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PRES/MPPG 10:15 PRES 61. Instituting research at the community college level: Strategies that will secure the success of minority STEM students at the post-undergraduate level. P. Svoronos 10:35 PRES 62. Increasing diversity in the chemical sciences: Lessons learned. L. Colon 10:55 PRES 63. Empowering effect of leadership roles in undergraduate education. P. Varma-Nelson 11:15 PRES 64. Taking charge of the lack of diversity in STEM from graduate school to the professoriate: Developing a national, non-profit organization. C. Valdez, S.A. Lopez 11:35 Questions and Discussion.



Excellence in Graduate Polymer Research Sponsored by POLY, Cosponsored by PRES, PROF, SOCED and YCC



4:00 PRES 79. From molecules to materials: Macromolecular engineering by taming free radicals. K. Matyjaszewski



MONDAY EVENING



SUNDAY AFTERNOON



Section A



Chemistry Professionals are Entrepreneurs & More



Section A



San Diego Convention Center Hall D/E



Sponsored by I&EC, Cosponsored by CTA‡, PRES and SOCED



San Diego Convention Center Room 3



Sci-Mix



Excellence in Graduate Polymer Research



Multiscales Chemistry



Sponsored by POLY, Cosponsored by PRES, PROF, SOCED and YCC



Cosponsored by BIOL, COMP and PHYS



D. Nelson, D. Crans, Organizers 8:00 - 10:00



8-14, 16-20, 24-31, 34 ,36, 38, 40, 42-49. See previous listings.



TUESDAY EVENING TUESDAY MORNING



Chemistry Professionals Working “Outside the Box”



Section A



Sponsored by POLY, Cosponsored by PRES, PROF, SOCED and YCC



Sponsored by I&EC, Cosponsored by CTA, PRES and SOCED



San Diego Convention Center Room 2



Excellence in Graduate Polymer Research



Dreyfus Award Symposium M. Cardillo, Organizer L. Brus, M. Fox, Presiding 9:00 Introductory Remarks by 2016 ACS President D. Nelson.



Section A San Diego Convention Center Room 3



Diversity-Quantiﬁcation-Success? Cosponsored by BIOL, CELL, CHED, CINF, COLL, COMSCI, DAC, GEOC, I&EC, INOR, MEDI, ORGN, PHYS, POLY, PROF and WCC D. Nelson, D. Crans, Organizers E. Nalley, Presiding 1:30 PRES 65. Introduction: Diversity strengthening STEM education. E. Nalley, D. Nelson 1:45 PRES 66. A decade of tracking demographics in the Top 50 Chemistry Departments via the Nelson Diversity Surveys. D. Nelson 2:00 PRES 67. Accelerating change: #DiversitySolutions on social media. D. Stallings, R. Hernandez 2:15 PRES 68. Progress made in smashing the glass ceiling. V. Kuck 2:30 PRES 69. Critical mass takes courage: Diversity in the chemical sciences. S. Collins 2:45 PRES 70. The challenges facing women in chemistry and other scientific and engineering fields. M. Jacobs 3:00 PRES 71. Demographics of research-active chemistry departments. R. Hernandez, D. Stallings, S. Iyer 3:15 Panel Discussion.



New Reality of the Chemical Enterprise: Traditional & Nontraditional Career Paths Chemistry Professionals Working “Outside the Box” Sponsored by I&EC, Cosponsored by CTA, PRES and SOCED



LGBT Chemists’ Symposium on Chemical Biology Sponsored by PROF, Cosponsored by BIOL‡, BIOT‡, MEDI, ORGN, PRES and WCC



9:10 PRES 72. Innovating with evolution: Expanding the enzyme universe to make molecules and materials. F. Arnold 9:45 PRES 73. Instead of 2D-printing over and over again: Continuous liquid interface production of 3D objects. J. Desimone 10:20 Intermission. 10:35 PRES 74. Making materials with programmable nucleic acid bonds. C. Mirkin 11:10 PRES 75. Science and technology of quantum dots. M. Bawendi



New Reality of the Chemical Enterprise: Traditional & Nontraditional Career Paths



Mini-Platform S. Hammes-Schiffer, R. Hernandez, Organizers



Excellence in Graduate Polymer Research



MONDAY AFTERNOON



Sponsored by GEOC, Cosponsored by ENVR and MPPG‡



New Reality of the Chemical Enterprise: Traditional & Nontraditional Career Paths



New Reality of the Chemical Enterprise: Traditional & Nontraditional Career Paths



Sponsored by POLY, Cosponsored by PRES, PROF, SOCED and YCC



Analytical & Computational Isotope Geochemistry



Q. Cui, Presiding 1:00 MPPG 7. Challenges in the computational modeling of catalysis for energy related applications. L. Gagliardi 1:30 MPPG 8. Osmolyte-mediated regulation of peptide structure. J. Shea 2:00 MPPG 9. Impact of coarse-graining upon information content and thermodynamic properties. W. Noid



MPPG Multidisciplinary Program Planning Group K. Merz, Program Chair



SOCIAL EVENTS: Reception, 3:30 PM: Sat



BUSINESS MEETINGS: MPPG Business Meeting, 2:30 PM: Sat



SUNDAY MORNING Section A San Diego Convention Center Room 3



Section D San Diego Convention Center Room 20A-C



Computers in Chemistry Plenary Session K. Merz, Organizer, Presiding 3:00 MPPG 10. Using self-assembly to make functional materials: Computational perspectives. G. Schatz 3:40 MPPG 11. Proton-coupled electron transfer in catalysis and energy conversion. S. Hammes-Schiffer 4:20 MPPG 12. Post-evolutionary biology: Design of novel protein structures, functions and assemblies. D. Baker 5:00 MPPG 13. 30 years of free energy perturbation theory: From free energies of hydration to drug discovery. W. Jorgensen



Multiscales Chemistry



Current Topics in Chemical Business Development & Management



Sponsored by I&EC, Cosponsored by CTA, PRES and SOCED



Energy



Sponsored by BMGT, Cosponsored by MPPG‡



Excellence in Graduate Polymer Research



S. Hammes-Schiffer, R. Hernandez, Organizers



Surface Structures



L. Gagliardi, Presiding



Sponsored by GEOC, Cosponsored by COLL, ENVR and MPPG‡



Chemistry Professionals Working in the Government



Sponsored by POLY, Cosponsored by PRES, PROF, SOCED and YCC



Cosponsored by ANYL, BIOL, COMP and PHYS



8:30 MPPG 1. Bottom-up excitonics. A. Aspuru-Guzik



TUESDAY AFTERNOON



9:00 MPPG 2. Modeling hybrid photovoltaic cells: Insights from density functional theory. I. Cioﬁni



Section A



9:30 MPPG 3. Excited-state electron transfer in fluorescent proteins. A. Krylov



San Diego Convention Center Room 2



10:00 Intermission: Café con Ordenadores.



Dreyfus Award Symposium M. Cardillo, Organizer M. Tirrell, R. Zare, Presiding 2:00 PRES 76. Development of new C-H bond functionalization reactions. M. Sanford 2:35 PRES 77. Non-canonical amino acids as tools for protein medicinal chemistry. D. Tirrell, K. Fang, S. Lieblich



10:30 MPPG 4. Structure-function relationship in materials for energy: Coupling molecular dynamics and first principles spectroscopies. G. Galli 11:00 MPPG 5. Multiple time step schemes for first-principles based multiscale simulations. U. Roethlisberger 11:30 MPPG 6. Employing simulation and experiment to evaluate and predict chemical stability of metal-organic frameworks. N. Burtch, K. Walton



3:10 Intermission. 3:25 PRES 78. Combining facile synthetic strategies and simple purification techniques for the preparation of unique materials. C. Hawker



Fall 2015 InterCollegiate Cheminformatics Course Sponsored by CHED, Cosponsored by CINF and MPPG



Environmental Interfaces



Fall 2015 InterCollegiate Cheminformatics Course Sponsored by CHED, Cosponsored by CINF and MPPG



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.



MPPG



TECHNICAL PROGRAM



Analytical & Computational Isotope Geochemistry Sponsored by GEOC, Cosponsored by ENVR and MPPG‡



Molecular Modeling at the Undergraduate Level Sponsored by CHED, Cosponsored by MPPG



MONDAY MORNING



11:30 Panel Discussion: Choosing between Careers in Academia vs. Industry.



2:30 Intermission.



10:00 Intermission: Café con Ordenadores.



GSSPC: Resolving the Big Picture: Bringing Molecules into Focus



3:10 MPPG 40. New approaches to multimodal nanoscale imaging and analyses. P.S. Weiss



11:00 MPPG 47. Ultra-coarse-graining and its application to biomolecular complexes. G. Voth



Sponsored by CHED, Cosponsored by ANYL‡, MPPG and PROF‡



Section D



11:30 MPPG 48. Novel secondary structure of biomimetic polymers enables extended two-dimensional assemblies. S. Whitelam



Redox Reactions Sponsored by GEOC, Cosponsored by COLL, ENVR and MPPG‡



MONDAY AFTERNOON



Multiscales Chemistry



Section A



Bio Cosponsored by BIOL, COMP and PHYS S. Hammes-Schiffer, R. Hernandez, Organizers J. Shea, Presiding 8:30 MPPG 15. Experimentally-biased modelling of protein folding intermediates at high pressures. A. Garcia, M. Fossat, J. Roche, C. Roumestand, D. Barrick, C. Royer 9:00 MPPG 16. Protein folding and recognition in the cell — an in silico approach. M. Cheung 9:30 MPPG 17. Structure and dynamics of intrinsically disordered proteins from a physics-based model. J. Mittal 10:00 Intermission: Café con Ordenadores. 10:30 MPPG 18. Probing the principles of amyloid protein aggregation. J. Straub, A. Panahi, L. Dominguez 11:00 MPPG 19. Molecular simulations of alternate frame folding in an engineered Ca2+-sensing protein switch. A. DeGrave, J. Ha, S. Loh, L. Chong 11:30 MPPG 20. Computational design of peptide therapeutics. Y. Lin



Section B



San Diego Convention Center Room 2



W. Noid, Presiding 1:00 MPPG 29. Molecular simulation analysis of nanoparticle-biomolecule interactions: Challenges and developments. Q. Cui 1:30 MPPG 30. Coarse-graining solvent structure using stochastic hard collision (SHC) dynamics. R. Hernandez 2:00 MPPG 31. Polarizable force fields for condensed phase simulation. T. Head-Gordon



San Diego Convention Center Room 20A-C



The Fred Kavli Innovations in Chemistry Lecture D. Nelson, Organizer, Presiding 5:15 Introductory Remarks. 5:20 MPPG 42. Quantum solutions for a sustainable energy future. E. Carter 6:15 Q & A.



San Diego Convention Center Room 4



Preparing for the Real World: Challenges Faced by Young Investigators



B. Levine, Organizer, Presiding 1:00 MPPG 32. Doing theory with undergraduates and having a great time. R. Cave 1:15 MPPG 33. Building an undergraduate research program at a large, comprehensive university. M. Milletti 1:30 MPPG 34. Running a productive lab where students are transformed and you actually publish. G. Shields



10:30 MPPG 46. Relative entropy information-theoretic approach to multiscale modeling. M. Shell



Section B San Diego Convention Center Room 4



Computer-Aided Drug Design Free Energy Calculations Cosponsored by BIOL, CINF, COMP, MEDI and PHYS R. Amaro, M. Holloway, J. Jansen, Organizers C. Christ, Presiding



Section D



Section B



W. Kellett, K. Merz, S. Riniker, D. Zgid, Organizers



8:30 MPPG 21. Choosing your research adviser wisely. T. Crawford



4:00 Introductory Remarks.



4:55 Q & A.



S. Hammes-Schiffer, R. Hernandez, Organizers



Preparing for the Real World: Challenges Faced by Young Investigators



S. Riniker, D. Zgid, Organizers, Presiding



D. Nelson, Organizer, Presiding



Cosponsored by BIOL, COMP and PHYS



Cosponsored by CHED, CINF, COMP, PHYS and YCC



W. Kellett, B. Levine, K. Merz, Organizers



The Kavli Foundation Emerging Leader in Chemistry Lecture



Mini-Platform



San Diego Convention Center Room 4



Cosponsored by CHED, CINF, COMP, PHYS and YCC



San Diego Convention Center Room 20A-C



4:05 MPPG 41. Computing cures: Enabling chemical discovery through the lens of a computational microscope. R. Amaro



Multiscales Chemistry



Research at PUI’s



Choosing Grad Research Advisors & a Career in Academia or Industry



9:30 MPPG 45. Multiscale simulations for soft matter: Recent developments and applications. K. Kremer



2:40 MPPG 39. Fractal arrangement of atomic structures in metallic glasses. D. Chen, C. Shi, Q. An, Q. Zeng, W. Mao, W. Goddard, J. Greer



Environmental Interfaces



Section A San Diego Convention Center Room 2



2:00 MPPG 38. Electron transport across the Van der Waals interfaces. P. Kim



Environmental Interfaces Nucleation, Growth & Dissolution Processes Sponsored by GEOC, Cosponsored by COLL, ENVR and MPPG‡



GSSPC: Resolving the Big Picture: Bringing Molecules into Focus Sponsored by CHED, Cosponsored by ANYL‡, MPPG and PROF‡



Nonlinear Spectroscopy & Modeling Sponsored by ANYL, Cosponsored by MPPG and PHYS



Adsorption of Metals by Geomedia Theory & Modeling after Twenty Years Sponsored by GEOC, Cosponsored by ENVR, MPPG‡ and NUCL



Communicating Chemistry Through Social Media



8:00 MPPG 49. Binding affinity prediction from molecular simulations – a new standard method in structure-based drug design? C. Christ 8:30 MPPG 50. Improving and applying alchemical binding free energy calculations. D. Mobley 9:00 MPPG 51. Incorporating changes in protein-ligand hydration in free energy calculations. J. Essex, G. Ross 9:40 MPPG 52. Real-world impact of free energy perturbation. M. Murcko 10:20 Intermission:Café con Ordenadores. 10:40 MPPG 53. Attempts to improve free-energy simulation binding-affinity estimates by quantum-mechanical methods. U. Ryde 11:20 MPPG 54. Improving kinase inhibitor selectivity with free energy perturbation molecular dynamics simulations. B. Roux, Y. Meng



Section C San Diego Convention Center Room 5A



Computer-Aided Drug Design Perspectives Cosponsored by BIOL, CINF, COMP, MEDI and PHYS R. Amaro, J. Jansen, Organizers M. Holloway, Organizer, Presiding C. Reynolds, Presiding



8:45 MPPG 22. How to choose an academic advisor: Do’s and don’ts. A. Krylov



1:45 MPPG 35. Building a new research program in medicinal chemistry at a small liberal arts college. A. Dounay



Sponsored by CHED, Cosponsored by MPPG



9:00 MPPG 23. Do what you like, like what you do: Navigating the academic world after college. F. Paesani



2:00 Panel Discussion: Building a Research Program at a Primarily Undergraduate Institution.



TUESDAY MORNING Section A



8:50 MPPG 56. Cheminformatics: Past, present, future. F. Brown, H. Wang



Section C



San Diego Convention Center Room 3



9:30 MPPG 57. Docking and scoring: A perspective on exploiting protein structures for CADD. A. Jain



Multiscales Chemistry



10:10 Intermission: Café con Ordenadores.



Soft Matter



10:30 MPPG 58. Current issues with computer-aided lead optimization. W. Jorgensen



9:15 MPPG 24. Finding advisors whose research you like the best. T. Shiozaki 9:30 Panel Discussion: Choosing a Graduate and Postgraduate Advisor. 10:00 Intermission: Café con Ordenadores.



San Diego Convention Center Room 5A



8:20 MPPG 55. Computer-aided drug design: Successes and opportunities. M. Holloway, C. Reynolds



10:30 MPPG 25. Research career in industry: A glass filled with life. C. Bayly



Computers in Nanoscience & Nanotechnology



10:45 MPPG 26. Finding the perfect job: Careers for organic chemists in pharma and academia. A. Dounay



H. Tierney, Organizer



S. Hammes-Schiffer, R. Hernandez, Organizers



P. Alivisatos, P. S. Weiss, Organizers, Presiding



W. Noid, Presiding



11:10 MPPG 59. Computer-aided drug design: Looking forward. C. Peishoff



1:00 MPPG 36. Thermodynamics of virus capsid assembly. K.M. Merz



8:30 MPPG 43. Multiscale characterization of macromolecular dynamics. C. Clementi



Environmental Interfaces



1:30 MPPG 37. Polymers for microelectronics: A view of the future. C.G. Willson



9:00 MPPG 44. Competitive adsorption of proteins on gold nanoparticles: A multiscale modeling study. C. Hall, Q. Shao



11:00 MPPG 27. From academia, to startup, to big pharma, and back again? G. Landrum 11:15 MPPG 28. Down the rabbit hole: From B3LYP to x86. J. Hammond ‡ Cooperative



Cosponsorship



Cosponsored by BIOL, COMP and PHYS



Surface Adsorption Sponsored by GEOC, Cosponsored by COLL, ENVR and MPPG‡



MPPG Adsorption of Metals by Geomedia



Section C



Thermodynamics & Kinetics Experimental Study



San Diego Convention Center Room 5A



Sponsored by GEOC, Cosponsored by ENVR, MPPG‡ and NUCL



Computer-Aided Drug Design



Advances in E-Learning Sponsored by CHED, Cosponsored by MPPG



Computational Biophysics Cosponsored by BIOL, CINF, COMP, MEDI and PHYS R. Amaro, M. Holloway, J. Jansen, Organizers



TUESDAY AFTERNOON Section A San Diego Convention Center Room 3



Multiscales Chemistry Liquids Cosponsored by BIOL, COMP and PHYS S. Hammes-Schiffer, R. Hernandez, Organizers T. Head-Gordon, Presiding 1:00 MPPG 60. Molecular amplification in liquid crystals, from nanometer to millimeter length scales. J. De Pablo 1:30 MPPG 61. Multiscale modeling of condensed-phase systems: Insights and predictions from coarse-grained models. M. Guenza 2:00 MPPG 62. Stochastic simulations of liquid aerosol chemistry. F. Houle 2:30 Intermission: Café con Ordenadores. 3:00 MPPG 63. Water-like anomalies in monatomic pair and anisotropic potentials that stabilize tetrahedral crystals. A. Bertolazzo, J. Lu, V. Molinero 3:30 MPPG 64. Many-body molecular dynamics: Towards chemically accurate molecular simulations from the gas to the condensed phase. F. Paesani 4:00 MPPG 65. Transferability challenges in atomistic and coarse grained biomolecular simulation. C. Peter



Section B San Diego Convention Center Room 4



The Centrality of Computing Across Chemistry M. Paley, Organizer C. Bertozzi, Organizer, Presiding 1:00 MPPG 66. Modeling epoxidation of drug-like molecules with a deep machine learning network. S. Swamidass 1:40 MPPG 67. Promiscuity in enzyme-ligand complexation revealed at the atomistic level: Application to glutamate racemase. M. Spies 2:20 MPPG 68. Systematic computational and experimental investigation of lithium-ion transport mechanisms in polymer electrolytes. M. Webb, B. Savoie, N. Balsara, G. Coates, Z. Wang, T. Miller 3:00 MPPG 69. On the role of dynamics in understanding the properties of metal-organic frameworks. N. Lopez 3:40 MPPG 70. Compressing chemistry: Compressed sensing for vibrations, spectroscopy and wave function theory. A. Aspuru-Guzik



V. Shanmugasundaram, Presiding 1:00 MPPG 71. Enthalpy good, entropy bad? What can we learn from protein-ligand binding thermodynamic signatures? D. Hepworth 1:40 MPPG 72. Plumbing the depths of entropy and enthalpy in molecular recognition. M. Gilson, A. Fenley, S. Kantonen, H. Muddana, M. Potter, S. Webb 2:20 MPPG 73. Ins and outs of binding: Why dynamic drug-target occupancy relationships matter in the in vivo setting. J. Duca, R. Pearlstein 3:00 Intermission. 3:20 MPPG 74. Kinetic stability of protein-ligand complexes: Applications in virtual screening. X. Barril 4:00 MPPG 75. Water: A small but revolutionary molecule that together with GPCR X-ray structures enables new design approaches for kinetics, selectivity and potency. J. Mason, A. Bortolato, D. Weiss, F. Deﬂorian



Environmental Interfaces Complex Surface Reactions Sponsored by GEOC, Cosponsored by COLL, ENVR and MPPG‡



Adsorption of Metals by Geomedia Thermodynamics & Kinetics Experimental Study



11:30 MPPG 81. Chemical dynamics in solution and computers. H. Kim



Section B



Adsorption of Metals by Geomedia Radionuclides: Uranium & Transuranium - Extension of ACS Garvan-Olin Medal Session



San Diego Convention Center Room 4



Sponsored by GEOC, Cosponsored by ENVR, MPPG‡ and NUCL



Computational Materials & Nanoscience: Theory Meets Experiment



Chemical Imaging: Applications, Advances & Challenges



Forum: Materials Genome & Materials Informatics Cosponsored by COMP, ENFL, INOR, ORGN and POLY A. Aspuru-Guzik, K. Merz, O. Prezhdo, S. Tretiak, Organizers



Sponsored by ANYL, Cosponsored by CINF and MPPG



Know Your Unknowns: Estimating the Reliability of Individual Activity & Property Predictions Sponsored by COMP, Cosponsored by MPPG



J. Schrier, Presiding



Online Approaches in Chemical Education



8:20 Introductory Remarks.



Sponsored by CHED, Cosponsored by MPPG



8:30 MPPG 82. How do we combine high-throughput theory, experimentation and data science to map a material’s genome in real time? J. Hattrick-Simpers, A. Kusne



Homework: Past, Present & Future



9:00 MPPG 83. Informatics for mapping the materials genome. K. RAJAN 9:30 MPPG 84. Data-driven research and a rational design paradigm in the chemical and materials disciplines. M. Haghighatlari, J. Hachmann 10:00 Intermission: Café con Ordenadores. 10:30 MPPG 85. Panel Discussion: Materials genome and materials informatics. J. Hachmann, J. Hattrick-Simpers, K. Rajan, J. Schrier



Sponsored by CHED, Cosponsored by MPPG



WEDNESDAY AFTERNOON Section A San Diego Convention Center Room 3



Multiscales Chemistry Sustainable Cosponsored by BIOL, COMP and PHYS S. Hammes-Schiffer, R. Hernandez, Organizers Q. Cui, Presiding



Section C San Diego Convention Center Room 5A



Computer-Aided Drug Design Real World Dynamics



1:00 MPPG 91. Multiple phase coexistence in polymer electrolytes. M. Olvera De La Cruz, J. Zwanikken, H. Kwon 1:30 MPPG 92. Mechanisms of singlet fission in organic chromophores: A theoretical study. N. Ananth



Sponsored by GEOC, Cosponsored by ENVR, MPPG‡ and NUCL



Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



Teaching & Implementing Effective Data Analysis & Computational Approaches Across the Undergraduate Chemistry Program



R. Amaro, M. Holloway, J. Jansen, Organizers



2:00 MPPG 93. MoD-QM/MM smells good: Models of olfactory receptors validated by mutagenesis and activity profiles. V. Batista, L. Ahmed



V. Pande, Presiding



3:00 Intermission.



8:00 MPPG 86. In silico fragment based drug discovery by molecular simulations. G. De Fabritiis



3:30 MPPG 94. Biopolymers out-of-equilibrium: Insights from blood plugging. A. Alexander-Katz



8:40 MPPG 87. Redesigning drug design. J. Chodera



4:00 MPPG 95. Development of ReaxFF reactive force fields for reactions in proteins and DNA- an alternative for QM/MM? A. Van Duin, Y. Shin, M. Golkaram



Sponsored by CHED, Cosponsored by MPPG



Advances in E-Learning Sponsored by CHED, Cosponsored by MPPG



9:20 MPPG 88. Can molecular dynamics simulations cure what ails ya? D. Shaw



WEDNESDAY MORNING



10:00 Intermission: Café con Ordenadores.



Section A



10:15 MPPG 89. Future of molecular dynamics simulation. V. Pande



San Diego Convention Center Room 3



The History of Chemistry & Computing



4:30 MPPG 96. Large scale molecular simulation of nanoparticle-biomolecule interactions and their implications in nanomedicine. R. Zhou



10:55 MPPG 90. Allostery through the computational microscope: Conformational selection in a canonical signaling domain. R. Amaro, R. Malmstrom, A. Kornev, S. Taylor



Cosponsored by COMP, HIST and PHYS B. Shoichet, A. Tropsha, Organizers G. Patterson, Organizer, Presiding 8:30 MPPG 76. Introduction to a history of computers in chemistry. G. Patterson 9:00 MPPG 77. Providing supercomputing capability to the scientific community: The early years. T. Weber 9:30 MPPG 78. Quantum chemistry and large scale computations: A parallel development. H. Schaefer 10:00 Intermission: Café con Ordenadores. 10:30 MPPG 79. Computer simulations provide an understanding of the electrochemical interface. D. Henderson 11:00 MPPG 80. History of the use of computers in polymer science. G. Patterson



Big Data & Small Data Sponsored by ANYL, Cosponsored by CINF and MPPG



Computer-Aided Data Analysis in Chemical Education Research (CADACER) Sponsored by CHED, Cosponsored by MPPG



Environmental Interfaces Complex Surface Reactions Sponsored by GEOC, Cosponsored by COLL, ENVR and MPPG‡



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.



MPPG



TECHNICAL PROGRAM



Section B



Section B



San Diego Convention Center Room 4



Environmental Interfaces Complex Surface Reactions



Computational Materials & Nanoscience: Theory Meets Experiment



Sponsored by GEOC, Cosponsored by COLL, ENVR and MPPG‡



Forum: Powering the Future: Novel Materials for Solar Cell Technologies



Sponsored by ANYL, Cosponsored by CINF and MPPG



Cosponsored by COMP, ENFL, INOR, ORGN and POLY A. Aspuru-Guzik, K. Merz, O. Prezhdo, S. Tretiak, Organizers J. Krich, Presiding 1:00 Introductory Remarks. 1:10 MPPG 97. Joint computational-experimental studies of quantum dots, perovskites, and their union. E. Sargent 1:40 MPPG 98. Screening novel photovoltaic materials for bulk-carrier lifetime, stability, and manufacturability. T. Buonassisi 2:10 MPPG 99. Withdrawn and replaced by 133. Rational material, interface and device engineering for high-performance polymer solar cells. A.Jen



Big Data & Small Data



Computer-Aided Data Analysis in Chemical Education Research (CADACER) Sponsored by CHED, Cosponsored by MPPG



Adsorption of Metals by Geomedia X-ray Spectroscopy Sponsored by GEOC, Cosponsored by ENVR, MPPG‡ and NUCL



Chemical Imaging: Applications, Advances & Challenges Sponsored by ANYL, Cosponsored by CINF and MPPG



Online Approaches in Chemical Education



San Diego Convention Center Room 4



Computational Materials & Nanoscience: Theory Meets Experiment



Cosponsored by COMP, ENFL, INOR, ORGN and POLY



San Diego Convention Center Room 3



A. Aspuru-Guzik, O. Prezhdo, S. Tretiak, Organizers J. Yuen Zhou, Presiding 8:20 Introductory Remarks. 8:30 MPPG 112. New directions in coherent alignment: From spinning tops to ultrafast switches. T. Seideman, J. Szekely 9:00 MPPG 113. New frontiers in multidimensional spectroscopy of molecules using classical, quantum, and X-ray light. S. Mukamel



3:05 MPPG 100. Panel Discussion: Powering the future: Novel materials for solar cell technologies. J. Krich



Peptide Modeling



10:00 Intermission: Café con Ordenadores.



Sponsored by COMP, Cosponsored by MPPG



Section C



THURSDAY MORNING



10:30 MPPG 115. Panel Discussion: The future of spectroscopies: Quantum and classical fields; theoretical perspectives. J. Yuen Zhou



San Diego Convention Center Room 5A



Section A



Computer-Aided Drug Design New Modalities RNA Cosponsored by BIOL, CINF, COMP, MEDI and PHYS R. Amaro, M. Holloway, J. Jansen, Organizers



Big Data Science Accessing Chemical Space & Better Modeling



Section C San Diego Convention Center Room 5A



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



D. York, Presiding



Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



1:00 MPPG 101. Structure guided design of nucleic acid modifications for antisense drug discovery. P. Seth



B. Shoichet, A. Tropsha, Organizers



J. Duca, Presiding



V. Feher, J. Irwin, Organizers, Presiding



8:00 MPPG 116. Withdrawn.



1:40 MPPG 102. High-throughput platform assay technology for the discovery of pre-microRNA-selective small molecule probes. A. Garner



8:30 MPPG 106. Mining the chemical universe database GDB-17 for drug discovery. J. Reymond



8:40 MPPG 117. Structure-based design of inhibitors of the riboflavin pathway targeting the bacterial FMN riboswitch. T. Fischmann



2:20 MPPG 103. Exploiting the ribosome and RNA: Small-molecule interactions for a pipeline of new antibiotics. E. Duffy 3:00 Intermission. 3:15 MPPG 104. DNA and RNA in multi-target drug design for the microsatellite disease myotonic dystrophy. S. Zimmerman, L. Luu, L. Nguyen, J. Serrano, J. Lee 4:00 MPPG 105. Light at the end of the tunnel in modeling RNA structure, dynamics and interactions. T. Cheatham



9:00 MPPG 107. Enamine REAL DataBase – an instrumental and practical vehicle for charting new regions of the relevant drug discovery chemical space. Y. Moroz, A. Chuprina, D. Mykytenko 9:30 MPPG 108. Ligand discovery using big data with ZINC. J. Irwin 10:00 Intermission: Café con Ordenadores.



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. ‡ Cooperative



Cosponsorship



R. Amaro, M. Holloway, J. Jansen, Organizers



9:10 MPPG 118. Boosting antibody developability through computational protein design. Q. Chai 9:40 Intermission: Café con Ordenadores. 9:50 MPPG 119. Peptide drug hunter: Exploring intracellular target space and druggability. T. Sawyer



10:30 MPPG 109. How to use 797,834 small molecule crystal structures. E. Davis, C. Groom, S. Ward, I. Bruno, A. Sarjeant



10:30 MPPG 120. Enhanced sampling methods in drug design. A. Roitberg



11:00 MPPG 110. Small-molecule ligand/ drug representation and validation in the Protein Data Bank. S. Burley



11:30 MPPG 122. Unnatural DNA aptamers and the potential to generate unique macromolecular targeting modalities. G. Spraggon, L. Jennings, D. Witmer, A. Kreusch, B. Bursulaya, J. Shaffer, D. Jones, S. Swalley, S. Clarkson, M. Knuth, S. Lesley



11:30 MPPG 111. Drug design data resource: Leveraging blinded datasets for improved docking methodologies and workflows. V. Feher, R. Amaro, M. Gilson



THURSDAY AFTERNOON Section A



Sponsored by CHED, Cosponsored by MPPG



San Diego Convention Center Room 3



Sponsored by ANYL, Cosponsored by CINF and MPPG



Forum: The Future of Spectroscopies: Quantum & Classical Fields; Theoretical Perspectives



9:30 MPPG 114. Extracting dynamics from optimally controlled spectroscopy. P. Brumer



2:40 Intermission.



Chemical Imaging: Applications, Advances & Challenges



11:00 MPPG 121. Withdrawn



Big Data Science Interpreting Pharmacology Cosponsored by BIOL, CINF, COMP, MEDI and PHYS B. Shoichet, A. Tropsha, Organizers V. Feher, J. Irwin, Organizers, Presiding 1:30 MPPG 124. Influence of data curation on QSAR Modeling – examining issues of quality versus quantity of data. K. Mansouri, C. Grulke, A. Richard, A.J. Williams 2:00 MPPG 125. What do open databases have to offer drug discovery? A. Hersey 2:30 MPPG 126. Using machine learning models based on phenotypic data to discover new molecules for neglected diseases. S. Ekins 3:00 Intermission. 3:30 MPPG 127. Extracting actionable knowledge from large scale in vitro pharmacology data. E. Griffen, A.G. Leach, A. Dossetter, L. Reid 4:00 MPPG 128. PubChem - A chemical information hub. J. Zhang, P. Thiessen, A. Gindulyte, E. Bolton, S. Bryant



Section B San Diego Convention Center Room 4



Computational Materials & Nanoscience: Theory Meets Experiment Forum: Exciting Aspects of Excitation Dynamics & Dissociation at the Nanoscale Cosponsored by COMP, ENFL, INOR, ORGN and POLY A. Aspuru-Guzik, K. Merz, O. Prezhdo, S. Tretiak, Organizers D. Kilin, Presiding 1:00 Introductory Remarks. 1:10 MPPG 129. Coherent photoluminescence excitation spectroscopy of semicrystalline polymeric semiconductors. C. Silva, P. Grégoire, E. Vella 1:40 MPPG 130. Photo-induced dynamics of excitons in nano materials teaser talk and panel discussion. J. Parkhill 2:10 MPPG 131. Nanoscale electronic structure and dynamics in disordered organic conjugated systems. A. Willard 2:40 Intermission.



Applied Geochemical Modeling Carbon Storage & Environmental Protection Sponsored by GEOC, Cosponsored by MPPG‡



Adsorption of Metals by Geomedia Biosorption: Metal & Bacteria Sponsored by GEOC, Cosponsored by ENVR, MPPG‡ and NUCL



3:05 MPPG 132. Panel Discussion: Exciting aspects of excitation dynamics and dissociation at the nanoscale. D. Kilin



Applied Geochemical Modeling Energy Exploration, Metals & Metalloids Sponsored by GEOC, Cosponsored by MPPG‡
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