed NMR chemical shifts. D. Koes, J. Vries



10:10 COMP 80. Structural database of small molecule-transcription factor (SM-TF) complexes with application to drug design. X. Xu, Z. Ma, H. Sun, X. Zou 10:45 COMP 81. Structural solvent detection and placement and scoring functions for protein-ligand docking based on the 3D-RISM-KH molecular theory of solvation. A. Kovalenko, N. Blinov



Global Initiatives in Research Data Management & Discovery



Computational Chemistry Across Towards Chemical Accuracy



Computational Design of Advanced Materials Sponsored by COMSCI, Cosponsored by COMP and PHYS



MONDAY AFTERNOON Section A San Diego Convention Center Room 28A



From Dynamics to Function & Back Again: Adventures in Simulating Biomolecules Evolution, Extremes & Mechanisms Cosponsored by PHYS M. Feig, J. Shen, Organizers



V. Glezakou, R. Rousseau, Organizers



H. Nguyen, Organizer, Presiding



C. Skylaris, Presiding



1:30 COMP 101. Characterizing biomolecular evolution through molecular dynamics simulations. B.N. Dominy, Z. Jia, Y. Liu, T. Han, V. Agrawal, R. Overstreet



9:15 COMP 96. Molecular simulation of mechanisms CO2, N2 adsorption, and diffusion inside hydrated NaX (Si/Al=1.0). S. Chakraborty, P. Dutta, S.J. Singer 9:40 COMP 97. Determinants of membrane protein integration mediated by the Sec translocon. R. Van Lehn, B. Zhang, M. Niesen, C. Wang, T.F. Miller 10:05 Intermission. 10:30 COMP 98. Many-body molecular dynamics: A spectroscopically accurate approach to vibrational spectroscopy of water at complex interfaces. F. Paesani 11:15 COMP 99. High temperature properties and anharmonic effects from ab initio molecular dynamics simulations. M. Lee, R. Rousseau, V. Glezakou 11:40 COMP 100. Quantum chemical insight into a single-site nickel hydrogenation catalyst produced via atomic layer deposition on a metal-organic framework. A.B. League, V. Bernales, Z. Li, C.J. Cramer, L. Gagliardi



2:00 COMP 102. How did simple and complex life originate? A protein perspective. R. Mannige 2:30 COMP 103. Extreme biology and molecular dynamics simulations: Proteins under pressure. T. Ichiye 3:00 COMP 104. Uncovering a hidden pH-triggered catalytic pathway of the hairpin ribozyme using constant pH molecular dynamics. G. Goh, K. Sripathi, A. Dickson, N.G. Walter, C.L. Brooks 3:30 COMP 105. Hybrid approaches to characterize structure and dynamics of biomolecular systems from single molecule experiments. F. Tama 4:00 COMP 106. Implications of the interaction between myosin heads in relaxed Lethocerus asynchronous flight muscle for stretch activation. K. Taylor



COMP



TECHNICAL PROGRAM



Section B San Diego Convention Center Room 26B



Computational Materials Chemistry Surface Chemistry & Processes D. Jiang, Organizer, Presiding A. Selloni, Presiding 1:30 COMP 107. Sub-nano, surface-deposited Pt cluster catalysts: Realistic modeling and tuning through the electronic structure insights. E. Jimenez-Izal, M. Ha, H. Zhai, A. Alexandrova 1:55 COMP 108. Water adsorption and oxidation on anatase TiO2. A. Selloni 2:30 COMP 109. Density functional theory investigation of carboranethiolarboranethiolarboranethiol self-assembled monolayers on Au(111). M. Danisman, E. Mete, G. Güney, A. Yilmaz 2:45 COMP 110. Optical spectra of nano-ferro- and antiferro-magnets. Y. Dahnovsky, V. Proshchenko 3:00 Intermission. 3:30 COMP 111. Role of charge-transfer excitations in Au-Fe alloys for heterogeneous N2 dissociation catalysis. J. Martirez, E.A. Carter 3:55 COMP 112. Linker rectifiers for covalent attachment of catalysts to semiconductor surfaces. V.S. Batista 4:30 COMP 113. Examining the role of morphology on proton transport in PFSA membranes. C. Arntsen, J. Savage, G.A. Voth 4:45 COMP 114. Dendrimers for water purification and oil dispersion: Atomistic and coarse-grained molecular dynamics investigations of dendrimer–hydrocarbon interactions. R. DeFever, D. Jacobs, S. Sarupria, D. Barton



3:45 COMP 122. Exploring the allosteric regulatory mechanism triggered by inhibitor binding at the myristoylation pocket of BCR-ABL1. N.A. Vellore, M. Zabriskie, M. Deininger, T. O’Hare 4:05 COMP 123. Molecular modeling of OXA-405, a new member of the OXA-48 carbapenemase family. B. Iorga, P. Retailleau, L. Marchini, S. Oueslati, L. Dortet, T. Naas 4:25 COMP 124. Modeling, synthesis, and biological activities of thioguanine derivatives for Dengue-2 NS2B/NS3 protease. E.E. Kamarulzaman, H. Wahab, M. Hariono 4:45 COMP 125. Withdrawn.



Section D San Diego Convention Center Room 26A



Molecular Mechanics Interacting Biomolecules M. Feig, Organizer K. E. Hauser, Presiding 1:30 COMP 126. Improved prediction of protein-ligand binding affinity on not-sobig data. R. Wang 1:55 COMP 127. Protein-ligand interactions through the computational microscope: Allostery in a canonical signaling domain. R. Malmstrom, A.P. Kornev, S.S. Taylor, R.E. Amaro 2:20 COMP 128. Dynamics-based drug design: The discovery and development of protein functional activators. G. Colombo 2:45 COMP 129. Novel in silico approach for modeling the dynamic nature of proteins. A. Hogner, K. Edman, V. Guallar, C. Grebner



5:00 COMP 115. Solvent and pH responsive polymers. S.W. Rick, A. Sharma



3:10 COMP 130. Structure and thermodynamics of peptide crystals from simulations with a polarizable force field. I. Nessler, M.J. Schnieders



5:15 Concluding Remarks.



3:35 Intermission.



Section C San Diego Convention Center Room 25C



Drug Discovery Structure-Based Drug Design M. R. Landon, Y. Tseng, Organizers R. P. Pemberton, Presiding 1:30 COMP 116. Withdrawn. 1:50 COMP 117. Comparing protein electrostatics to ligand SAR: Double the fun? T. Cheeseright, G. Tedesco, S. Tomasio, P. Tosco, M. Mackey 2:10 COMP 118. FolditDD: Crowdsourcing drug discovery. S. Combs, S. Kothiwale, J. Meiler, M. Vieth 2:30 COMP 119. Reactivating the p53 Y220C mutant by targeting a cryptic druggable pocket. O. Demir, J.D. Durrant, R. Mathur, G. Durairaj, P. Kaiser, R.E. Amaro 2:50 COMP 120. Addressing the elephant in the room: The impact of experimental protein structural quality on our ability to model protein function. O. Borbulevych, R.I. Martin, L.M. Westerhoff 3:10 COMP 121. Phospholipases A2: A pharmaceutical target to diminish inflammation. V.D. Mouchlis, J. McCammon, E.A. Dennis 3:30 Intermission.



‡ Cooperative



Cosponsorship



3:50 COMP 131. Dynamics, stability, and interactions of biomolecules in bacterial cytoplasm: Microscopic understanding with atomistic simulation. I. Yu, T. Mori, T. Ando, R. Harada, J. Jung, M. Feig, Y. Sugita 4:15 COMP 132. Impact of the intracellular environment on NF-κB signaling. M.R. Jones, A.K. Wilson 4:40 COMP 133. Mechanistic insights into the activation mechanism of cellular signaling proteins. D. Shukla 5:05 COMP 134. Interactions of insulin with calcium alginate from molecular dynamics simulations. D. Nadvorny, J.L. Soares, G.M. Seabra



Section E San Diego Convention Center Room 28B



Structure, Dynamics & Reactivity at Complex Interfaces with Relevance in Renewable Energy & Environmental Applications Cosponsored by CATL and PHYS V. Glezakou, R. Rousseau, Organizers R. Van Lehn, Presiding 1:30 COMP 135. Large-scale DFT simulations of O adsorption on Pt nanoparticles. C. Skylaris, J. Aarons, D. Thompsett, M. Sarwar 2:15 COMP 136. Molecular oxygen reactivity at graphene-metal interfaces: New insights from first-principles calculations. M. Pavone, E. Schiavo, A.B. Muñoz-García



2:40 COMP 137. First-principles studies of electrocatalysis at three-phase boundaries. J.P. Greeley, Z. Zeng, J. Kubal, H. Chun 3:05 COMP 138. Computational modeling of electrochemical bio-oil upgrading. D.C. Cantu, Y. Wang, Y. Yoon, A. Padmaperuma, M.A. Lilga, V. Glezakou, R. Rousseau 3:30 Intermission. 3:55 COMP 139. Towards a mechanistic understanding of molecular crystals nucleation: Insights from enhanced sampling simulations. M. Salvalaglio 4:40 COMP 140. Pegylated ionic liquid for solvation of biomass: In-silico insights into solvation, conformation effects, and energetics. T. Schutt, C.M. Maupin 5:05 COMP 141. Interactions of biogenic organic molecules with soil minerals and ionic species: An atomistic view. A. Andersen, P. Reardon, S. Chacon, N. Qafoku, N. Washton, M. Kleber 5:30 COMP 142. Influence of humidity on adsorption/desorption structure and dynamics in enhanced gas recovery. M.D. Kilmer, L. Tribe



TUESDAY MORNING Section A San Diego Convention Center Room 28A



ACS Award for Computers in Chemical & Pharmaceutical Research: Symposium in honor of Warren J. Hehre A. J. Shusterman, Organizer J. P. Bowen, Organizer, Presiding 8:30 COMP 143. Combinatorial design of density functionals: Survival of the most transferable, applied to the design of range-separated, hybrid meta GGAs. N. Mardirossian, M.P. Head-Gordon 9:00 COMP 144. Bringing computational chemistry into an undergraduate physical chemistry course. T. Engel, L.E. Johnson 9:30 COMP 145. Electronic structure methods for small-gap systems. F.U. Furche, V. Voora, S. Balasubramani, G. Chen, A. Le, M. Muuronen 10:00 Intermission.



Sponsored by MPPG, Cosponsored by BIOL, COMP and PHYS



10:15 COMP 146. CHARMM interface and graphics: A flexible web-user interface for education and application in molecular simulation and multiscale modeling. V. Schalk, Y. Pevzner, B.T. Miller, H.L. Woodcock



WCC 2016 Rising Stars Awards Symposium



10:45 COMP 147. Dr. Warren Hehre: Theoretician turned catalyst. S. Profeta



Sponsored by WCC, Cosponsored by CATL, CEI, COMP, ENFL and PMSE



Global Initiatives in Research Data Management & Discovery



11:15 COMP 148. Quantum pharmacology, pharmacophores, and more: Approaches for the identification of novel lead compounds. J.P. Bowen, O.F. Güner, J. Shim, K. Murnane, R.S. Phillips



Technical Infrastructures: Enabling Cultural Shifts



Section B



Multiscales Chemistry Mini-Platform



Sponsored by CINF, Cosponsored by ANYL, COMP, MEDI and PHYS



San Diego Convention Center Room 26B



Preparing for the Real World: Challenges Faced by Young Investigators



Materials Science M. Haranczyk, Organizer



Research at PUI’s



R. C. Remsing, Presiding



Sponsored by MPPG, Cosponsored by CHED, CINF, COMP, PHYS and YCC



8:30 COMP 149. Computational screening for compatibility between organic solvents and photovoltaic materials. A. Goldberg, M. Halls, T.J. Mustard, D. Lupyan, J. Gavartin, S. Kwak, D. Giesen, T. Hughes, Y. Cao



Computational Chemistry Across Catalysis Oxide Catalysts & Key Industrial Reactions Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



Undergraduate Research Posters Computational Chemistry Sponsored by CHED, Cosponsored by COMP and SOCED



9:00 COMP 150. Importance of polarization in simulations of H2 sorption in rht-MOF1. T. Pham, K. Forrest, B. Space 9:30 COMP 151. Molecular dynamics simulations of a light-harvesting molecular triad in explicit tetrahydrofuran solvent using polarizable force field. O.N. Starovoytov, M.S. Cheung 10:00 COMP 152. Three-body interactions of solid helium calculated within the Einstein model. D. DAndrea, R.J. Hinde



MONDAY EVENING



10:20 Intermission.



Section A



10:35 COMP 153. Core-softened potentials for modelling the anomalous properties of silica. S. Izvekov, B. Rice



San Diego Convention Center Halls D/E



Sci-Mix H. L. Woodcock, Organizer 8:00 - 10:00



26, 85. See previous listings. 150, 232, 248, 257, 268, 327, 406, 413, 448-449, 452, 513, 599. See subsequent listings.



11:05 COMP 154. Sustainable cyberinfrastructure for computational chemistry. S.V. Pamidighantam, N. Doshi, S. Nakandala, S. Marru, M. Pierce 11:35 COMP 155. Structure and dynamics of electrostatic striped colloidal assemblies. G. Chong, N. Sarda, R. Hernandez 11:55 COMP 156. Computational exploration of how hydroxamate groups bind to TiO2 surfaces. B. Rudshteyn, J. Chen, B.J. Brennan, C.F. Negre, S. Chaudhuri, B.Q. Mercado, R.D. Silva, A. Monti, L.G. Rego, G.W. Brudvig, R.H. Crabtree, V.S. Batista



COMP Section C San Diego Convention Center Room 25C



Drug Discovery ADMET Modeling & Informatics M. R. Landon, Y. Tseng, Organizers



11:40 COMP 174. BI/BII backbone sub state dynamics in protein-bound DNA. J.C. Robertson, T.E. Cheatham 12:05 COMP 175. DNA strand length differences and their impact on hybridization in model DNA microarrays: A Monte Carlo molecular simulation study. J.M. Stubbs, S. Cooper, B.R. Rivard, L. Pelletier



D. Janezic, Presiding 8:30 COMP 157. Scaffold analysis of Ames mutagenicity. Y. Tseng 8:50 COMP 158. Study and prediction of the toxicity of high-energy molecules. C. Alliod, J. Chemelle, G. Jacob, R. Terreux 9:10 COMP 159. Which P450: Predicting which cytochrome P450 isoforms are involved in the metabolism of a xenobiotic. P. Hunt, J. Tyzak, M.D. Segall 9:30 COMP 160. In silico methods for quantitative structure-phenotype relationships. M.L. Hall 9:50 COMP 161. Molecular diagnostic system: A step toward virtual pharmaceutical company. H. Sun 10:10 Intermission. 10:25 COMP 162. De novo design in the synthetically accessible compounds universe. C. Lemmen 10:45 COMP 163. Computational drug discovery using deep learning approaches. O. Isayev, R. Politi, A. Tropsha 11:05 COMP 164. BCL::EvoGen: A reaction-based, evolutionary algorithm for de-novo molecular design. A. Geanes, J. Meiler



Section E



TUESDAY AFTERNOON



Section C



Section A



San Diego Convention Center Room 25C



San Diego Convention Center Room 28A



ACS Award for Computers in Chemical & Pharmaceutical Research: Symposium in honor of Warren J. Hehre



San Diego Convention Center Room 28B



J. P. Bowen, Organizer



Quantum Mechanics



1:30 COMP 184. Dynamic criteria of mechanisms of organic reactions. K.N. Houk



Cosponsored by PHYS S. E. Wheeler, Organizer A. Saha, Presiding 8:30 COMP 176. Black-box, highly accurate approach to dynamic and static electron correlation based on spin projection. T. Tsuchimochi, S. Ten-no 9:00 COMP 177. Approximate coupled-cluster methods: Addition by subtraction? V. Rishi, A. Perera, R.J. Bartlett 9:20 COMP 178. New index for dynamic electron correlation. E. Ramos-Cordoba, P. Salvador, E. Matito 9:50 Intermission. 10:05 COMP 179. cc-pV5Z-F12 basis set: Reaching the basis set limit in explicitly correlated calculations. J.M. Martin, K.A. Peterson, M.K. Kesharwani



A. J. Shusterman, Organizer, Presiding



2:00 COMP 185. Computational approaches to identifying biological dark matter, exemplified by “hidden genes” in HIV-1 and Ebola. E.W. Taylor, L. Premadasa, M.E. Morgan, J.A. Ruzicka



3:45 COMP 188. Exploring flexibility and molecular recognition in the human cytochrome 3A4. M. Kontoyianni, B. Lacy, C. Hayes, D. Ansbro



3:30 Intermission.



4:15 COMP 189. Award Address (ACS Award for Computers in Chemical and Pharmaceutical Research sponsored by the ACS Division of Computers in Chemistry). Bringing quantum chemistry into the mainstream. W.J. Hehre



Materials Science



C. R. Allen, Presiding 8:30 COMP 167. Molecular dynamics studies targeting the DNA-binding process of ERG focusing on autoinhibition and sequence recognition. I.R. Gould 8:55 COMP 168. Hybrid modeling of ubiquitin- and SUMO-modified PCNA complexes: Implications for DNA damage responses. C. Yan, S. Tsutakawa, X. Xu, Z. Zhuang, M. Washington, J.A. Tainer, I.N. Ivanov 9:20 COMP 169. Clues for fidelity and overall efficiency of human DNA polymerase η. M.N. Ucisik, S. Hammes-Schiffer 9:45 COMP 170. Human transcription factor in search mode. K.E. Hauser, B. Essuman, Y. He, E.A. Coutsias, M. Garcia-Diaz, C.L. Simmerling 10:10 COMP 171. Cyclic, nucleotide modulation of structure and dynamics of the cytoplasmic domanin of the HCN2 ion channel. F. Tofoleanu, B. Brooks 10:35 Intermission. 10:50 COMP 172. QM/MM approach to the phosphate cleavage of non-reactive RNA nucleotides. V. Mlynsky, G. Bussi 11:15 COMP 173. Mg2+/RNA binding: Insights from atomistic molecular dynamics with enhanced sampling. R.A. Cunha, G. Bussi



Computational Chemistry Across Catalysis Electrocatalysis & Photocatalysis



San Diego Convention Center Room 26B



M. Haranczyk, Organizer B. Rudshteyn, Presiding 1:30 COMP 190. Assessing zeolite frameworks for noble gas separations through a joint experimental and computational approach. K.V. Lawler, A. Sharma, B. Alagappan, P. Forster 1:55 COMP 191. Tuning the electronic and optical properties of complex oxides for efficient light harvesting. I. Nayyar, S.E. Chamberlin, T. Kaspar, N. Govind, S. Chambers, P.V. Sushko



Multiscales Chemistry



2:20 COMP 192. Insights into the interfacial interactions controlling the liquid phase exfoliation of phosphorene from molecular dynamics. V. Sresht, A. Pádua, D. Blankschtein



Soft Matter



2:40 Intermission.



Sponsored by MPPG, Cosponsored by BIOL, COMP and PHYS



2:55 COMP 193. Rapid screening to identify new proton-conducting electrolytes. P. Wisesa, T. Mueller



Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



Computer-Aided Drug Design Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



2:10 COMP 199. Withdrawn.



3:10 COMP 202. Investigation of binding affinity in bio-molecular complexes. G. Calabro



11:25 COMP 182. QM/MM protocol for direct molecular dynamics of chemical reactions in solution: The water-accelerated Diels-Alder reaction and rebound oxidation reactions. Z. Yang, C. Doubleday, K.N. Houk



M. Feig, Organizer



1:50 COMP 198. Prediction of protein-ligand binding using QM/MM-based methods. C. Zheng, A. Marion, I. Antes



2:50 COMP 201. Withdrawn.



Section B



11:45 COMP 183. Polarizable QM/MM based on the AMOEBA force field and linear-scaling DFT. J. Dziedzic, M.P. HeadGordon, T.L. Head-Gordon, C. Skylaris



1:30 COMP 197. Molecular dynamics-generated ensemble structures improve virtual screening performance. S. Jusoh, R.V. Swift, T.L. Offutt, J.D. Durrant, R.E. Amaro



3:15 COMP 187. Molecular interactions from first principles. M.S. Gordon, S.R. Pruitt, K. Brorsen



10:55 COMP 181. Orbital, optimized, random-phase approximation and intermolecular interactions. V.K. Voora, S. Balasubramani, F.U. Furche



Nucleic Acids



R. Malmstrom, Presiding



3:00 Intermission.



11:45 COMP 166. AtomNet: A deep, convolutional neural network for bioactivity prediction in structure-based drug discovery. I. Wallach, M. Dzamba, A. Heifets



Molecular Mechanics



M. R. Landon, Y. Tseng, Organizers



2:30 COMP 186. Molecular models for the organic chemistry classroom: A look back and a look forward. A.J. Shusterman



11:25 COMP 165. Pharmit: Interactive exploration of chemical space. D. Koes



San Diego Convention Center Room 26A



Molecular Dynamics Simulation



2:30 COMP 200. Drug-membrane interactions at different pH values: Molecular dynamics simulations in combination with experimental techniques. S. Jakobtorweihen, D. Lopes, C. Nunes, S. Reis, I. Smirnova



10:35 COMP 180. Making and breaking bonds with absolutely localized molecular orbitals: An energy-decomposition analysis for bonded interactions. D.S. Levine, M.P. Head-Gordon



Section D



Drug Discovery



3:25 COMP 194. Electronic frustration-driven ionic conductivity in a superionic solid electrolyte: Simulating dynamic disordering of polar covalent bonds. N. Adelstein, B. Wood 3:55 COMP 195. Predictive design and validation of novel ion-selective membranes for energy storage devices. B. Helms, C. Li, A. Ward, S. Doris, T. Pascal, D. Prendergast, X. Qu, K. Persson 4:25 COMP 196. Tuning the electronic properties of ZnO nonpolar surfaces for solar energy conversion devices: New insights from a first-principles study. A. Rodríguez García, A.B. Muñoz-García, R. Di Girolamo, F. Auriemma, C. De Rosa, M. Pavone



3:45 COMP 203. Structural effects of posttranslational modifications of polytheonamide B revealed by molecular dynamics simulations. A. Renevey, S. Riniker 4:05 COMP 204. Detection and evolution of allosteric pockets and their networks from MD simulations. G. La Sala, S. Decherchi, W. Rocchia, M. De Vivo 4:25 COMP 205. Synergistic use of QM/MM x-ray crystallography and time-averaged MD analysis: Protonation-state modeling. O. Borbulevych, C. Velez Vega, L.M. Westerhoff, D. Mckay, J. Duca 4:45 COMP 206. Targeted approach to automating the discovery of transition state geometries with minimal input in order to predict reactivity. L.D. Jacobson, A. Bochevarov 5:05 COMP 207. Can we turn the histidine switch off? Molecular dynamics simulations of flavivirus envelope proteins. D.I. Osolodkin, E.V. Dueva, V.A. Palyulin, N.S. Zeﬁrov



Section D San Diego Convention Center Room 26A



Molecular Mechanics Solvation, pH & Ions M. Feig, Organizer K. E. Hauser, Presiding 1:30 COMP 208. Coarse grained description of electronic structure yields water’s unique properties from ice to the supercritical phase. G.J. Martyna 1:55 COMP 209. Water solvation under pH and temperature variations in type III antifreeze protein: A molecular dynamics computational analysis. A. Peramo 2:20 COMP 210. Origin of pKa shifts of SNase internal ionizable residues via VMMS simulation in explicit water. X. Wu, A. Damjanovic, B. Brooks 2:45 COMP 211. Advances in constant pH molecular simulation with the EDS-HREM and 2D-EDS-HREM methods. B.T. Miller, J. Lee, A. Damjanovic, B. Brooks 3:10 COMP 212. Further step to the understanding of the solvation behavior of alcohols in ionic liquids. A. Appelhagen, D. Kerlé



COMP



TECHNICAL PROGRAM



3:35 Intermission. 3:50 COMP 213. Truth and lies of MM/ GBSA. Z. Jia, V. Agrawal, Y. Liu, T. Han, B.N. Dominy



Opportunities & Progress in Computational Prediction of Contaminant Toxicity, Fate & Transport Properties



COMP 236.



Accelerating ab initio simulations of molecular motion. R. Steele



COMP 237.



High-throughput prediction of minor groove electrostatic potential in studies of protein-DNA recognition.



4:15 COMP 214. Solute-solvent energetics based on proximal radial distribution functions. S. Ou, B.M. Pettitt



Sponsored by ENVR, Cosponsored by COMP



4:40 COMP 215. Fluctuation solution theory investigation of the Kirkwood superposition approximation for pure water. G. Pallewela, E.A. Ploetz, P.E. Smith



TUESDAY EVENING



Section D



Section A



San Diego Convention Center Hall E



T. Chiu, R. Rohs



San Diego Convention Center Hall E



Section E



Chemical Computing Group Excellence Award for Graduate Students



San Diego Convention Center Room 28B



C. L. Simmerling, Organizer



Quantum Mechanics



COMP 224.



S. E. Wheeler, Organizer P. S. Hudson, Presiding 1:30 COMP 217. Multiscale modeling with no loss of accuracy: Dynamics of embedded ground and excited states. M. Pavanello



6:00 - 8:00



High-order diagrammatic vibrational coupled-cluster theory.



J. Faucheaux, S. Hirata COMP 225.



Towards a real-time description of magnetic systems with applications to magnetic circular dichroism spectroscopy.



J.J. Goings, X. Li COMP 226.



Modeling reactivity to soft, hard, and biological targets with a deep learning network. T. Hughes, N. Dang, G.P. Miller,



2:00 COMP 218. Accurate, fragment-based quantum chemistry methods for large molecular systems. A. Saha, K. Raghavachari



COMP 227.



2:20 COMP 219. Libra: An open-source, “methodology discovery” library for quantum and classical dynamics simulations. A.V. Akimov



COMP 228.



2:50 COMP 220. Electronic couplings in complex molecular systems: A computational implementation. D. Kosenkov, Y. Kholod 3:20 Intermission. 3:35 COMP 221. Non-equilibrium ring-polymer molecular dynamics. R. Welsch, S. Althorpe, T.F. Miller 4:05 COMP 222. Quantum Andersen thermostat. D. Rogers 4:35 COMP 223. Electron trajectories in molecular orbitals. I. Sumner, H. Anthony



Computational Chemistry Across Catalysis From Metallic Nanoparticles to Isolated Metal Active Site Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



Multiscales Chemistry Liquids



S. Swamidass



Insights on TET2 activity for DNA demethylation from MD simulations. H. Torabifard, M. Yan Liu, R.M. Kohli,



G.A. Cisneros



Chemically specific dynamic bond percolation model for computational screening of polymer electrolytes.



M. Webb, B.M. Savoie, Z. Wang, T.F. Miller



Section B San Diego Convention Center Hall E



NVIDIA GPU Award M. E. Berger, Organizer 6:00 - 8:00 COMP 229.



Automated code engine for generation and optimization of electronic integrals on graphics processing hardware. C. Song, L. Wang, T.J. Martinez



COMP 230.



Constant pH-replica exchange on graphics processors applied to beta-secretase 1 inhibitor design.



D. Mermelstein, J. McCammon, R. Walker COMP 231.



Predicting binding-free energies in a combinatorial chemical space using a GPU implementation of multisite lambda dynamics. K. Armacost, G. Goh,



C.L. Brooks



Sponsored by MPPG, Cosponsored by BIOL, COMP and PHYS



Computer-Aided Drug Design Computational Biophysics Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



COMP 232.



GPU implementation of energy minimization for virtual screening.



J. Sunseri, D. Koes COMP 233.



Routinely tracting long-timescale protein motions via GPU-based orthogonal space sampling molecular dynamics.



E. Aitchison, D. Wu, W. Yang



Poster Session H. L. Woodcock, Organizer



Section C San Diego Convention Center Hall E



OpenEye Outstanding Junior Faculty Award in Computational Chemistry



COMP 238.



Withdrawn.



COMP 239.



Comparison of the structure and bonding in the aliphatic boronic R–B(OH)2 and borinic R–BH(OH) acids (R = H; NH2, OH, and F): A computational investigation. N.Z. Rao, J.D. Larkin, C.W. Bock



C. L. Simmerling, Organizer 6:00 - 8:00 COMP 234.



Enabling transport across the blood brain barrier. S. Nangia



COMP 235.



Density-functional theory electron density errors in ionization and dynamics. C. Isborn



Cosponsorship



Interfacial adsorption of patchy nanoparticles onto hairy vesicles. M. Dutt,



F. Aydin, G. Uppaladadium COMP 258.



Development of extended force filed for Ru-carbene complex and conformational energy profiles of Ru=C rotation. N. Nakayama, Y. Nakagawa,



H. Gotoh, S. Iwasa



Treatment of sulfur electrostatic anisotropy in the OPLS-AA force field.



X. Yan, W.L. Jorgensen COMP 260.



Effect of single nucleotide polymorphisms on drug responses in erythrocyte metabolism. N. Mih, E.C. Brunk,



A. Bordbar, B.O. Palsson



COMP 240.



COMP 261.



COMP 241.



COMP 262.



Protein deamidation prediction with machine learning and molecular dynamics. L. Jia, Y. Sun First-principles molecular dynamics studies of mercury solvation in a deep eutectic solvent. E.O. Fetisov,



D. Harwood, I.W. Kuo, C.J. Peters, J.I. Siepmann COMP 242.



In-silico design of drug-like molecules by a fragment-based molecular evolutionary approach. K. Kawai,



Systematized procedure for the theoretical study of a diatomic substance.



C. Cronce, G.G. Hoffman



Molecular dynamics study of the selective encapsulation of galactose by arylamide foldamers. A. Lai, Z. Liu, A. Abramyan, V. Pophristic



COMP 263.



Sensitivity in predicted relative binding free energies from incremental ligand changes within a model binding site. N. Lim, L. Wang, D.L. Mobley, R. Abel



COMP 264.



N. Nagata COMP 243.



Accurate, on-the-fly interpolation of quantum mechanical energy and forces of large systems incorporated into an adaptive multi-level QM/MM simulation tool. M.R. Salazar



COMP 244.



Ground state stabilization of non-enzymatic β-keto acid decarboxylation in aqueous solution. A. Tamez,



J.D. Evanseck COMP 245.



Effect of bulky substituents with varying electronic characteristics on the stereoselective synthesis of substituted pyrrolidines. D. Jones, M. Milletti



COMP 246.



Light-harvesting in heterogeneous environments. C. Steinmann,



J. Kongsted COMP 247.



Benchmarking computational protein design methodologies: Transaminases as a case study.



A. Crespo, A. Rodriguez-Granillo, K. Lexa, J.C. Moore, N. Marshall, K. Hiraga, E.C. Sherer, B. Sherborne, K. Canada, M. Truppo COMP 248.



New approaches to the chemical synthesis of acetoxylanosterol and its computer approaches to MNDO calculation. E.J. Parish, Y. Lo, W. Huang,



H. Honda, T. Wei COMP 249.



COMP 265.



Structural basis of partial agonism at the dopamine D3 receptor.



M. Michino, C.A. Boateng, P. Donthamsetti, O.M. Bakare, A. Bonifazi, M. Ellenberger, T.M. Keck, C. Zhu, J.A. Javitch, A.H. Newman, L. Shi COMP 266.



Molecular dynamics of single-chain hydrophobic polymers in water.



M. Drenscko, S. Loverde COMP 267.



Stochastic model of Ca2+ sparks in cardiomyocytes: Using MCell to investigate the fundamental sub-cellular processes of the heartbeat. S.P. Hirakis,



T. Bartol, T. Sejnowski, R.E. Amaro COMP 268.



Comparison between Darcy’s law and Darcy-Brinkman formulation for reactant transport in PEFC porous media.



O. Beruski, T. Lopes, A.R. Kucernak, J. Perez COMP 269.



Implicit solvent coarse-grained model of polyamidoamine dendrimers: Role of generation and pH. L. Chong,



F. Aydin, M. Dutt COMP 270.



Advanced multi-modal scanning tunneling microscopy and spectroscopic imaging analyses. M. Cornelius



COMP 271.



M.K. Holloway, Y. Gao



COMP 272.



COMP 250.



Stochastic simulation algorithm applied to electrochemical systems.



COMP 251.



Normal mode analysis of alpha-beta tubulin dimers. A. Manandhar,



M. Kang, S. Loverde COMP 252.



Development of force field for diorganopolysilanes: Silicon, carbon, and hydrogen system. N. Suzuki, N. Nakayama,



M. Fujiki, H. Goto COMP 253.



Predicting partition coefficients and solvation using alchemical free energy calculations. C.C. Bannan,



D.Y. Kyu, D.L. Mobley COMP 254.



Elucidating an intrinsic role of glycosylation on protein secondary structure. J. Rogers, S. McHugh, Y. Lin Withdrawn.



High-performance calculation of



HF exchange using GPUs. S. Nagashiro, Y. Furukawa, R. Koga, K. Yasuda



Improving the scoring of protein-ligand binding affinity by including the desolvation energy. Y. Li, R. Wang,



COMP 255. ‡ Cooperative



D. Venkateswarlu



COMP 259.



6:00 - 8:00



O. Beruski, E.G. Machado, H. Varela



Technical program information known at press time. The ofﬁcial technical program for the 251st ACS National Meeting is available at: www.acs.org/sandiego2016



Binding free-energy analysis of alanine mutations of the interface residues in blood coagulation factor VIIIa: Functional implications for thermostable co-factor variant. S.M. Shearin,



COMP 257.



5:05 COMP 216. Modeling the nucleation of organic molecules. E.E. Santiso



Cosponsored by PHYS



COMP 256.



Convolutional neural networks for protein-ligand scoring. M. Ragoza,



J. Collins, D. Koes



How many sulphur(S) can be in a row? B. Fiser, B. Jojart, B. Viskolcz,



I.G. Csizmadia, E. Gomez-Bengoa COMP 273.



DFT analysis of water clusters, dopaminergic derivatives, and their desolvation energies. M. Morris, A.K. Hatstat,



L.W. Peterson, M.L. Caﬁero COMP 274.



Oncogenic mutations hijack Bax toward an off-pathway nonproductive state. M. Zhang, R. Hu, R. Nussinov, B. Ma, J. Zheng



COMP 275.



How structural and thermodynamic properties scale with the length of a model, disordered polypeptide.



J. Drake, B.M. Pettitt COMP 276.



Effect of electronic couplings on charge transfer rates in Cd33Se33 quantum dots functionalized by Ru(II) complexes. P. Cui, S. Kilina



COMP COMP 277.



DFT design of inhibitors of the



LPXC enzyme. C. Dishuck, A.J. Dewar, L.W. Peterson, M.L. Caﬁero COMP 278.



DFT analysis of the selectivity of known bioactive ligands in the sulfotransferase and catechol-o-methyltransferase enzymes. C. Pinckney, L.W. Peterson,



M.L. Caﬁero COMP 279.



Ab initio design of novel inhibitors for catechol-O-methyltransferase. A.K. Hatstat, M.L. Caﬁero, M. Morris, L.W. Peterson



COMP 280.



Computational determination of pKas on pH-responsive and luminescent dimetallic lanthanide complexes.



J.S. O’Brien, L.E. Hopper, M. Bailey, M.J. Allen, G.A. Cisneros COMP 281.



Scalable, fragment-based ensemble generator for docking studies, structure prediction, and condensed-phase simulations. D.S. Cerutti, Z. Zheng, N. Bansal, K.M. Merz



COMP 282.



Fragment based energetic analysis of conformers with linear-scaled CCSD method. Y. Jin, R.J. Bartlett



COMP 283.



Development of algorithms advancing all-atom lipid bilayer simulations. C. Lin, R. Walker



COMP 284.



Computational insights into the optimization of anti-HIV alternating copolymers. L.R. Hollingsworth, R. Fuchs, C. Werle, A. Brown, D.R. Bevan, R.D. Gandour



COMP 285.



Molecular dynamics simulation of C60 fullerenes encapsulation into graphene trench. E. Lee, S. Kim, K. Kim, J. Kang



COMP 286.



Binding free energy study of a small molecule to a target by metadynamics and alchemical transformation.



Y. Tanida, A. Matsuura COMP 287.



Kinetics of proton transfer for ligands in the SULT1A1 active site. D. Wilson, A. Weems, L.W. Peterson,



M.L. Caﬁero COMP 288.



DFT study of the selectivity of DOPA-decarboxylase. A. Ritter,



E. Harrison, L.W. Peterson, M.L. Caﬁero COMP 289.



Ab-initio potential energy surfaces for bond dissociation through coupled-cluster methods: The case of triple bond-dissociation in nitrogen molecule.



V. Rishi, A. Perera, R.J. Bartlett COMP 290.



Computing aqueous absorption spectra: The effect of solute polarity and basis set on convergence with respect to the amount of explicit solvent.



J. Milanese, C. Isborn COMP 291.



Prediction of the molecular weight distribution in ATRP techniques using the RSQSSA methodology.



I. Zapata, R. Hutchinson, E. Saldivar, K. Payne, A. Licea-Claverie COMP 292.



Molecular-field-based design and analysis of thiophene sulfonamide derivatives as inhibitors of trans-2-enoylacyl carrier protein reductase, InhA.



P.M. Imran, S. Varghese, N.A. Vellore COMP 293.



Computational modeling of the conformational dynamics of the activation process of MAPK-interacting kinases (Mnks). M. Kumarasiri, T. Teo, W. Shudong



COMP 294.



Hydration structure in the active site of human coagulation factor Xa.



H. Sato, A. Matsuura COMP 295.



Computers and chromatography: From atoms to columns.



R.K. Lindsey, M.R. Schure, P. Carr, J.I. Siepmann COMP 296.



Investigation of the structure and dynamics of the type IV pilus retraction motor PilT using molecular dynamics simulation. A. Andrews, J.L. Baker



COMP 297.



Role of side alkyl chains in interactions between conjugated polymers and carbon nanotubes. B.J. Gifford,



COMP 318.



S. Kilina



COMP 319.



COMP 298.



Development of ionic liquid OPLS-AA force field parameters for use in molecular dynamics and Monte Carlo simulations. O. Acevedo, B. Doherty



COMP 299.



Investigating molecular recognition in FMN aptamer through molecular dynamics simulations. P. Gasper,



A.A. Chen COMP 300.



Microwave-assisted synthesis of a MK2 inhibitor by Suzuki-Miyaura coupling for study in Werner syndrome cells. M.A. Baashen



COMP 301.



Prediction of new thermodynamically stable aluminum oxides. S. Wang, A. Oganov, Q. Zhu



COMP 302.



Kinetic analysis of the azaCope/Mannich reaction of substituted oxazolidines: Effect of an electron-withdrawing group. A.S. Durden, M. Milletti



COMP 303.



New approach to calculate the complexation-induced 1H NMR chemical shift changes in proteins. Z. Yu, P. Li,



K.M. Merz COMP 304.



MTRec-flex: A novel method for incorporating flexibility in the receptor’s binding pocket. N. Bansal, Z. Zheng, K.M. Merz



COMP 305.



Withdrawn.



COMP 306.



Conventional strain energies and relative stabilities of the isomers of dimethyl and dinotrocyclobutadiene.



B. Peyton, Q. Cheng, S. Smith, D.H. Magers COMP 307.



Superconductivity of novel tin hydrides (SnnHm) under high pressure.



M. Davari Esfahani, A. Oganov, Q. Zhu, S. Wang, X. Zhou, M. Rakitin, H. Dong, Z. Wang COMP 308.



Computational methods for the elcudiation of polymerase function.



T. Coulther, R. Parasuram, P.J. Beuning, M.J. Ondrechen COMP 309.



Ab initio investigation of the aqueous solvation of the nitrate ion.



S.R. Pruitt, K. Brorsen, M.S. Gordon COMP 310.



Computational analysis of electrostatic interaction between chronic myeloid leukemia drugs and the target, BCR-ABL kinase. F. Nyaisonga, L. Hiller,



L. Liu, M. Radhakrishnan COMP 311.



Free energy calculations in enzymes using the paradynamics approach. M. Feliks, A. Warshel



COMP 312.



Coarse-grained simulations of a coherently dynamic, two-dimensional protein crystal. R. Alberstein, F.A. Tezcan,



F. Paesani COMP 313.



Electronic excitations in Reichardt’s and Brooker’s solvatochromic dyes in solvents of varying polarity.



J. Zuczek, J. Shaw, D. Kosenkov COMP 314.



Investigations into the mechanism of the nucleophilic substitution reaction using M06-2X. P. Vo



COMP 315.



Quantum chemical study of mechanism and stereoselectivity of zincand NADP-dependent secondary alcohol dehydrogenase. S. Moa, F. Himo



COMP 316.



Efficient characterization of local millisecond dynamics: Dihedral entropy from accelerated MD. A.S. Kamenik, J. Fuchs, K. Liedl



COMP 317.



Molecular dynamics investigation of ice nucleation and growth in supercooled water in the presence of an electric field. A. Webb, K. Leong, F. Wang,



A.L. Williams



QM/MM analysis of the mechanism of the ubiquitin conjugating enzyme UBC13. W.M. Jones, A. Davis, I. Sumner Modeling 10000 antibodies in about an hour: Leveraging the power of the Amazon cloud. E. Metwally



COMP 320.



Molecular simulations of type IV pilin subunits from three organisms in a lipid bilayer. T. Brier, J.L. Baker



COMP 321.



Complete basis set limits for the Hartree-Fock and second-order MøllerPlesset energies for DMPO, EMPO, and their hydroxyl radical adducts. H.B. Short, C.E. Warden, S.J. Kirkby



COMP 322.



Reduction potential studies of respiratory complex I. K. Tran, T. Ichiye



COMP 323.



Expansion of the Amber Lipid14 force field: Enabling complex membrane molecular dynamics. B. Madej, C. Dickson,



A. Skjevik, L. Yang, I.R. Gould, R. Walker COMP 324.



Modelling solvation of micelles. O.A. Hull, A. Mishra, D.S. English,



K. Mitchell-Koch COMP 325.



Exploring the interplay of dynamics and catalysis in Escherichia coli prolyl-tRNA synthetase using quantum mechanical/molecular mechanical simulations. T.T. Huynh, C. Reinhardt, A.N. Hodac,



L.M. Adams, S. Hati, S. Bhattacharyay COMP 326.



Extension of the Amber Lipid14 force field to glycolipids: Parameterization and validation. L. Yang, B. Madej,



Å.A. Skjevik, C. Dickson, H. Wang, I.R. Gould, R.C. Walker COMP 327.



Monte Carlo studies of vapor-liquid equilibria for a Langmuir monolayer of pentadecanoic acid.



M.S. Minkara, R.K. Lindsey, J.I. Siepmann COMP 328.



First-principles molecular dynamics study of mercury solvation in an imidazolium ionic liquid. R. Hembree,



E. Fetisov, C.J. Peters, J. VandeVondele, J.I. Siepmann COMP 329.



Computational approach for performing medicinal chemistry transformations within a 3D active site. R. Alvarez, A. Deschenes, N. Thorsteinson



COMP 330.



Effects of size, charge, and ligands on photophysical properties of small silver clusters. M.A. Jabed,



N.K. Dandu, S. Kilina COMP 331.



Probing electrostatic interactions between amino acids and urea using ab initio calculations. M.S. Minkara,



D. Urul, M.N. Weaver, K.M. Merz COMP 332.



Enhancing virtual screening performance of protein kinases by incorporating molecular dynamics simulations.



T.L. Offutt, R. Swift, S. Jusoh, R.E. Amaro



COMP 338.



Virtual screening of organic dyes based on pseudospectral time dependent density functional theory. A. Bochevarov,



Y. Cao, M. Halls, A. Goldberg COMP 339.



Shift/collapse algorithm based on neighbor list: Toward fast and scalable dynamic many-body molecular dynamics simulation. M. Kunaseth, A. Nakano,



S. Hannongbua COMP 340.



Use on implicit solvation in the prediction of sorption free energies of cationic amines on montmorillonite: A linear interaction energy method. A. Villasenor, M.A. Samaraweera, J. Gascon, W. Jolin, D. Vasudevan, A. MacKay



COMP 341.



Molecular dynamics study of triptycene rotors in metal organic frameworks: Structure-enforced gearing.



S. Yang, X. Jiang, M.A. Garcia-Garibay, K.N. Houk COMP 342.



Assigning acetol: Simulated IR spectra using high level ab-intio methods.



N. Tipton, S.D. Williams COMP 343.



Withdrawn.



COMP 344.



Investigation of ligand binding pathways to neuraminidase using MM/ GBSA free energy analysis. P.F. Marris,



L.M. Krause, J. Sorensen, A.W. Van Wynsberghe COMP 345.



Effects of roaming on reaction kinetics. M. Zekarias, I. Ulusoy,



R. Hernandez COMP 346.



Examination of the complete binding pathways of ligands to H274Y and wild-type neuraminidase via multiscale sampling and MM/GBSA analysis.



A.W. Van Wynsberghe, R.W. Wenner, E.M. Lewis, D.F. Dacres COMP 347.



Human health and the environment: Predicting plasma protein binding and metabolic clearance rates of environmentally relevant chemicals. B.L. Ingle,



B.C. Veber, J.W. Nichols, R. Tornero-Velez COMP 348.



Steered-molecular dynamics simulations and mutational studies to explore the interplay of coupled-domain dynamics and substrate binding in prolyl-tRNA synthetases. M. Matthew, A.N. Hodac, T.T. Huynh, L.M. Adams, S. Hati, S. Bhattacharyay



COMP 349.



Computational study examining the stability of 3’ overhangs in the RNAi mechanism. S. Telehany, M.C. Nagan



COMP 350.



Molecular basis of sliding clamp diffusion along DNA. E.K. Carter,



I.N. Ivanov COMP 351.



Cation-π interactions of curved π surfaces: Corannulene and tweezers.



A. Mirchi, T. C. Dinadayalane, J. Leszczynski



COMP 333.



Gauging the performance of density functionals for lanthanide-containing molecules. G. Schoendorff, S. Grimmel,



A.K. Wilson COMP 334.



Free-energy calculations for ligand/phosphopeptide and BRCT domain binding. W. You, C. Chang



COMP 335.



Activation barriers for alkylation of nucleotides in aqueous solutions by dimethyl sulfate, diethyl sulfate, and related compounds. G.A. Papadantonakis,



D.R. Eichler, H.A. Hamann, K.A. Harte COMP 336.



Role of free energy in effectively computing carbohydrate NMR chemical shifts. P.S. Hudson, B. Pollard, M.T. Kemp,



M.F. Crowley, H.L. Woodcock COMP 337.



Continuous evaluation of ligand pose prediction (CELPP): An automated workflow for weekly cross-docking blinded challenges. S. Liu, C. Chrus,



J. Grethe, R.V. Swift, R.E. Amaro, V. Feher, M.K. Gilson
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COMP
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COMP 352.



Noble gas adsorption on the TiO2(110) surface: An ab-initio-assisted venture in van der Waals-corrected DFT.



A. Abbaspour Tamijani, A. Salam, M. de Lara-Castells COMP 353.



Characterization of the HLTV-1 rex peptide bound to an RNA aptamer.



Z. Fallon, M.C. Nagan COMP 354.



Virtual screening for inhibitor to monomethyltransferase PR-Set7.



T. Sakano, T. Kawamura, H. Fujitani COMP 355.



Withdrawn.



COMP 356.



Effects of viscosity and macromolecular crowding on the diffusion-controlled rate constant of ferredoxin with ferredoxin NADP+ reductase. S. Sweger,



J.D. Madura COMP 357.



Examination of the LCST and hydration properties of PNIPAM and its substituents from molecular dynamics simulations. M. Galbraith, J.D. Madura



COMP 371.



Parameterizing fluorescent protein chromophores for molecular dynamics simulations. D.L. Blood, A. Rosnik, B.P. Krueger



COMP 372.



Computational investigation of domain registration of membrane rafts.



N. Chen, P.B. Moore COMP 373.



Identifying hotspot residues for rational enzyme design in haloalkane dehalogenase. G. Jindal, A. Warshel



COMP 374.



Benchmarking computational methods for binding free-energy estimation. J. Sunseri, D. Koes



COMP 375.



Top-down vs. bottom-up formation mechanism for fullerenes and endohedral metallofullerenes. H. Bell, A. Lambert, T.J. Fuhrer



COMP 376.



Computational analysis of proposed tetrafuromacrolide. E. Kaufman,



J.L. Duffy-Matzner, A. Viste COMP 377.



Nucleoid macromolecular crowding effect on protein diffusion.



Fragment oriented molecular shape (FOMS) search: A novel shape-based virtual screening method.



A. Yildirim, T. Ando, Y. Sugita, M. Feig



E.R. Hain, D. Koes



COMP 358.



COMP 359.



Developing monovalent ion parameters for the optimal point charge (OPC) water model. J. Dood, B.P. Krueger



COMP 360.



Computational design of metabotropic glutamate receptors with non-natural ligands. B. Mueller, J. Meiler



COMP 361.



Determining the mechanism of the ubiquitin-conjugating enzyme UBC13 with QM/MM and metadynamics.



A. Davis, W.M. Jones, S. Zamﬁr, I. Sumner COMP 362.



Picture tells a thousand words: Summarizing SAR for medicinal chemists. R. Lawrence, G. Tedesco, P. Tosco,



T. Cheeseright COMP 363.



Phase diagram prediction using multistate reweighting combined with iterative sampling. N.P. Schieber, E. Dybeck,



M.R. Shirts COMP 364.



Elucidating the isomerization relaxation mechanism of fluorinated azobenze using transition path sampling with QM/MM molecular dynamics. A. Muzdalo,



P. Saalfrank, M. Santer COMP 365.



Dipole moment and binding energy of water in proteins from crystallographic analysis. A. Morozenko



COMP 366.



Supercomputing technology for chemistry at Radford University.



B. Amofah, T.J. Fuhrer COMP 367.



COMP 378.



Electronic structure calculations of catalyzed lignin decomposition.



J. Hicks, M.R. Hoffmann COMP 379.



Development of the transferable potentials for phase equilibria force field for carbon monoxide. D. Harwood, J. Grindstaff, J.I. Siepmann



COMP 380.



Mechanism of diastereoselective encapsulation of tartaric acid by arylamide foldamers: A computational investigation. M. Wujcik, Z. Liu, V. Pophristic



COMP 381.



Exploration of electronic structures of nitrogen-radical precursors for use in amination. S. Calderon, E.J. Menke,



R.D. Baxter, H.P. Hratchian COMP 382.



Leveraging quantitative structure-activity relationships (QSARs) for small molecule docking into G-protein coupled receptors (GPCRs). D.Y. Fu,



J. Meiler COMP 383.



Determining the structure for Amot 80, 130, and L2. C. Peck,



A.C. Kimble Hill COMP 384.



theory. P. Ramos, M. Pavanello COMP 385.



Thermochemical analysis of intermolecular vs. intramolecular reactions in iridium complexes. A. Bienvenu,



L. Perez, M.B. Hall



Global similarity network of flexible ligand-binding sites for predicting ligand toxicity and polypharmacology.



COMP 386.



A.V. Ilatovskiy, I. Kufareva, R. Abagyan



COMP 387.



COMP 368.



Role of electrostatic networks in the stability and function of protein kinase A’s regulatory subunit. E. Pecora de



Barros, R. Malmstrom, A.P. Kornev, S.S. Taylor, R.E. Amaro COMP 369.



ENRI: Enriching virtual screening through machine learning. R. Akbar, S. Jusoh, R.E. Amaro, V. Helms



COMP 370.



N-S vs. π-S interactions: A computational study. V. Nzuwah Nziko,



S. Scheiner



Constrained2 density-functional



Accelerated piezoelectric evaluation (APE). M.E. Boca, K. Werling,



D. Lambrecht



Withdrawn.



Towards an understanding of combined ligand/reducing-agent effects on nickel-catalyzed coupling reactions using density functional theory.



L.M. Gong, H.P. Hratchian COMP 395.



Computer-assisted drug design: Towards the discovery of new antibiotics for LpxC. V.K. Thilakarathne, R. Ishawu



COMP 396.



Computationally guided repurposing of approved, multi-targeted therapeutics for smoothened-dependent cancers. K. Kandhwal, M. Parle, R. Abagyan, I. Kufareva



COMP 397.



Conserved hydration sites in Pin1 with a unique water localization motif. A. Barman, D. Hamelberg



COMP 398.



Impact of geometry optimization on base-base stacking interactions: An energy decomposition analysis.



R. Altman, A. Ringer McDonald COMP 399.



Analysis of small molecule ligands with DNA aptamers: Conformational sampling and interaction energy determinations. C.J. Byrd,



Z. Petrek, E. Denning, A. Ringer McDonald COMP 400.



Computational approaches to aid the design of small-molecule HIV gp41 inhibitors. T. McGee, R.C. Rizzo



COMP 401.



Restricted excitation window orthogonality constrained density functional theory: Application to the near-edge x-ray absorption spectra of chemisorbed and solvated molecules. W. Derricotte, F.A. Evangelista



COMP 402.



Polymorphism in pharmaceutical drugs. A. Margo, C. Desgranges,



J. Delhommelle COMP 403.



UV-Vis molecular absorption spectra: Benchmarking ab initio computational methods for the quantitative prediction of sunlight-driven pollutant degradation in aquatic environments.



K. Trerayapiwat, S.N. Eustis COMP 404.



Influence of computer-assisted instruction (CAI) in chemistry.



A.E. Folorunso COMP 405.



Modeling interprotein interactions in concentrated solutions of wildtype and cataract-related variants of γDand γS-crystallins. V. Prytkova, M. Heyden,



E. Wong, J.A. Freites, D. Tobias COMP 406.



Computer applications in today’s chemistry. A.E. Folorunso



COMP 407.



SHSF: A new and improved scoring function for AutoDock Vina, addressing sigma-hole interactions.



M. Koebel, A. Cooper, G. Schmadeke, S. Sirimulla



COMP 414.



Molecular identification and characterization of a novel extracellular metalloproteinase produced by Clostridium sordellii. D. Xu, A. Tao,



P. Erstad, M. Aldape COMP 415.



Novel approaches to the application of chemical information with data mining and chemical data warehousing.



E.J. Parish, S. Lee, W. Huang, H. Honda, T. Wei COMP 416.



Novel development to the mathematical model to simulate biosensor kinetic for cholesterol determination.



Y. Lo, W. Huang, H. Honda, T. Wei COMP 417.



New approaches to the computer-assisted informatics of oxysterols.



E.J. Parish, Y. Lo, H. Honda, T. Wei COMP 418.



Fluoresence spectra of substituted 3(2H) furanones: A DFT and experimental investigation. M. Nolan, H. Moloney,



M. Moloney, N. Kirwan, N. Prakash, K. Acheson, D.S. Venables, D.G. McCarthy COMP 419.



Fully ab initio, vibrational analysis of Ar-H2O van der Waals complex by the finite element method. D. Xu, P. Zajac,



A.L. Cooksy COMP 420.



Harnessing GPU acceleration for analysis of molecular dynamics trajectories. T. Gokey, A.B. Guliaev



COMP 421.



Novel approaches to the network-based development target for chemical-compound identification. Y. Lo,



W. Huang, H. Honda, T. Wei COMP 422. COMP 423.



Pharmacophore modeling of non-nucleoside DNA methyltransferase inhibitors based on a chemoinformatic analysis. E. Fernandez, J.L. Medina-Franco



COMP 424.



Electron and nuclear dynamics of thiolated protected gold nanoclusters (Au18SH14, Au25SH18-1 ): A theoretical investigation. R. Senanayake, C.M. Aikens



COMP 425.



Structure, energetics, and chemistry of metal-organic species at surfaces/interfaces: How good is DFT?



B. Chilukuri, U. Mazur Hipps, K. Hipps COMP 426.



Benchmarking the random-phase approximation. M. Agee,



A. Burow, B. Nguyen, F.U. Furche COMP 427.



Quasidynamics of biomolecules steered with 3D-RISM-KH mean solvation forces. A. Kovalenko, I.P. Omelyan



COMP 428.



Long-timescale simulation on the Anton supercomputer reveals the “invisible” excited state of the L99A mutant of T4 lysozyme. J. Schiffer, R. Sida,



R. Malmstrom, V. Feher, R.E. Amaro



COMP 408.



COMP 429.



COMP 389.



COMP 409.



COMP 430.



Probing the function of different regions of a pH-dependent, viral, lytic peptide. M. Ward, E.R. May Extension and validation of the GROMOS force field for the simulation of peptoids. K.C. Cunha, R. Lins



COMP 390.



Computational investigations into the structure and correlated dynamics of PDE6 and its inhibition by PDE6-γ.



S. Kamal, E.R. May COMP 391.



Utilizing temperature gradients to direct peptide translocation in Pristina leidyi as a model for targeted drug delivery. S.F. Urfano, M. Oh, K. Slowinska Non-covalent interactions using orbital optimized random-phase approximation. V. Voora, S. Balasubramani,



F.U. Furche COMP 393.



Computationally engineering a stable, symmetric membrane-protein scaffold. A.M. Duran, J. Meiler



LK-peptide structural and behavioral changes in ionic liquid solvents. K. Palunas, J. Pfaendtner Origin of distinct, ion-pair dissociation kinetics revealed by the solvent-coordinate, free-energy landscape analysis. Y. Yonetani



COMP 410.



Applying extended Hückel theory to pharmacophore modeling.



A. Ajamian COMP 411.



Hydration and dewetting of graphene plates in course-grained water-like solvents: A molecular dynamics simulation study. F. Sanoj



COMP 412.



ChemDB: Web-accessible database for the automation of computation simulations, curation, and analysis of large materials libraries. T.J. Mustard,



A. Goldberg, B. Robbason, M. Halls COMP 413.



Identification of novel, uncompetitive inhibitors of bacterial MTA/SAH nucleosidase. D. Xu, A. Tao, P. Erstad,



M. Caylor, K. Cornell



Krypton oxides under pressure.



P. Lata, P. Zaleski-Ejgierd



COMP 388.



COMP 392.



Technical program information known at press time. The ofﬁcial technical program for the 251st ACS National Meeting is available at: www.acs.org/sandiego2016



COMP 394.



QSAR models for CDK/cyclin inhibitors: A comparison between QM and classical descriptors. S. Dhail Study of carboxylic ester hydrolases: Structural classification, database, and applications. Y. Chen, P.J. Reilly



COMP 431.



Developing molecular guideless for chemicals with reduced oxidative stress potential through systems analysis of ToxCast. F. Melnikov, L. Shen, J. Kostal,



A. Voutchkova-Kostal, J.B. Zimmerman, P.T. Anastas COMP 432.



Optimal point charge approximation: From the water molecule to the chromatine fiber. S. Izadi, R. Anandakrishnan, A.V. Onufriev



COMP 433.



Systematic parameterization of an accurate nonbonded model for ions.



P. Li, L.F. Song, B.P. Roberts, D. Chakravorty, K.M. Merz COMP 434.



Withdrawn.



COMP 435.



COSMO-based approach to computer-aided mixture design.



N.D. Austin, N.V. Sahinidis, D.W. Trahan ‡ Cooperative



Cosponsorship



COMP COMP 436.



Generating novel knowledge based scoring function utilizing Hirshfeld surface analysis of protein -ligand complexes. P. Saha, N. Sukumar



COMP 437.



Withdrawn.



COMP 438.



Reparameterizing and validating the OPLS-AA force field for proteins and protein-ligand systems. M.J. Robertson,



J. Tirado-Rives, W.L. Jorgensen COMP 439.



Insights into lead optimization of the protein kinase RNA-like endoplasmic reticulum kinase (PERK) inhibitors.



M. Nael, R.J. Doerksen COMP 440.



Stereoelectronic effects are in control: From the anomalous stability of bis-peroxides to radical cascade cyclizations. G. Gomes, I. Alabugin



COMP 441.



COMP 458.



Computational design of peptide-based self-assemblies. H. Zhang,



F. Polzer, M. Haider, C. MacDermaid, D.J. Pochan, J.G. Saven COMP 459.



Elucidating the lower critical solution temperature transition of poly (N-vinylcaprolactam). X. Sun, X. Qian



COMP 460.



Predictive sampling of long-timescale protein functional motions in explicit solvent. X. Li, C. Lv, K. Corbett,



L. Zheng, D. Wu, W. Yang COMP 461.



Efficient and accurate nonadiabatic quantum dynamics in atomistic condensed phase systems using the generalized quantum master equation.



W.C. Pfalzgraff, A. Kelly, T. Markland



DNA backbone BI/BII substate distribution and dynamics in protein-bound environment determined by molecular dynamics simulations.



COMP 463.



J.C. Robertson, T.E. Cheatham



COMP 464.



COMP 442.



Design of tailored amphiphilic unimolecular polymeric micelles via molecular dynamics simulations.



A. Sharma, S.W. Rick COMP 443.



Multi-resolution model for biomolecular application. L. Xiao, Q. Cai,



Z. Li, H. Zhao, R. Luo COMP 444.



Molecular modeling of dielectric constant of acetonitrile as a function of salt concentration. I. Daniels, B. Laird,



Z. Wang COMP 445.



Utilizing computational chemistry to characterize the functions of structural genomics proteins. C.L. Mills,



P.J. Beuning, M.J. Ondrechen COMP 446.



Withdrawn.



COMP 447.



Dopamine transporter conformations induced by cocaine and atypical DAT inhibitors. B. Jean, J.D. Madura,



C.K. Surratt COMP 448.



C-H bond activation of hydrocarbons at exposed iron sites in metal-organic frameworks designed to improve catalytic efficiency. P. Verma, B. Wang,



D.G. Truhlar, B. Keitz, D.J. Xiao, J.R. Long COMP 449.



RNA conformational ensembles: Narrowing the gap between experiments and simulations with metadynamics.



A. Gil-Ley, S. Bottaro, G. Bussi COMP 450.



Withdrawn.



COMP 451.



Withdrawn.



COMP 452.



Probing the energetics of β-hairpins using adaptive steered molecular dynamics. H. Bureau, S. Quirk,



R. Hernandez COMP 453.



Multiconfiguration pair-density functional theory: A promising new tool for excited-state chemistry. C. Hoyer,



S. Ghosh, A. Sonnenberger, D. Ma, J. Olsen, D.G. Truhlar, L. Gagliardi COMP 454.



Evaluating free energies of dimerization of short polyglutamine peptides with molecular dynamics simulations. R.J. Workman, J.D. Madura



COMP 455.



Computational investigation of the transport mechanism of neurotransmitter sodium symporters using a physiological ion gradient. E.M. Benner,



J.D. Madura COMP 456.



Sequestration of organophosphorus nerve agents by molecular baskets: A theoretical investigation.



S. Polen, C.M. Hadad, J. Badjic COMP 457.



Evolution of electride behaviour under pressure. S.G. Dale, A. Otero-de-la-



Roza, E.R. Johnson



Withdrawn.



COMP 462.



Understanding DNA: From structure and dynamics to physical adsorption on surfaces with surfactants.



H. Kim, Y.G. Yingling



Fragment based drug design as a means of identifying novel dopamine D3 antagonists. K. Pellegrene, C.K. Surratt, J.D. Madura



COMP 465.



Serotonin transporter homology construction utilizing a eukaryotic template for fragment-based compound development. M. Wasko, C.K. Surratt,



J.D. Madura COMP 466.



Deeper understanding of surface chemistry of particles interactions in the formation of nanoplates and nanocrystal aggregate. N.K. Dandu, K. Velizhanin,



D. Kilin, S.W. Kilina COMP 467.



Acid-base dissociation mechanisms at the silica-water interface: A DFT study. B. Lowe, C. Skylaris, N. Green



COMP 468.



Pressure induced novel compounds in the Hf-O system from first-principles calculations. J. Zhang



COMP 469.



Substituent effects on the binding of halides by neutral and dicationic bis-triazolium receptors. B. Nepal



COMP 470.



Average condensed phase model for simulating complex environments. D. Nocito, G.J. Beran



COMP 471.



Withdrawn.



COMP 472.



Solution structure of the monomeric Lassa virus nucleoprotein and insights into its RNA binding mechanism. J.G. Pattis, E.R. May



COMP 473.



Utility of HomoSAR for mapping activity elements of protegrin antimicrobial peptides. M. Borkar, E. Coutinho



COMP 474.



Epidermal growth factor receptor (EGFR) inhibitors as novel anti-cancer agents to combat triple-negative breast cancer. E. Yawson, D.H. Lee,



R.V. Rajnarayanan COMP 475.



Impacts of native defects on the stability, electronic structure, and optical absorption of BiVO4 material: A screened coulomb hybrid DFT investigation.



S. Lardhi, M. Harb, L. Cavallo COMP 476.



Time-dependent atomistic reconstruction approach to imaging radiation damage propagation in graphite under high electron dose. B. Farbos,



H. Freeman, J. Da Costa, P. Weisbecker, A.J. Scott, G. Vignoles, J. Leyssale COMP 477.



Elastic network models for RNA: A comparative assessment with molecular dynamics and SHAPE experiments.



G. Pinamonti, S. Bottaro, C. Micheletti, G. Bussi COMP 478.



Electron localization and delocalization in mixed-valent Fe8(mO)4 cores. K. Al-Ameed, J.E. McGrady,



R.G. Raptis, Y. Sanakis, R. Hercheld



COMP 479.



Enhanced conformational sampling using replica exchange with collective-variable tempering. A. Gil-Ley,



G. Bussi COMP 480.



Quantifying differences in energetics of peptide secondary structure motifs using adaptive steered molecular dynamics. H. Bureau, S. Quirk,



R. Hernandez COMP 481.



COMP 501.



Toward quantitative understanding of ATPase mechanism in ABCtransporter: Development and application of reaction path force matching QM/MM method. J. Pu



COMP 502.



Multiscale molecular dynamics for drug discovery targeting metalloenzymes that process DNA and RNA. M. De Vivo



Understanding the effects of dimensionality: Spherocylinder diffusion in two and three dimensions. B.D. Mahala,



COMP 503.



R. Hernandez



COMP 504.



COMP 482.



Trigonal prismatic metal complexes: A not-so-rare coordination geometry? L. Alcock, G. Cavigliasso,



A. Willis, R. Stranger, S. Ralph COMP 483.



Kirkwood-Buffderived force field for polyols.



N. Kariyawasam Manachchige, P.E. Smith COMP 484.



MD simulations of lipids interaction with ion channels. T.H. Nguyen, Z. Liu,



P.B. Moore COMP 485.



Computer modeling and atomistic, molecular-dynamics simulations of alpha and keto mycolic acids from Mycobacterium tuberculosis. P.Y. Leung, Y. Wang



Understanding the fidelity and specificity of DNA polymerase I. B. Miller,



C.A. Parish, E.Y. Wu



Free-energy computational protocol for the prediction of the effect of single-point mutations on ligand binding affinities. H. Gutierrez de Teran, H. Keränen,



J. Aqvist COMP 505.



Large-scale complete active space self-consistent-field methods.



A.E. DePrince COMP 507.



Topological excitations in organic/inorganic nanostructures.



J. Yuen Zhou COMP 508.



Molecular fragment affinity concept from an MO perspective. Z. Boughlala, C. Fonseca Guerra,



F. Bickelhaupt



COMP 486.



COMP 509.



COMP 487.



COMP 510.



Determination of the reaction coordinate for a key conformational fluctuation in human carbonic anhydrase II. S. Paul



Kirkwood-Buff derived force field for aqueous alkali earth metal halides. N. Naleem, N. Bentenitis, P.E. Smith



COMP 488.



Inter-molecular interactions between the monomers in Aβ17-42 oligomers: A comparative molecular dynamics study. P. Khatua



COMP 489.



Crack-cocaine cutting agents in Brazil: Why phenacetin? A.G. Castro, R.O. Silva, B.S. Santos, G.M. Seabra



COMP 490.



Molecular dynamics study of ALK2 kinase mutations in fibrodysplasia ossificans progressiva disorder. Y.L. Luo,



A. Alsamarah, J. Hao COMP 491.



Probing the influence of the ionic liquid [C4mpy][Tf2N] on the structure of the miniprotein Trp-cage. J.L. Baker,



G.E. Lindberg COMP 492.



Ligand-dependent selectivity of conformational pathways in CCR7.



Z. Gaieb, D.D. Lo, D. Morikis COMP 493.



Influence of environment and temperature on the structure of the thermophilic intrinsically disordered protein FlgM. E.E. Carter, J.L. Baker, C.J. Hartzell,



G. Lindberg COMP 494.



Understanding the mechanism and product specificity of PRMT1 using theory and experiment. O. Acevedo,



Withdrawn.



COMP 506.



Increasing the accuracy of excited states calculations with optimized density functional theory. Y. Jin,



R.J. Bartlett



Geometry dependence of exchange coupling parameters in binuclear transition metal complexes: Improving density functional theory with approximate projection. X. Sheng, L.M. Thompson, H.P. Hratchian



COMP 511.



Size-dependent error of the density-functional theory ionization potential in vacuum and solution.



X.A. Sosa Vazquez, C. Isborn COMP 512.



Performance of density functionals for mono-nuclear Cu standard reduction potentials. B. Dereli, M. Ortuño, C.J. Cramer



COMP 513.



Ab initio and semi-empirical computational studies of radical intermediates formed during the oxidation of melatonin. C.E. Warden, S.J. Kirkby



COMP 514.



Computational studies of spin trapping of biologically relevant radicals by new heteroaryl nitrones. E. Asempa,



S.J. Kirkby COMP 515.



Adiabatic alignment thresholds of molecules. J.E. Szekely, T. Seideman



COMP 516.



Exploring the linear water-dimer, potential-energy curve using quantum Monte Carlo. S. Upadhyay, J.D. Madura



S. Gathiaka, B. Boykin, B. Caceres, J. Hevel COMP 495.



Understanding and predicting structures of cyclic peptides. S. McHugh, J. Rogers, Y. Lin



COMP 496.



Hydration dynamics of lanthanide ions from polarizable force field.



Y. Tu, G.A. Cisneros COMP 497.



Transferability of GEM distributed multipoles in AMOEBA for ionic liquids. H. Torabifard, Y. Tu, G.A. Cisneros



COMP 498.



Molecular level interactions in membrane proteins. R.D. Hills



COMP 499.



Molecular modeling self-assembly of anticancer drug amphiphiles.



M. Kang, Z. Pengcheng, H. Cui, S. Loverde COMP 500.



Revealing the pH-controlled release mechanism of lytic peptides from non-enveloped virus capsids. A.R. Brice,



E.R. May



The use of any device to capture images (e.g., cameras and camera phones) or sound (e.g., tape and digital recorders) or to stream, upload or rebroadcast speakers or presentations is strictly prohibited at all ofﬁcial ACS meetings and events without express written consent from ACS.



COMP



TECHNICAL PROGRAM



COMP 517.



Investigation of copper catalyzed triazole synthesis: A computational exploration. S. Bidwell, J. Hein, H.P. Hratchian



COMP 518.



Transition-state analysis of the uracil DNA glycosylase. Y. Liu, T. Han, Z. Jia, V. Agrawal, B.N. Dominy



COMP 519.



Accurate ab initio absorption intensities for HNO: Beyond the double harmonic approximation. H. Dhah,



COMP 520.



Density functional-based studies of inhomogeneous, superfluid helium systems: Supported films and doped droplets. M. Dutra, R.J. Hinde



COMP 521.



Computational study on oxetane formation in taxol biosynthesis. S. Nandi



COMP 522.



Cubic-scaling, random-phase approximation for molecular systems.



G. Chen, F.U. Furche COMP 523.



Non-adiabatic molecular dynamics with spin-symmetry breaking for describing photochemistry of small organic molecules. J. Vincent, F.U. Furche



COMP 524.



Interaction of gold nanoparticles with protein studied by atomistic simulations. A. Wei, C. Deng



COMP 525.



Calculation of nanoparticle surface charge density from experimental zeta potential measurement. Z. Ge,



Y. Wang



Detonation kinetics of isopro-



panol and oxygen mixtures. K.N. Struk, S. Bastea, J.I. Siepmann, I.W. Kuo COMP 527.



Withdrawn.



COMP 528.



Hair keratin molecular dynamics models. E. Antunes, N.G. Azoia, A. Cavaco-Paulo



COMP 529.



Developing an automated QM/ MM docking suite for quinone reductases.



C. Reinhardt, T.T. Huynh, S. Bhattacharyay COMP 530.



Predictive modeling of the UV-VIS spectra for a series of shortchained polyenes. R. Fair, J.B. Foresman,



M.J. Brittain COMP 531.



Substitution effects in rhodium-catalyzed intramolecular hydroacylation. E. Schneider, J. Scanlon



COMP 532.



Heuristic of predicting protein flexibility and motions along specific nodes. S.C. Ojinnaka, D.A. Snyder



COMP 533.



Determining proteins structure using NMR: More inclusive cores identified by FindCore2 and Cyrange in MR calculations. A. Kalds, D.A. Snyder



COMP 534.



Dissecting allosteric regulatory mechanisms of the Hsp90 chaperone interactions with the protein kinase clients: Integrating structural bioinformatics with multiscale atomistic simulations and biophysical experiments.



G. Verkhivker, K. Blacklock, J. Buchner COMP 538.



Design of PDE2 inhibitors with free-energy perturbation. G. Tresadern, Y.



van Roosbroeck, I. Velter, P. Buijnsters COMP 539.



R.J. Hinde



COMP 526.



COMP 537.



Withdrawn.



COMP 535.



Identification of a novel class of BRD4 inhibitors by high-throughput computational structural biology. B.K. Allen, S. Mehta, N. Ayad, S. Schuerer



COMP 536.



Computational analysis of small molecule rescue of p53 cancer mutant.



E. Lambros, B. Wallentine, H. Luecke, R. Luo



GPU-enabled binding free energy calculations of potential ligands for pancreatic cancer imaging. A. Walker,



G.A. Cisneros COMP 540.



Impact of ionic liquids on solvation and hydrolysis of cellulose oligomers.



T. Schutt, V.S. Bharadwaj, C. Kinsinger, C.M. Maupin COMP 541.



Free energy and hidden barriers: The β-sheet structure of the prion protein.



A.A. Paz, C.F. Abrams COMP 542.



Information-driven, fully flexible HADDOCKing: Performance on a benchmark of protein-ligand complexes.



J. Grinstead, A. Thureau, J. . Rodrigues, A.F. Ramsing, T.L. Wormwood, .M. Bonvin COMP 543.



Molecular mechanism of chromatin targeting by potent rutenium-arene anticancer agents acting at the nucleosome core particle. G. Palermo,



Z. Ma, B.S. Murray, P. Dyson, C.A. Davey, U. Roethlisberger COMP 544.



Molecular dynamics simulations in drug discovery: Structure-based design of allosteric HCV NS5B polymerase inhibitors with picomolar replicon potency.



O. Hucke, R. Coulombe, P. Bonneau, M. Bertrand-Laperle, C. Brochu, J. Gillard, M. Joly, S. Landry, O. Lepage, M. LlinasBrunet, M. Poirier, M. Poirier, M. Pesant, G. McKercher, M. Marquis, G. Kukolj, P.L. Beaulieu, T. Stammers COMP 545.



Molecular mechanism of the Dengue virus NS3/NS2b protease.



M.P. Lima, G.M. Seabra COMP 546.



Time-dependent density-functional calculations for hypervelocity physics. R.J. Magyar, M.A. Gallis



COMP 547.



Withdrawn.



COMP 548.



Withdrawn.



WEDNESDAY MORNING Section A San Diego Convention Center Room 28A



From Dynamics to Function & Back Again: Adventures in Simulating Biomolecules Landscapes, Disorder & Enhanced Sampling Cosponsored by PHYS M. Feig, H. Nguyen, J. Shen, Organizers J. E. Shea, Presiding 8:30 COMP 549. Protein dynamics studied by generalized-ensemble simulations. Y. Okamoto 9:00 COMP 550. Replica exchange with dynamic temperatures. M.S. Lee, M.A. Olson



Technical program information known at press time. The ofﬁcial technical program for the 251st ACS National Meeting is available at: www.acs.org/sandiego2016 ‡ Cooperative



Cosponsorship



9:30 COMP 551. Recent development of replica-exchange molecular dynamics simulation methods. Y. Sugita 10:00 COMP 552. All-atom simulation approaches to probe dynamics in proteins. H. Vashisth 10:30 Intermission.



10:45 COMP 553. Touring the landscape: The view depends on how you look. S. Marqusee 11:15 COMP 554. Multi-scale modeling of IDP structure and interaction. J. Chen 11:45 COMP 555. Computational methods and models for intrinsically disordered peptides. T.L. Head-Gordon



Section D San Diego Convention Center Room 26A



Molecular Mechanics Free Energies & QM/MM M. Feig, Organizer K. Armacost, Presiding



Section B San Diego Convention Center Room 26B



Materials Science M. Haranczyk, Organizer A. Saha, Presiding 8:30 COMP 556. DFT+U: Is a general parameterization useful? P. Verma, H. Yu, K. Duanmu, D.G. Truhlar 8:50 COMP 557. Non-linear properties with EOM-CCSD: Expectation-value vs. full-response approach. K. Nanda, A. Krylov 9:15 COMP 558. Extensive first-principles study of the energy landscape of hybrid organometallic halide perovskites. L. Tan, F. Zheng, A.M. Rappe 9:40 COMP 559. Accurate materials properties from an efficient density functional. R.C. Remsing, J. Sun, J.P. Perdew, M.L. Klein 10:05 Intermission. 10:20 COMP 560. Breaking badly: DFT-D2 gives sizeable errors for tensile strengths in bulk solids. B.M. Wong, N. Ilawe 10:50 COMP 561. Self-interaction-corrected DFT calculations of defect states and band gaps of oxides. H. Jonsson 11:20 COMP 562. Diffusion in nanoporous materials: Assessing the long time scale from short molecular dynamics trajectories. A. Ghysels 11:50 COMP 563. Many-body effects on the thermodynamics of fluids, mixtures, and nanoconfined fluids. J. Delhommelle, C. Desgranges



8:30 COMP 569. Software pipelines for high throughput alchemical binding free energy calculations. A. Mey, J. Juarez, J. Michel 8:55 COMP 570. Robust protocols for high-throughput alchemical free energy calculations. S. Bosisio, J. Michel 9:20 COMP 571. Improving free energy calculations with non-Boltzmann Bennett reweighting using QM and MM. F.C. Pickard, G. Koenig, A.C. Simmonett, Y. Shao, B. Brooks 9:45 COMP 572. Gaussian accelerated molecular dynamics: Unconstrained enhanced sampling and free energy calculation of biomolecules. Y. Miao, J. McCammon 10:10 COMP 573. Free energy simulations with the confinement method. A. Van Der Vaart 10:35 Intermission. 10:50 COMP 574. Comparison of industry-standard QM and MM methods for estimating strain in drug-like molecules. B.D. Sellers, N. James, A. Gobbi 11:15 COMP 575. Equilibrium free energy differences between high and low levels of theory via non-equilibrium work approaches. P.S. Hudson, H.L. Woodcock, S. Boresch 11:40 COMP 576. QM/MM studies of rhodopsin thermal decay. H.P. Hendrickson, J. Ho, Y. Guo, E.C. Yan, J.C. Tully, V.S. Batista 12:05 COMP 577. Modeling chemical reactions in ionic liquids using QM/MM calculations. O. Acevedo



Section E Section C San Diego Convention Center Room 25C



San Diego Convention Center Room 28B



Quantum Mechanics



Know Your Unknowns: Estimating the Reliability of Individual Activity & Property Predictions



Cosponsored by PHYS



Cosponsored by MPPG Financially supported by Simulations Plus



A. Saha, Presiding



R. D. Clark, Organizer, Presiding 8:30 Introductory Remarks. 8:40 COMP 564. Gaussian processes: We demand rigorously defined areas of uncertainty and doubt. M.D. Segall, P. Hunt, E. Champness



S. E. Wheeler, Organizer



8:30 COMP 578. Toward relatively general and accurate quantum chemical predictions of solid-state 17O NMR chemical shifts in various biologically relevant oxygen-containing compounds. A. Rorick, M.A. Michael, L. Yang, Y. Zhang



9:10 COMP 565. Error models, ensemble models, and goodness models. D. Honeycutt



9:00 COMP 579. Role of the protein environment for the O2 binding in the active site of histone demethylase JMJD2A. W. Cortopassi, R. Simion, C. E. Hornsby, T. Franca, R.S. Paton



9:40 COMP 566. Reliably estimating classification uncertainty for toxicological models. V. Gombar, M.S. Lawless, M. Waldman, R.D. Clark



9:20 COMP 580. Using first-principle calculations to tune the superoxide production by 1,2-H-atom shift. D.J. Van Hoomissen, S. Vyas



10:10 Intermission.



9:50 Intermission.



10:30 COMP 567. Assessing the reliability of individual regression predictions. M. Waldman, R.D. Clark



10:05 COMP 581. Mapping charge transfer pathways in wild-type and mutant photosystem II using time dependent density functional theory. I.R. Gould



11:00 COMP 568. Error model approach to domain applicability: Is there an activity cliff paradox? R.P. Sheridan 11:30 Panel Discussion. 11:50 Concluding Remarks.



10:35 COMP 582. Computational study of the dehydration of bortezomib from common antioxidants. J. Larkin 11:05 COMP 583. Photosynthesis of cytosine. J.E. Rice, T.J. Lee, P.P. Bera



COMP 11:35 COMP 584. Theoceptors for lactate dehydrogenase A: A purely quantum mechanical approach to computing binding affinity. I. Lukac, A. Leach, J. Madden



Section F San Diego Convention Center Room 25A



Advances in ComputerAided Biologics Design Design & Optimization of Biologics D. Pearlman, Organizer M. R. Landon, S. Vajda, Organizers, Presiding 8:30 Introductory Remarks. 8:35 COMP 585. Free energy perturbations for the accurate prediction of protein-protein binding affinity and protein stability. F. McRobb, J. Sanders, T. Steinbrecher, C. Zhu, L. Wang, T. Lin, B. Kim, R. Abel, W. Sherman 9:05 COMP 586. Analysis of protein aggregation by docking. C. Yueh, D. Kozakov, S. Vajda



2:00 COMP 593. Multiple SH2 domains: Binding and dynamics. C.B. Post



5:15 Concluding Remarks.



2:30 COMP 594. Solubility determining protein structure and aggregation. B.M. Pettitt



Section D



3:00 Intermission. 3:15 COMP 595. Connecting structural biology to cellular scales: Atomistic simulations of cytoplasmic environments. M. Feig 3:45 COMP 596. Chemical tools to modulate p53 folding in cells. K. Khar, A. Ranjan, J. Niu, W. Lea, M. Fisher, T. Iwakuma, J. Karanicolas 4:15 COMP 597. Rational design of peptide-based functional biomaterials via multiscale modeling. H. Nguyen



Section B San Diego Convention Center Room 26B



Time-Dependent Dynamics & Electronic Excited States B. M. Wong, Organizer, Presiding



9:35 COMP 587. Computationally-driven deimmunization of biotherapeutics. C. Bailey-Kellogg



1:30 COMP 598. Proceed with caution: Electron dynamics with real-time TDDFT. C. Isborn



10:05 COMP 588. Computational assessment of pharmaceutical properties for protein therapeutics. S.R. Krystek, A. Nayeem, A. Yamniuk



2:05 COMP 599. Non-adiabatic molecular dynamics simulations. S.M. Parker, M. Muuronen, J. Vincent, S. Roy, B. Krull, J. Yu, B. Nguyen, F.U. Furche



10:35 Intermission.



2:40 COMP 600. Nonadiabatic molecular dynamics with time-domain density functional theory. O.V. Prezhdo



10:50 COMP 589. Modeling interactions of predicted proteins. I. Anishchenko, T. Dauzhenka, S. Belkin, P. Kundrotas, I. Vakser 11:20 COMP 590. Efficient global peptide docking using motif-derived fragments. K. Porter, B. Xia, D. Beglov, O. Furman, D. Kozakov 11:50 COMP 591. Computational design of orthogonal antiparallel homodimers. C. Negron, A.E. Keating



The History of Chemistry & Computing



3:15 Intermission. 3:30 COMP 601. Ab initio design of organic catalysts and photocatalysts. C. Lim, J. Theriot, G. Miyake, C. Musgrave, A. Holder, H. Yang, J.T. Hynes 4:05 COMP 602. Ab initio spin-dynamics using time-dependent two-component formalism. X. Li, J.J. Goings 4:40 COMP 603. Node development and evolution in free wave packet propagation. B.A. Rowland, J. Ficut, C. Lechak



Sponsored by MPPG, Cosponsored by COMP, HIST and PHYS‡



Section C



Computational Chemistry Across Catalysis



San Diego Convention Center Room 25C



From Heterogeneous to Homogeneous Catalysis Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



Peptide Modeling



Real World Dynamics Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



WEDNESDAY AFTERNOON Section A San Diego Convention Center Room 28A



From Dynamics to Function & Back Again: Adventures in Simulating Biomolecules Interactions at Small & Large Scales Cosponsored by PHYS M. Feig, H. Nguyen, J. Shen, Organizers S. A. Patel, Presiding 1:30 COMP 592. Triplex forming oligonucleotides and gene therapy. L. Nilsson, A. Villa



Molecular Mechanics Biomolecular Modeling, Prediction & Folding



S. N. Ha, Organizer



1:30 COMP 604. Peptide drug hunter: Exploring macrocycle chemical space and design. T.K. Sawyer 2:00 COMP 605. Probing the origin of structural stability of single- and double-stapled p53 peptide analogs bound to MDM2. U. Mohanty



Section F San Diego Convention Center Room 25A



M. Feig, Organizer



Advances in ComputerAided Biologics Design



P. S. Hudson, Presiding



Antibody Design & Optimization



1:30 COMP 611. Docking-based symmetry prediction for homotetramers. L. Qiu, X. Xu, X. Zou



M. R. Landon, S. Vajda, Organizers



1:55 COMP 612. Integrated structural modeling of protein-protein complexes assisted by comprehensive, conformational sampling. W. Huang, K. Ravikumar, M. Parisien, S. Yang



1:30 Introductory Remarks.



2:20 COMP 613. CryoEM-guided iterative molecular dynamics: Rosetta protein structure refinement protocol improves protein model quality. M. Marlett, S. Lindert 2:45 COMP 614. Protein flexibility and NMR: How can we predict and deal with it? D.A. Snyder 3:10 COMP 615. Application of rigidity theory to the thermostabilization of proteins. P. Rathi, A. Fulton, K. Jaeger, H. Gohlke 3:35 Intermission. 3:50 COMP 616. Structural determinants of misfolding in multidomain proteins. P. Tian, R.B. Best



D. Pearlman, Organizer, Presiding



1:35 COMP 627. Knowledge-based methods for computational antibody design. J. Adolf-Bryfogle, R. Dunbrack 2:05 COMP 628. Atomistic modeling of H3 loops: Is it necessary for protein-protein docking? D. Hall 2:35 COMP 629. Cloud computing and multi-template large-scale antibody modeler validation: How to model > 2200 antibodies in 1 hour. E. Metwally 3:05 Intermission. 3:20 COMP 630. In silico profiling of commercial antibodies. S. Sirin, W.B. Stine 3:50 COMP 631. Probing electrostatic interactions between amino acids and urea using ab-initio calculations. B. Wei, B. Saﬁna, J.L. Gunzner, T. Pillow, G. Zhao, J. Nonomiya, K. Kozak, Y. Liu, J.A. Flygare



4:15 COMP 617. Helix handedness inversion and induction in arylamide foldamers: Elucidation and free energy profile of the folding/unfolding mechanism. V. Pophristic, Z. Liu, A. Abramyan



4:20 COMP 632. Relative binding affinity predictions in HIV antibody-antigen complexes using fep/REST. A. Clark, T. Gindin, L. Wang, F. Xu, R. Friesner



4:40 COMP 618. Dissecting energetic and entropic contributions to protein folding. D.J. Huggins



Multiscales Chemistry



5:05 COMP 619. Accelerating metal-directed protein folding and molecular recognition with enhanced sampling techniques. F. Feixas, M. Swart



Sponsored by MPPG, Cosponsored by BIOL, COMP and PHYS



Section E San Diego Convention Center Room 28B



Quantum Mechanics



Sustainable



Computational Materials & Nanoscience: Theory Meets Experiment Forum: Powering the Future: Novel Materials for Solar Cell Technologies Sponsored by MPPG, Cosponsored by COMP, ENFL, INOR, ORGN and POLY



Cosponsored by PHYS



Computer-Aided Drug Design



S. E. Wheeler, Organizer



New Modalities RNA



B. Rudshteyn, Presiding



Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



Cosponsored by MPPG



H. L. Woodcock, Presiding



Computer-Aided Drug Design



San Diego Convention Center Room 26A



4:15 COMP 626. Composite approach towards accurate predictions of lanthanide and actinide thermochemistry. C.C. Peterson, D.A. Penchoff, A.K. Wilson



1:30 COMP 620. Evaluation of a perturbative treatment of three-body interactions in HCP 4He. A.L. Barnes, R.J. Hinde 1:50 COMP 621. Thermoelectric properties of iodine-substituted bismuth telluride using WIEN2k. A. Dumi, J.D. Madura, M.N. Srnec



THURSDAY MORNING Section A San Diego Convention Center Room 28A



2:30 COMP 606. Modeling protein-protein interactions for interaction targets. R. Nussinov



2:10 COMP 622. Temperature dependence of excited state decay rates in mediumto large-size molecules. S. Banerjee, A. Baiardi, J. Bloino, V. Barone



3:00 Intermission.



2:40 Intermission.



B. M. Wong, Organizer, Presiding



3:15 COMP 607. Predicting electrostatics and related biophysical properties for proteins. L. Yan



2:55 COMP 623. Comparison of the set of dipeptides containing two aromatic rings. M.A. Shebel, J.A. Thomas



8:30 Introductory Remarks.



3:45 COMP 608. Modeling peptide-protein binding with information accelerated molecular dynamics simulation. J.A. Morrone, A. Perez, K.A. Dill



3:25 COMP 624. Close connection between π aromaticity of hydrocarbons and three-dimensional aromaticity of closo borohydrides. J. Poater



4:15 COMP 609. Sub-angstrom accurate computations of macrocycles. E. Coutsias



3:55 COMP 625. Reaction exploration for transition metal-catalyzed C-H activation. A.L. Dewyer, P.M. Zimmerman



4:45 COMP 610. Predicting permeability of diverse cyclic peptides. K.W. Lexa, M.P. Jacobson



Time-Dependent Dynamics & Electronic Excited States



8:35 COMP 633. Quantum dynamics simulations of photoinduced charge transfer processes in donor-bridge-acceptor systems. M.B. Oviedo, B.M. Wong 9:10 COMP 634. Excited-state dynamics of mPlum fluorescent protein. S. Faraji, A. Krylov 9:45 COMP 635. Modeling excited states of large molecular systems using hybrid QM/ QM methods with point charge embedding. A. Biancardi, J.S. Barnes, M. Caricato



COMP



TECHNICAL PROGRAM



10:20 Intermission. 10:35 COMP 636. Charge-transfer dynamics of light-harvesting systems in complex environments. B.M. Wong, M. Oviedo 11:10 COMP 637. New computational tools for photochemistry, solvatochromatic shifts, and excitation energy transfer. J. Herbert, X. Zhang, J. Liu, A. Morrison 11:45 COMP 638. Excited-state absorption from real-time, time-dependent density functional theory. N. Govind, S. Fischer, C.J. Cramer



Section B San Diego Convention Center Room 26B



11:05 COMP 646. Homology modeling of class A GPCRs in the inactive conformation: A quantitative analysis of the correlation between model-/template-sequence identity and model accuracy. S. Costanzi, M. Skorski, A. Deplano, B. Habermehl, M. Mendoza, J. Dawson, J. Gao 11:25 COMP 647. Does flexibility control the specificity of protein-protein and protein-drug interfaces? K. Liedl



11:05



SAR Modeling Examples



COMP 663.



Density functionals’ performance for the mechanism of CH3OH decomposition by Cu4 clusters. S. Moncho Escriva, E. Brothers, B.G. Janesko



2:10 COMP 674. Dependence of multiparameter optimization results on descriptors variation. E.A. Sosnina, D.I. Osolodkin, E.V. Radchenko, V.A. Palyulin, N.S. Zeﬁrov



S. M. Gathiaka, Presiding



M. Feig, Organizer



8:30 COMP 639. Ferulic acid and vanillin analogues as potential influenza neuraminidase inhibitors: Modelling, synthesis and biological activities. M. Hariono, N. Abdullah, E. Kamarulzaman, N. Mohamed, S. Syed Hassan, S. Shamsudin, H. Wahab



S. P. Hirakis, Presiding 8:30 COMP 649. Phase transitions in quasi 1-D and 2-D nanoconfined water. M. Raju, A.C. Van Duin, M. Ihme 8:55 COMP 650. Multiscale MD/CFD simulations of a supersonic reactive gas flow within a nanopore. A.V. Popov, R. Hernandez 9:20 COMP 651. Dynamic free-energy surfaces for sodium diffusion in type II silicon clathrates. C.M. Maupin 9:45 COMP 652. Characterization of tetra-n-butyl ammonium chloride electrolyte at varying concentrations and temperatures using molecular dynamics. R.L. Napoleon, D. Szucs, P.B. Moore



Accessing Chemical Space & Better Modeling Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



Computational Materials & Nanoscience: Theory Meets Experiment Forum: The Future of Spectroscopies: Quantum & Classical Fields; Theoretical Perspectives Sponsored by MPPG, Cosponsored by COMP, ENFL, INOR, ORGN and POLY



Computer-Aided Drug Design New Modality Therapeutics Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



9:30 COMP 642. Rational development of a new type of HBV capsid inhibitors by a combination of microsecond-scale molecular dynamics and docking. A. Pavlova, M. Korablyov, J. Gumbart



10:10 COMP 653. Elucidating the properties of fuel mixtures using molecular dynamics. B.H. Morrow, M. Gustafson, J. Schall, M. Knippenberg, J.A. Harrison



THURSDAY AFTERNOON



10:35 Intermission.



Section A



9:50 COMP 643. Insight into the mechanisms of resistance-associated variants of HCV NS3 protease binding to MK-5172: A computational study. Z. Guo



10:50 COMP 654. Computational studies of guest-dependent, flexible metal organic frameworks. J.C. Pearson, A.K. Wilson



San Diego Convention Center Room 28A



11:15 COMP 655. Modeling ethane and ethylene separation in the metal-organic framework Fe2(dobdc). J.C. Sung, K.N. Youmans, J.I. Siepmann 11:40 COMP 656. Computer-aided design of helical arylamide foldamers for selective encapsulation of monosaccharides. Z. Liu, E.C. Fluck, A. Lai, A. Abramyan, V. Pophristic 12:05 COMP 657. On the cis/trans isomerization of amide bonds for classical simulation of peptoids. K. Cunha, R. Lins



Section D San Diego Convention Center Room 26A



Quantum Mechanics Cosponsored by PHYS S. E. Wheeler, Organizer



‡ Cooperative



Cosponsorship



1:30 COMP 672. Further development of the movable-type energy sampling method and its application in the biomolecular systems. Z. Zheng, D.S. Cerutti, N. Bansal, K.M. Merz



Big Data Science



Materials



The use of any device to capture images (e.g., cameras and camera phones) or sound (e.g., tape and digital recorders) or to stream, upload or rebroadcast speakers or presentations is strictly prohibited at all ofﬁcial ACS meetings and events without express written consent from ACS.



S. M. Gathiaka, Presiding



1:50 COMP 673. Using multisite lambda dynamics for the calculation of 512 binding free energies of HIV-RT in ~1.5 μs. K. Armacost, G. Goh, C.L. Brooks



Molecular Mechanics



10:45 COMP 645. On the use of homology models for binding free energies predictions. D. Cappel, W. Sherman



M. R. Landon, Y. Tseng, Organizers



12:05 COMP 665. DFT modeling of SCR catalyst Cu-CHA. X. Yang, D. Crandell, H. Zhu, M. Baik, J. Hochmuth



M. R. Landon, Y. Tseng, Organizers



10:30 Intermission.



Drug Discovery



Section C



SAR Modeling Examples



10:10 COMP 644. Probing the S2 subsite of the anthrax toxin-lethal factor. E.A. Amin, E.K. Kurbanov, K.M. Maize, T. Chiu, J. Solberg, J. Fernandez, S. Francis, R.L. Johnson, J. Hawkinson, M.A. Walters, B. Finzel



San Diego Convention Center Room 26B



11:35 COMP 664. Alcohol dehydration kinetics over various zeolites in experimental and theoretical methods for catalytic fast pyrolysis. S. Kim, L. Kunz, R. McDonough, L. Bu, M.R. Nimlos, R.S. Paton, D. Robichaud



San Diego Convention Center Room 25C



9:10 COMP 641. Computational studies of allosteric regulation of BRAF kinases: Combining multiscale modeling and network analysis in design of conformation-specific and allosteric modulators targeting oncogenic BRAF mutants. G. Verkhivker, K. Blacklock, A. Tse



Section B



11:45 COMP 648. Unraveling DNA repair catalyzed by Y-family polymerases. V. Genna, R. Gaspari, M. Dal Peraro, M. De Vivo



Drug Discovery



8:50 COMP 640. Discovery of novel Myc inhibitors using structure and ligandbased drug design. M. Liosi, D. Stellas, A. Efstratiadis, Z. Cournia



10:35 COMP 662. Suitability of dispersion-corrected and nonlocal density functionals for predicting vapor-liquid equilibra. H. Goel, Z. Windom, C. Butler, N. Rai



M. R. Jones, Presiding 8:30 COMP 658. Vibrational spectra of medium-to-large systems at the anharmonic level. J. Bloino, M. Biczysko 9:00 COMP 659. Withdrawn. 9:20 COMP 660. Cluster-weighted modeling approach to potential energy surface fitting. J.B. Maddox 9:50 Intermission. 10:05 COMP 661. Optimization of a hybrid-density functional for use on endohedral metallofullerenes. T.J. Fuhrer, J. Snelgrove



Time-Dependent Dynamics & Electronic Excited States B. M. Wong, Organizer, Presiding 1:30 COMP 666. Coarse-gained model of exciton dynamics on long-chain conjugated polymer system. E.M. Lee, W.A. Tisdale, A.P. Willard 2:05 COMP 667. Computational screening of two-photon absorption in fluorescent protein chromophores made from non-canonical amino acids. M. Salem, A. Brown 2:40 COMP 668. Optical spectra of molecules, molecular complexes, and solids from optimally-tuned, time-dependent, range-separated, hybrid density functional theory. L. Kronik 3:15 Intermission. 3:30 COMP 669. Polarization-induced spontaneous charge separation in perovskite photovoltaics: A large-scale TDDFT study. X. Zhang, G. Lu 4:05 COMP 670. Understanding the fundamental connection between electronic correlation and decoherence. A. Kar, L. Chen, I. Franco 4:40 COMP 671. Simple and accurate method for time-dependent transport along nanoscale junctions. L. Chen, I. Franco



2:30 COMP 675. CCSD(T)-F12 re-evaluation of the S66x8 noncovalent interaction and YMPJ amino acid conformer space benchmarks: Assessment of more approximate methods. M.K. Kesharwani, B. Brauer, A. Karton, J.M. Martin 2:50 COMP 676. Catalytic, enantioselective dibromination of allylic alcohols: A computational perspective. R.P. Pemberton, D.X. Hu, N.Z. Burns, D.J. Tantillo 3:10 COMP 677. Technology development and design of novel 1, 3, 5-tri substituted-1H-indole-2, 3-dione: HIV-1 inhibitors with displays-strategic, nanomolar cytotoxicity. R.A. Hajare, R.S. Paranjape, S.S. Kulkarni 3:30 Intermission. 3:45 COMP 678. Medicinal chemistry: From intuitive rules and examples to chemical patterns. S. Bietz, K. Schomburg, M. Rarey 4:05 COMP 679. Conformer compatibility filtering based on matching distances between features. L. Zaslavsky, S. Kim, E. Bolton 4:25 COMP 680. Computational methods for understanding structure-activity relationships in NSAIDs. Y.S. Khan 4:45 COMP 681. Synthesis, chemical characterization, DNA interaction, antioxidant, and computational study of new ferrocene-based N,N-disubstituted ureas. F. Asghar, A. Badshah, A. Hussain Raja, I.S. Butler



Section C San Diego Convention Center Room 25C



Molecular Mechanics Lipids, Membranes & Proteins M. Feig, Organizer S. P. Hirakis, Presiding 1:30 COMP 682. Adventures in the world of lipids: Towards the routine simulation of membranes. R.C. Walker, B. Madej, C. Lin, C. Dickson, A. Skjevik, K. Teigen, L. Yang, I.R. Gould 1:55 COMP 683. Evolving allostery of the 3-ketosteroid family of nuclear receptors. B. Kossmann, W. Hudson, I.N. Ivanov, E. Ortlund 2:20 COMP 684. Channelrhodopsin: Proton transport and mutation studies. M.R. VanGordon, S.W. Rick, S.L. Rempe



COMP/ENFL 2:45 COMP 685. Molecular simulations unravel the key factors of lipid selection in fatty acid amide hydrolase and suggest a general mechanism of lipid-processing in the parent enzymes. G. Palermo, I. Bauer, P. Campomanes, A. Cavalli, A. Armirotti, S. Girotto, M. De Vivo



10:15 ENFL 11. Synthesis of nitrogen-doped graphene catalyst by wet-ball milling for electrochemical systems. S. Zhuang, B. Nunna, L. Lei, E. Lee



9:30 ENFL 24. Oxidative ring-opening of aromatics: Effect of water on reaction selectivity. N. Montoya Sanchez, R. Feng, A. De Klerk



10:35 ENFL 12. Fe/C/N nonprecious metal catalyst prepared from spherical polyimide. Y. Nabae, S. Nagata, T. Hayakawa, H. Niwa, Y. Harada, M. Oshima, A. Isoda, A. Matsunaga, K. Tanaka, T. Aaoki



9:50 Intermission.



10:55 ENFL 13. Metal-organic framework-derived, porous carbons as highly efficient electrocatalysts for oxygen reduction reactions. Y. Wang, P. Feng



10:20 ENFL 26. Catalysts for the electrochemical oxidation of renewable polyalcohols in alkaline media. J. Haan, J. Estrada, O. Muneeb, S. Hu, L. Scudiero, S. Ha



11:15 ENFL 14. Structural characterization and electrochemical performance of Mo4O11 and Pt-black composite used to enhance methanol oxidation. F. Yang, F. Li, Y. Wang, X. Chen, D. Xia, J.L. Liu



10:40 ENFL 27. Polymorphic CoSe2 with mixed orthorhombic and cubic phases for highly efficient hydrogen evolution reaction. X. Zhang



Y. H. Hu, R. T. Koodali, Organizers, Presiding



Section C



8:30 Introductory Remarks.



Wyndham San Diego Bayfront Pacific D



11:10 ENFL 28. Thermodynamic equilibrium calculation and experimental investigation of olefin products in catalytic cracking. G. Liu



ENFL Division of Energy and Fuels



3:10 COMP 686. Molecular simulations of water within ion channels. P.B. Moore, T.H. Nguyen, Z. Liu



X. Wang and D. Heldebrant, Program Chairs



3:35 Intermission.



SUNDAY MORNING



3:50 COMP 687. Membrane protein folding via computer simulations. J. Domanski, P. Stansfeld, M.S. Sansom, R.B. Best



Section A



4:15 COMP 688. Towards an energy landscape of G protein-coupled receptor (GPCR) activation using hybrid methods. S.S. Dong, R. Abrol, W.A. Goddard 4:40 COMP 689. Conformational changes in the angiotensin II type 1 (AT1) receptor under sheer stress. M. Malta de Sa, S.M. Modestia, C. Oliveira Rangel-Yagui, J.E. Krieger 5:05 COMP 690. Computational discovery of activating and repressing states for the liver receptor homologue 1 ligand binding domain. B. Kossmann, P. Musille, I.N. Ivanov, E. Ortlund



Section D San Diego Convention Center Room 26A



Quantum Mechanics Cosponsored by PHYS S. E. Wheeler, Organizer M. R. Jones, Presiding 1:30 COMP 691. Quantum properties from machine learning in chemical space. O. von Lilienfeld 2:00 COMP 692. Quantum chemistry on diverse computational platforms: Tradeoffs among cost, accuracy, and speed. R. Thackston, A. Ringer McDonald, R.C. Fortenberry 2:30 COMP 693. Ontology for quantum chemistry. N.S. Ostlund, M. Sopek, L.A. Burns, J.W. Bloom, B. Wang 3:00 Intermission. 3:15 COMP 694. Variational density fitting of the full electron-electron interaction. B.I. Dunlap, M.C. Palenik 3:45 COMP 695. Diagrammatic screening approach to configuration interaction calculations. M. Bayne, A. Chakraborty



Wyndham San Diego Bayfront Porthole



Solar Cells Organic



8:35 ENFL 1. Control of nanoscale architecture in organic photovoltaic materials: From plastic solar cells to biomimetic assemblies with extremely long-lived carriers. S.H. Tolbert 9:15 ENFL 2. Perspectives on earth-abundant, multinary photovoltaics and how we can make them better. R. Haight 9:55 ENFL 3. Effects of molecular weight and crystallization on the donor-acceptor composition ratio of spin-coated, blended, organic semiconductor films. M. Weintraub, A. Austin, J.M. Szarko 10:15 Intermission. 10:25 ENFL 4. Organic-based semiconductors for high-performance photovoltaic devices. G. Li 11:05 ENFL 5. Triplet excitons, singlet fission, and prospects for improved organic photovoltaics. M.J. Tauber 11:45 ENFL 6. Photophysical characterization of porphyrin donor-acceptor materials for photochemical applications. D.M. Marin, K. Ren, M. Kaushal, D. Cohen, J. Kolesar, S.J. Hall, M. Walter 12:05 ENFL 7. Dye-controlled, interfacial electron transfer for high-current indium tin oxide photocathodes. M. He, Z. Huang, M. Yu, K.A. Click, D.R. Beauchamp, Y. Wu 12:25 Concluding Remarks.



Section B Wyndham San Diego Bayfront Pacific C



4:05 COMP 696. Configuration interaction under the presence of a density functional. C. Hoyer, D. Ma, J. Olsen, D.G. Truhlar, L. Gagliardi



Fuel Cells



4:25 COMP 697. Diagnosis and implications of spurious poles in the quadratic response of approximate, electronic structure method. S.M. Parker, S. Roy, F.U. Furche



T. Kim, E. Lee, Organizers, Presiding



Big Data Science Interpreting Pharmacology Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



Computational Materials & Nanoscience: Theory Meets Experiment Forum: Exciting Aspects of Excitation Dynamics & Dissociation at the Nanoscale Sponsored by MPPG, Cosponsored by COMP, ENFL, INOR, ORGN and POLY



Cosponsored by CATL S. Cha, Z. Iqbal, Organizers



8:30 Introductory Remarks.



Advances in Methane Technology Mechanism & Kinetics Financially supported by Custom Solutions Group LLC Z. He, J. Zhang, Organizers, Presiding 8:30 Introductory Remarks. 8:35 ENFL 15. Fixed-bed reactor model for the gas-phase Fischer-Tropsch synthesis. P. Mills 9:20 ENFL 16. Finding new methane oxidation (NEMO) sites in metal-exchanged zeolites: Insights from the tandem oxidation and carbonylation of methane to acetic acid in Cu-MOR. Y. Roman-Leshkov 9:55 ENFL 17. Catalytic transformations of methane, ethane, and propane to lower olefins in the presence of hydrogen chloride and oxygen. Q. Xie, J. Kang, J. He, Q. Zhang, Y. Wang



11:00 Intermission.



11:30 ENFL 29. Computational investigation of a catalyst for olefin purification: Copper bis(oxothiolene) complexes. D.N. Sredojevic, E. Brothers, M.B. Hall 11:50 ENFL 30. Influence of fuel structures on molecular weight growth kinetics in hydrocarbon conversions: A comparative study of the C3 & C4 alkenes pyrolysis. K. Wang, S. Villano, A.M. Dean



Catalytic Materials for Methane Conversion Combustion & MTO Sponsored by CATL, Cosponsored by ENFL



Computational Chemistry Across Catalysis Modeling Complex Reaction Networks in Catalysis



10:30 Intermission.



Sponsored by CATL, Cosponsored by COMP, ENFL and WCC



10:45 ENFL 18. Effect of Pd crystallite size and oxygen vacancies on the partial oxidation of methane on Pd/Al2O3. J. Dodson, S. Wang, L. Grabow, W. Epling



Fundamental Surface Chemistry of Non-oxide Transition Metal Ceramic Catalysts: Carbides, Nitrides, Sulﬁdes, Phosphides, Selenides



11:20 ENFL 19. Stability of Zn/HZSM-5 catalysts towards methane dehydroaromatization reaction. V. Abdelsayed, M.W. Smith, D. Shekhawat



Sponsored by CATL, Cosponsored by ENFL



11:55 ENFL 20. Effect of La2O3 additive on catalytic performance of Ni/ZrO2-Al2O3 catalyst for syngas methanation. C. Guo, H. Zhang, X. Li, W. Li



Section F Wyndham San Diego Bayfront Pacific B



Advances in Chemistry of Energy & Fuels



8:35 ENFL 8. Enhancing the power and current density of hydrogen fuel cells operating at low temperatures, using oblate-metal and metal-alloy nanoparticles. H. Li, C. Pan, S. Zhao, C. Kao, P. Liu, Y. Zhu, M. Rafailovich



Catalysis of Fuels



9:15 ENFL 9. Ag-composite cathode for high-performance, intermediate temperature, solid oxide fuel cells. M. Kim, N. Chean, Y. Li, H. Choi, J. Shim



8:30 ENFL 21. Iron(III) catalyzed dimerization of cycloolefins: Synthesis of high-density fuel candidates. R. Arias-Ugarte, F.S. Wekesa, S. Schunemann, M. Findlater



9:35 ENFL 10. Perovskite-type oxide films synthesized via an electrochemical route and its application in SOFC interconnects. J. Lee, B. Park, R. Song, S. Lee, T. Lim, S. Park



8:50 ENFL 22. Methyl ester production by acid-catalyzed ester interconversion processes. J.A. Struss, D.J. Amato, L.R. Grubb, D. Pett, K. Shah



9:55 Intermission.



10:00 ENFL 25. Electrocatalytically-assisted oxidative dehydrogenation (ODH) of lower alkanes to olefins. U.S. Ozkan, A. Fuller, D. Dogu, K. Binkley, N. Kramer, A. Co



X. Wang, Organizer D. J. Heldebrant, Organizer, Presiding Z. He, L. Li, Presiding



9:10 ENFL 23. FCC technology for enhancing propylene production and its development. C. Xie, X. Wei, J. Long



SUNDAY AFTERNOON Section A Wyndham San Diego Bayfront Porthole



Solar Cells Y. H. Hu, R. T. Koodali, Organizers, Presiding 1:30 ENFL 31. Non-hermitian optics and parity-time photonics. X. Zhang 2:10 ENFL 32. Avoiding the kinetics of the bulk heterojunction: Sequential processing and self-assembly for conjugated, polymer-based photovoltaics. B.J. Schwartz 2:50 ENFL 33. Last progresses in photosynthetic solar cells. B. Su 3:25 Intermission. 3:30 ENFL 34. Transparent composite electrode for flexible and stretchable OPVs. Q. Pei 4:10 ENFL 35. Iodide-passivated colloidal PbS nanocrystals for application in hybrid solar cells. R.L. Brutchey 4:50 ENFL 36. Optimization and simplification of polymer-fullerene solar cells through polymer and active layer design. B.C. Thompson
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