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CHAS/CINF 2:05 CHAS 37. Targeted safety assessments through technology. J. Crandall 2:30 CHAS 38. Withdrawn. 2:55 Intermission. 3:20 CHAS 39. PubChem’s laboratory chemical safety summary (LCSS). S. Kim, J. Zhang, A. Gindulyte, P. Thiessen, L. McEwen, R. Stuart, E. Bolton, S. Bryant 3:45 CHAS 40. Socio-legal issues in the application of semantic web technology to chemical safety. J.G. Frey, M.I. Borkum 4:10 CHAS 41. Pre-competitive collaboration to advance laboratory safety. C.I. Nitsche



11:25 CINF 6. Virtues and vicissitudes of curatorial data wrangling: The guide to pharmacology experience. C. Southan 11:55 Concluding Remarks.



Section C



2:45 CINF 16. Discoverability and reusability of FAIR chemistry research data as a key outcome of registering persistent identifiers and standardised metadata with DataCite. H.S. Rzepa, M.J. Harvey, A. Mclean



3:20 CINF 31. CDD vision: Advanced analytics, calculations, and visualization live in CDD vault. B.A. Bunin



3:15 Intermission.



4:20 CINF 33. Chemical Information on the web: Find and be found. A. Gindulyte



San Diego Convention Center Room 25A



3:30 CINF 17. Surveying and tracking the biomedical data landscape. M.E. Martone



From Data to Prediction: Applying Structural Knowledge in Drug Discovery & Development



4:00 CINF 18. Data Observation Network for Earth: Earth and environmental science data management and discovery. A.E. Budden, W. Michener, D. Vieglais, R. Koskela, H. Soyka



J. Cole, Organizer, Presiding 8:40 Introductory Remarks. 8:45 CINF 7. Finding better aim at a moving target by exploiting structural data. M. Verdonk



4:30 CINF 19. California Digital Library: Advancing the digital transition of scholarly information. J. Chodacki



9:15 CINF 8. Bridging the dimensions: Seamless integration of 3D structure-based design and 2D structure-activity relationships to guide medicinal chemistry. M. Gastreich, M.D. Segall, C. Detering, E. Champness, C. Lemmen



Section B



9:45 CINF 9. Predicting binding affinity doesn’t work, or does it? C. Lemmen



Cosponsored by COMP



10:15 Intermission.



S. Sirimulla, Organizer, Presiding



From Synthesis to Design: Modeling Tools for Medicinal Chemists (see COMP, Sun)



10:30 CINF 10. Structural knowledge by prediction: Crystal structure prediction tests and progress. C. Groom, J. Cole, A.M. Reilly



1:00 Introductory Remarks.



Strengthening Your Patent Rights in Light of Recent Federal Circuit Court Decisions (see CHAL, Sun)



11:00 CINF 11. Using physicochemical data and predictions in the risk assessment of mutagenic impurities. S. Stalford



1:30 CINF 21. Deep convolutional neural networks for autonomous discovery of molecular interactions. A. Heifets, I. Wallach, M. Dzamba



Discovery, Pharmacology & Medicinal Chemistry of Rapidly Acting Antidepressants (see MEDI, Mon)



11:30 CINF 12. Profile-QSAR generation 2: Perfection, the enemy of the good? V.R. Polyakov, E.J. Martin, L. Tian



1:55 CINF 22. Crystallographic informatics: Similarity and statistics. S.J. Coles, G.J. Tizzard, P. Adler



Ethics 101



2:20 CINF 23. Chemical fragment analysis of halogen bonds in protein binding sites. A. Chan



CINF Division of Chemical Information E. Davis and E. Alvaro, Program Chairs



OTHER SYMPOSIA OF INTEREST: Fall 2015 InterCollegiate Cheminformatics Course (see CHED, Sun)



Advances in Computer-Aided Biologics Design (see COMP, Wed) Computation & Cheminformatics in Polymers Research (see PMSE, Tue, Wed, Thu)



SOCIAL EVENTS: Reception, 6:30 PM: Sun Luncheon, 12:00 PM: Tue Data Summit Reception, 6:30 PM: Wed



BUSINESS MEETINGS: Business Meeting, 1:00 PM: Sat



Sponsored by PROF, Cosponsored by CHED, CINF and ETHC



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



From Synthesis to Design: Modeling Tools for Medicinal Chemists Sponsored by COMP, Cosponsored by CINF and MEDI



SUNDAY MORNING SUNDAY AFTERNOON Section A San Diego Convention Center Room 25B



Section A



San Diego Convention Center Room 24C



Data Mining: Searching Non-covalent Interactions in Chemical Databases



1:05 CINF 20. Sigma-hole interactions for rational drug design. S. Sirimulla



2:45 Intermission. 3:00 CINF 24. Mining interaction data in the Cambridge structural database: Getting the rewards and removing the risks! J. Cole, P.A. Wood, N. Feeder, R. Taylor, C. Groom 3:25 CINF 25. Fast mining of adaptable interaction patterns in protein-ligand interface. T. Inhester, M. Rarey 3:50 CINF 26. Dual nature of a halogen atom. M. Narayan 4:15 CINF 27. Crystal clear: Using statistical descriptions and analysis to understand crystallisation. P. Adler, S.J. Coles, A.J. Norquist, J. Schrier, D. Woods, S. Friedler, L. Mapp



San Diego Convention Center Room 25B



4:40 Concluding Remarks.



Global Initiatives in Research Data Management & Discovery



Section C



D. Deng, Organizer, Presiding 8:30 Introductory Remarks.



Global Landscape



8:35 CINF 1. Relational database file can take us beyond the plain text file format. T. O’Donnell



Cosponsored by ANYL, COMP, MEDI and PHYS



9:05 CINF 2. Standard JSON molecule, a solution to a cross-vendor molecule file format? B. Cole



I. Bruno, Organizer, Presiding



Tomayto vs. Tomahto: Overcoming Incompatibilities in Scientiﬁc Data



9:35 CINF 3. Rule-based capture/storage of scientific data from PDF files and export using a generic scientific data model. S.J. Chalk, A. Bartholomew, B. Baraz, J. Turner 10:05 Intermission. 10:25 CINF 4. Building linked-data, largescale chemistry platform: Challenges, lessons, and solutions. V. Tkachenko, A. Pshenichnov, A. Day, C. Batchelor, P. Corbett 10:55 CINF 5. Towards a functional database for enzyme data: STRENDA DB. C. Kettner, M.G. Hicks



L. McEwen, Organizer



1:00 Introductory Remarks. 1:15 CINF 13. Open data is not enough: A look at the Research Data Alliance. M. Parsons 1:45 CINF 14. Responses to the data revolution: CODATA on policy, data science, and capacity building. S. Hodson, J. Rumble 2:15 CINF 15. Moving research forward with persistent identifiers and services. P. Cruse



San Diego Convention Center Room 25A



From Data to Prediction: Applying Structural Knowledge in Drug Discovery & Development J. Cole, Organizer, Presiding 1:30 Introductory Remarks. 1:35 CINF 28. Towards a fully automated creation of large protein structure ensembles. S. Bietz, M. Rarey 2:05 CINF 29. On our way to the automated search for ligand-sensing cores. T. Brinkjost, C. Ehrt, P. Mutzel, O. Koch 2:35 CINF 30. Deep learning in the 3rd dimension: Structure-based bioactivity prediction on novel targets. A. Heifets, I. Wallach, M. Dzamba 3:05 Intermission.



3:50 CINF 32. Advances in data provisioning. M.R. Brodney, J. Klug-McLeod, G.A. Bakken, R. Stanton



Discussions with the President’s Task Force on Employment Sponsored by PRES, Cosponsored by BIOL, BMGT, CARB, CELL, CHED, CINF, COLL, COMSCI, DAC, GEOC, I&EC, IAC, INOR, MEDI, ORGN, PHYS, PMSE, POLY, PROF, SCHB and WCC



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



SUNDAY EVENING Section B San Diego Convention Center Room 3



Scholarships for Scientiﬁc Excellence: Student Poster Competition S. J. Chalk, Organizer 6:30 - 8:30 CINF 34.



Quantifying the effect that chemical environment exerts upon changes in property in matched molecular pairs analysis. I. Lukac, A. Leach, E.J. Griffen,



A. Dossetter CINF 35.



CSNAP: A new chemoinformatics approach for target identification using chemical similarity networks. Y. Lo, S. Senese, C. Li, Q. Hu, Y. Huang, R. Damoiseaux, J. Torres



CINF 36.



Prediction and quantification of cation-π interactions in ligand-bromodomain binding: Using quantum chemistry to capture electronic effects. W. Cortopassi, R.S. Paton



CINF 37.



3Dmol.js: Chemical structure visualization for the modern web. J.L. Collins, M. Ragoza, J. Jensen, D. Koes



CINF 38.



General purpose 2D and 3D similarity approach to identify hERG blockers. P. Schyman, R. Liu, A. Wallqvist



CINF 39.



Indexing techniques and algorithms to efficiently mine interaction patterns in large sets of protein-ligand-complexes. T. Inhester, M. Rarey



CINF 40.



Development and application of multiclass QSAR models for predicting human skin sensitization. V.M. Alves, A. Zakharov, E. Muratov, D. Fourches, N. Kleinstreuer, J. Strickland, C.H. Andrade, A. Tropsha



CINF 41.



Virtual screening in the cloud computing environment. A. Cooper, M.R. Koebel, G. Schmadeke, S. Sirimulla



CINF 42.



Structural evolution of Tcn (n = 4–20) clusters from first-principles global minimization. C. Priest, D. Jiang



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



CINF



TECHNICAL PROGRAM



My Comments to the President’s Task Force on Employment Sponsored by PRES, Cosponsored by BIOL, BMGT, CARB, CELL, CHED, CINF, COLL, COMSCI, DAC, GEOC, I&EC, IAC, INOR, MEDI, ORGN, PHYS, PMSE, POLY, PROF, SCHB and WCC



My Experience with & Advice for Improving Diversity in Chemistry Sponsored by PRES, Cosponsored by BIOL, CELL, CHED, CINF, COLL, COMSCI, DAC, GEOC, I&EC, INOR, MEDI, ORGN, PHYS, POLY, PROF and WCC



My Experiences in & Advice for Organic Chemistry Courses Sponsored by PRES, Cosponsored by BIOL, CELL, CHED, CINF, DAC, GEOC, I&EC, INOR, MEDI, ORGN, POLY and PROF



MONDAY MORNING



9:35 CINF 53. Not just another reaction database. A. Day, V. Tkachenko, A. Pshenichnov, L. McEwen, S.J. Coles, R.J. Whitby



MONDAY AFTERNOON



10:00 Intermission.



San Diego Convention Center Room 25B



10:15 CINF 54. Directly upload data from an ELN into PubChem. B. Shoemaker, A. Gindulyte, E. Bolton, S. Bryant 10:40 CINF 55. Intuitive collaboration platform: A Scilligence story. R. Hotchandani, J. Lee 11:05 CINF 56. ACAS LIMS simplifies diverse data loading, management, and querying. J. McNeil, G. Oshiro, B.C. Fielder, E. Gao, S. Meyer, B. Bolt, F. McNeil, M. Shaw, K. Carr 11:30 CINF 57. ChemEngine: An automated chemical data harvesting tool for molecular inventory and chemical computing from scientific literature. M. Karthikeyan, R. Vyas 11:55 Concluding Remarks.



Section C



Section A San Diego Convention Center Room 25B



San Diego Convention Center Room 25A



Global Initiatives in Research Data Management & Discovery



Informatics & Quantum Mechanics: Combining Big Data & DFT in Pharma & Materials



Role of Community & Standards



A. Cho, Organizer, Presiding



Cosponsored by ANYL, COMP, MEDI and PHYS I. Bruno, Organizer L. McEwen, Organizer, Presiding 8:15 Introductory Remarks. 8:20 CINF 43. PubChem BioAssay: A decade’s practice for managing chemistry research data. Y. Wang 8:45 CINF 44. Data infrastructural design for informing critical evaluation. K. Kroenlein 9:15 CINF 45. Community-driven disciplinary data repositories: A case study. I. Bruno, C. Groom 9:40 CINF 46. ICSU World Data System: Trusted data services for global science. M. Mokrane, J. Minster, R. Edmunds 10:10 Intermission. 10:25 CINF 47. STRENDA and MIRAGE: Examples of community-based data reporting standardization initiatives. M.G. Hicks, C. Kettner 10:55 CINF 48. Standardizing the description of nanomaterials: The CODATA uniform description system. J. Rumble, S. Freiman, C. Teague 11:25 CINF 49. Scientific units in the electronic age. S.J. Chalk



Section B San Diego Convention Center Room 24C



Beyond Digitized Paper: The Next Generation of ELNs E. Davis, D. Deng, Organizers, Presiding 8:15 Introductory Remarks. 8:20 CINF 50. Toward semantic representation of science in electronic laboratory notebooks (ELNs). S.J. Chalk 8:45 CINF 51. New cloud based ELN with built-in raw analytical data support and automatic structure confirmation capabilities. S. Dominguez Vivero, J.C. Cobas Gomez, S. Fraga Castro, F. Sardina 9:10 CINF 52. Mobile interfaces for a digital research notebook. J.G. Frey, C. Willoughby, S.J. Coles, R.J. Whitby, C.L. Bird



‡ Cooperative



Cosponsorship



8:40 Introductory Remarks. 8:45 CINF 58. Screening of materials for energy applications based on transport properties: Methods and data automation tools. B. Kozinsky 9:15 CINF 59. High-throughput chemical simulations and virtual screening for materials discovery. M. Halls, D. Giesen, T. Hughes, S. Kwak, T. Mustard, J. Gavartin, A. Goldberg, Y. Cao 9:45 CINF 60. Machine learning and high-throughput quantum chemistry methods for the discovery of organic materials. A. Aspuru-Guzik



Section A



Global Initiatives in Research Data Management & Discovery Technical Infrastructures: Enabling Cultural Shifts Cosponsored by ANYL, COMP, MEDI and PHYS



4:50 Concluding Remarks.



Section C San Diego Convention Center Room 25A



Informatics & Quantum Mechanics: Combining Big Data & DFT in Pharma & Materials



I. Bruno, L. McEwen, Organizers, Presiding



A. Cho, Organizer, Presiding



1:00 Introductory Remarks.



1:30 CINF 80. In silico, high-throughput screening of non-fullerene acceptor materials for applications of organic photovoltaic devices: A Harvard clean energy project study. S.A. Lopez, E. Pyzer-Knapp, A. Aspuru-Guzik



1:05 CINF 64. Authoring tools to automate data sharing in scientific publishing. J.R. Kitchin 1:35 CINF 65. Facilitating the inclusion of analytical raw data in the submission and review process. S. Dominguez Vivero, J.C. Cobas Gomez, F. Seoane, J.A. Garcia Pulido, A. Barba, J.A. Varela Carrete 2:00 CINF 66. Crystallography: A domain exemplar for chemistry data management. S.J. Coles 2:30 CINF 67. Are data management solutions developed for commercial organizations suitable for academic research? M.E. Vaschetto, T. Oldﬁeld, M.J. Hartshorn 2:55 Intermission. 3:10 CINF 68. Data sharing in life sciences R&D: Pre-competitive collaboration through the Pistoia Alliance. C.I. Nitsche 3:30 CINF 69. The Royal Society of Chemistry and the data publication landscape. S. Dabb 3:50 CINF 70. Digital IUPAC: The need for global representation of chemistry and chemical information in the digital age. J.G. Frey



2:00 CINF 81. Regioselectivity prediction of metabolic reactions based on ab initio derived descriptors. A.R. Finkelmann, A.H. Göller, G. Schneider 2:30 CINF 82. COSMO-based approach for the design of solvents to optimize reaction rates. N.D. Austin, N.V. Sahinidis, D.W. Trahan 3:00 Intermission. 3:15 CINF 83. Efficient, first-principles-based screening for high-charge carrier mobility in organic crystals. C. Schober, K.U. Reuter, H. Oberhofer 3:45 CINF 84. Data-driven chemistry: From small molecules to discovery of new functional materials. O. Isayev, A. Tropsha 4:15 CINF 85. Multi-agent approach for molecular modeling in chemical vapor deposition. L.E. Achenie



Diversity-Quantiﬁcation-Success?



4:10 CINF 71. DIG chemistry: Establishing a research data interest group to address the many faces of chemical data management. L. McEwen



Sponsored by PRES, Cosponsored by BIOL, CELL, CHED, CINF, COLL, COMSCI, DAC, GEOC, I&EC, INOR, MEDI, ORGN, PHYS, POLY, PROF and WCC



4:30 Panel Discussion.



Computers in Chemistry: Bridging the Gap between Clients & Software



Section B



Sponsored by SCHB, Cosponsored by CINF and ORGN



10:15 Intermission. 10:30 CINF 61. Using drug discovery methods to accelerate the search for better battery materials. J. Schrier



4:25 CINF 79. Open patent chemistry “big bang” presents large opportunities for small enterprises. C. Southan



San Diego Convention Center Room 24C



Chemical Information for Small Businesses & Startups



Preparing for the Real World: Challenges Faced by Young Investigators



Cosponsored by CPRM and SCHB



Research at PUI’s



11:30 CINF 63. Discovery through deterministic optimization: Navigating chemical space for effective material design. J.M. Elward, C.B. Rinderspacher



E. S. Simmons, Organizer, Presiding



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



Is There a Crisis in Organic Chemistry Education?



1:40 CINF 73. Interactive cheminformatics for occasional use in SMEs. T. Inhester, M. Hilbig, M. Rarey



11:00 CINF 62. Combining density functional theory with cheminformatics for development of a new-paradigm ligand screening method in computational drug discovery. A. Cho



Sponsored by PRES, Cosponsored by BIOL, CELL, CHED, CINF, DAC, GEOC, I&EC, INOR, MEDI, ORGN, POLY and PROF



Preparing for the Real World: Challenges Faced by Young Investigators Choosing Grad Research Advisors & a Career in Academia or Industry Sponsored by MPPG, Cosponsored by CHED, CINF, COMP, PHYS and YCC



1:00 Introductory Remarks. 1:15 CINF 72. Building a business with and without scientific computing: The five W’s and one H. S.M. Muskal



2:05 CINF 74. Playing by the rules: Knowing what applies and what information you have to maintain regarding your chemical inventory. F.K. Wood-Black 2:30 CINF 75. ChemSpider: Search and share chemistry… for free. S. Dabb 2:55 Intermission. 3:10 CINF 76. What chemists and other scientists need to know about their duty of disclosure under the new law governing the patenting process in the US. X. Pillai 3:35 CINF 77. Monitoring the minnows: Using IP information to understand what small businesses are doing. S.R. Adams 4:00 CINF 78. Patent information in PubChem for small businesses and startups. S. Kim, P. Thiessen, E. Bolton, S. Bryant



MONDAY EVENING Section A San Diego Convention Center Halls D/E



Sci-Mix E. Davis, Organizer 8:00 - 10:00



2, 13, 21, 29, 32-33, 57-58, 63, 81. See previous listings. 99, 105, 110, 116-117, 131, 139, 143, 147, 165. See subsequent listings.



CINF TUESDAY MORNING



8:40 Update on NSF MPS Open Data Policies.



Section A



8:50 CINF 100. NIH public access policy. N. Thakur



2:05 CINF 114. How can genomic databases be linked to chemical structural information? R.J. Bienstock



9:10 CINF 127. Strategies for creating knowledge from chemistry and text data. T. Oldﬁeld, M.E. Vaschetto, J. Nauss 9:35 CINF 128. Combined structure and reaction retrieval in scientific content: What satisfied users in the past and what they demand for the future. G.F. Herrmann, J. Eiblmaier, V. Eigner-Pitto



San Diego Convention Center Room 25B



9:15 CINF 101. U.S. Department of Energy public access plan. L. Biven



2:25 CINF 115. Reactome pathway knowledgebase: Connecting pathways, networks, and disease. R.A. Haw



Chemistry, Data & the Semantic Web: An Important Triple to Advance Science



9:40 CINF 102. Helping authors and funders achieve open access goals at ACS Publications. D. Henderson



2:45 CINF 116. Competitive intelligence workbench: Getting access to information for decision making. H. Wang



Chemical Classiﬁcation



10:05 CINF 103. Libraries at the hub as the federally funded research wheel turns to open. S. Kipphut-Smith, B. Rozum, B. Thoms



3:05 Intermission.



10:30 Intermission.



3:35 CINF 118. Combining semantic triples across domains to identify new and novel relationships and knowledge. M. Clark, F. van den Broek, A. Yuryev, M. Shkrob, S. MatisMitchell, T. Hoctor



E. Bolton, S. J. Chalk, Organizers, Presiding 8:15 Introductory Remarks. 8:20 CINF 86. Towards knowledge representation improvements in chemistry. E. Bolton 8:45 CINF 87. Chemical classifications for biology and medicine. M. Kanehisa 9:10 CINF 88. Withdrawn. 9:35 CINF 89. ChEBI database and ontology: A key resource for chemical biology and metabolomics. G. Owen



10:45 CINF 104. SHARE phase II: Enhancing the dataset and engaging the community. J. Ruttenberg 11:10 CINF 105. Supporting openness and reproducibility in scientific research: The Center for Open Science. S. Bowman



3:15 CINF 117. Using systems biology in computational drug design workflows. G. Nicola, B. Kovacs



3:55 Concluding Remarks.



Section C



10:00 Intermission.



11:35 CINF 106. Impact of open publishing: Scalability, sustainability, and success. A. Gabriel



10:15 CINF 90. Classifying chemistry: Current efforts in Canada. D.S. Wishart



Computer-Aided Drug Design



10:40 CINF 91. Classifying compounds in public databases. L. Weber



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



11:05 CINF 92. Automated structural and functional annotation of small molecules using integrated chemical ontologies: ClassyFire, ChemOnt, and downstream applications. Y. Djoumbou Feunang



TUESDAY AFTERNOON



A. B. Twiss-Brooks, Organizer, Presiding



11:30 CINF 93. Evaluation of machine-generated chemical ontologies for molecular information. S. Boyer, T. Grifﬁn, E. Louie



Section A



2:00 CINF 119. Are we ready to define the scholarly commons? M.E. Martone



San Diego Convention Center Room 25B



Section B San Diego Convention Center Room 24C



Linking Big Data with Chemistry: Databases Connecting Genomics, Biological Pathways & Targets to Chemistry R. J. Bienstock, Organizer, Presiding 9:30 Introductory Remarks. 9:35 CINF 94. Connecting 3D chemical data with biological information. I. Bruno, S. Ward, E. Thomas, C. Groom



Chemistry, Data & the Semantic Web: An Important Triple to Advance Science



Section B San Diego Convention Center Room 24C



Reimagining Libraries as Innovation Centers: Enabling, Facilitating & Collaborating throughout the Research Life Cycle



3:40 Intermission.



8:45 Introductory Remarks.



1:30 Introductory Remarks.



3:55 CINF 123. Funding mandates and policies: A database provider’s response. I. Bruno, C. Groom, A. Sarjeant



8:50 CINF 133. From dusty stacks to an information hub: Reimagining the UF libraries. N. Bharti, S. Gonzalez



4:20 CINF 124. Quest to find “broader impact”: How funding bodies are using altmetrics to evaluate funded research and grant applications. S. Rouhi



9:15 CINF 134. Expanding the research commons model into disciplinary instances. J.R. Garritano



1:35 CINF 107. Representing the chemistry of 800,000 crystal structures. S. Ward, I. Bruno, C. Groom 2:00 CINF 108. CHEMnetBASE and beyond: CRC handbooks and dictionaries in today’s world. F. Macdonald, M. Eisenbraun



3:15 Intermission.



11:30 CINF 99. Applications of drug-target data in translating genomic variation into drug discovery opportunities. A. Gaulton



3:55 CINF 112. Presenting the latest scientific knowledge on an e-commerce website. J. Stephan



Section C



4:20 CINF 113. Beyond chemistry: Collect, organize, and visualize scientific data on the web. D. Deng, R. Hotchandani, J. Lee



3:30 CINF 111. TCI’s approaches to chemical information for researchers. H. Taguchi, T. Barber



Y. Li, Organizer, Presiding



4:45 Concluding Remarks.



9:40 CINF 135. Libraries for the future: A digital economy perspective. J.G. Frey, S. Brewer



Computer-Aided Drug Design



10:05 Intermission.



Computational Biophysics



10:20 CINF 136. Leveraging the interdisciplinarity of chemistry: Building interdisciplinary collaborations. K. Deards



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



WEDNESDAY MORNING Section A San Diego Convention Center Room 25B



Chemistry, Data & the Semantic Web: An Important Triple to Advance Science



10:45 CINF 137. Predicting local trends in scholarly communication for decision-making in collection development: An exploration beyond citation analysis. Y. Li 11:10 CINF 138. Academic technologies: A new library service to offer advanced software training. V.F. Scalfani, M.F. Green 11:35 CINF 139. Enhanced chemical understanding through 3D-printed models. A. Sarjeant, P.A. Wood, I. Bruno, Y. Li, V.F. Scalfani, S. O’Grady



Informatics Application E. Bolton, S. J. Chalk, Organizers, Presiding



Big Data & Small Data



Section B



8:15 Introductory Remarks.



Sponsored by ANYL, Cosponsored by CINF and MPPG



San Diego Convention Center Room 24C



8:20 CINF 125. Analytical data, the web, and standards for unified laboratory informatics databases. G.A. Mc Gibbon, P.D. Wheeler



E. Alvaro, Organizer, Presiding



Linking Big Data with Chemistry: Databases Connecting Genomics, Biological Pathways & Targets to Chemistry



8:35 Introductory Remarks.



R. J. Bienstock, Organizer, Presiding



A. B. Twiss-Brooks, Organizer



11:30 CINF 132. Wikidata: Advancing science through semantic integration of genes, diseases, and drugs. B.M. Good, E. Mitraka, A. Waagmeester, S. BurgstallerMuehlbacher, T. Putman, A. Su, L. Schriml



E. Bolton, S. J. Chalk, Organizers, Presiding



11:10 CINF 98. Intersecting different databases to define the inner and outer limits of the data-supported druggable proteome. C. Southan



Cosponsored by MEDI and ORGN



2:50 CINF 121. Is open science an inevitable outcome of e-science? J.G. Frey



11:05 CINF 131. Comparative toxicogenomics database: Advancing understanding of molecular connections among chemicals, genes, and diseases. C.J. Grondin, A.P. Davis, T.C. Weigers, C.J. Mattingly



V. F. Scalfani, Organizer



2:50 CINF 110. Building a better materials science database: Challenges and opportunities. R. Padilla, M. Klinge



Driving Change: Impact of Funders on the Research Data & Publications Landscape



2:25 CINF 120. Research data curation services at UC San Diego library. H. Yoo, D. Minor



10:40 CINF 130. Expansion of DSSTox: Leveraging public data to create a semantic cheminformatics resource with quality annotations for support of U.S. EPA applications. C. Grulke, I. Thillainadarajah, A.J. Williams, D. Lyons, J. Edwards, A. Richard



3:15 CINF 122. Navigating the research data ecosystem. D. Valen



10:50 CINF 97. Predicting adverse drug events using literature-based pathway analysis. J. Rinker, T. Hoctor



San Diego Convention Center Room 25A



Cosponsored by MEDI and ORGN



10:15 CINF 129. Harnessing chemical and toxicological data for the evaluation of food ingredients and packaging. D.M. Schmit, T. Page, K.B. Arvidson, P. Volarath, L. Holt



Chemical Information



10:35 Intermission.



10:15 CINF 96. Withdrawn.



Driving Change: Impact of Funders on the Research Data & Publications Landscape E. Alvaro, Organizer



2:25 CINF 109. Collection, curation, and communication of thermophysical and thermochemical property data at the NIST Thermodynamics Research Center. A. Kazakov, R. Chirico, C.D. Muzny, V. Diky, E. Paulechka, A. Bazyleva, J. Magee, S.A. Townsend, K. Kroenlein



9:55 CINF 95. PubChem BioAssay: Link chemical research to GenBank and beyond. Y. Wang



San Diego Convention Center Room 25A



10:00 Intermission.



2:00 Introductory Remarks.



8:45 CINF 126. From molecular formulas to Markush structures: Different levels of knowledge representation in chemistry. M. Braden



Chemical, Sample & Asset Management Tools Sponsored by CHAS, Cosponsored by CCS and CINF



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



CINF/CHAL



TECHNICAL PROGRAM



Computer-Aided Drug Design Real World Dynamics



Big Data & Small Data



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



Sponsored by ANYL, Cosponsored by CINF and MPPG



Chemical, Sample & Asset Management Tools



WEDNESDAY AFTERNOON Section A



Sponsored by CHAS, Cosponsored by CCS and CINF



Computer-Aided Drug Design



San Diego Convention Center Room 25B



Chemistry, Data & the Semantic Web: An Important Triple to Advance Science Knowledge Representation Evolution E. Bolton, S. J. Chalk, Organizers, Presiding



New Modalities RNA Sponsored by MPPG, Cosponsored by BIOL, CINF, COMP, MEDI and PHYS



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



2:00 CINF 141. Open PHACTS: Semantic interoperability for drug discovery. H. Van Vlijmen, O. Consortium 2:25 CINF 142. Representation of drug discovery knowledge in the ChEMBL and SureChEMBL databases. A. Gaulton 2:50 CINF 143. Chemical knowledge representation and access in Wolfram|Alpha and Mathematica. E.W. Weisstein 3:15 Intermission. 3:30 CINF 144. Helping people navigate the changing seas of scientific information. D. Evans, P. Caduff, T. Geoui, J. Swienty-Busch 3:55 CINF 145. Characterization and categorization of novel knowns, unknowns, and the interface between physical and digital. G. Whitley, B. Berger, T. Adams 4:20 CINF 146. Semantic approaches for biochemical knowledge discovery. M. Dumontier



Section B San Diego Convention Center Room 24C



Reimagining Libraries as Innovation Centers: Enabling, Facilitating & Collaborating throughout the Research Life Cycle Y. Li, Organizer V. F. Scalfani, Organizer, Presiding 1:30 Introductory Remarks. 1:35 CINF 147. Leveraging the VIVO research networking system to facilitate collaboration and data visualization. M. Trimarchi, D. Bodrero Hoggan 2:00 CINF 148. Stanford profiles created to support the university’s scholarly community. G. Baysinger 2:25 CINF 149. Managing researchers’ reputations throughout the research life cycle. L. Galloway, A. Rauh 2:50 Intermission. 3:05 CINF 150. Anatomy of the chemistry research enterprise in the academic sector: Serving the underserved in a large research institution. L. McEwen 3:30 CINF 151. Safety use case for chemical safety information. R. Stuart 3:55 CINF 152. PubChem BioAssay: Grow with the community. Y. Wang 4:20 Discussion. 4:40 Concluding Remarks. ‡ Cooperative



Cosponsorship



10:05 CINF 163. Comparison of machine learning algorithms for the prediction of critical values and acentric factors for pure compounds. W. Carande, A. Kazakov, K. Kroenlein



CHAL Division of Chemistry and The Law K. Bianco, J. Kennedy and J. Hasford, Program Chairs



10:35 Intermission. 10:50 CINF 164. Optimal superposition of arbitrarily ordered molecules using the Kuhn-Munkres algorithm. B. Temelso, J. Mabey, T. Kubota, G.C. Shields



SOCIAL EVENTS:



11:20 CINF 165. Predicting drug-induced hepatic systems’ toxicity by integrating transporter interaction profiles. E. Kotsampasakou, G.F. Ecker



BUSINESS MEETINGS:



Reception, 6:00 PM: Mon Luncheon, 12:00 PM: Mon



Business Meeting, 5:00 PM: Sun



SUNDAY AFTERNOON Big Data Science



1:30 Introductory Remarks. 1:35 CINF 140. IUPHAR/BPS guide to pharmacology (GtoPdb): Concise mapping for the triples of chemistry, data, and protein target classifications. C. Southan, J.L. Sharman, A.J. Pawson, E. Faccenda, J.A. Davies



9:35 CINF 162. OMPOL: Visualization of large chemical spaces. P. Corbett, C. Batchelor, A. Pshenichnov, V. Tkachenko



Section A



THURSDAY MORNING



Accessing Chemical Space & Better Modeling



Section A



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



San Diego Convention Center Room 25B



Chemical Imaging: Applications, Advances & Challenges



Strengthening Your Patent Rights in Light of Recent Federal Circuit Court Decisions



Chemistry, Data & the Semantic Web: An Important Triple to Advance Science



Sponsored by ANYL, Cosponsored by CINF and MPPG



A. H. Berks, X. Pillai, Organizers, Presiding



Informatics Evolution & Use



New Modality Therapeutics



E. Bolton, S. J. Chalk, Organizers, Presiding



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



8:15 Introductory Remarks. 8:20 CINF 153. Linking chemical and non-chemical data in structured product labeling. Y. Borodina, B. Hess, C. Tsai, P. Phong, L. Smith 8:45 CINF 154. Ginas: A global effort to define and index substances in medical products. T.A. Peryea, L. Callahan 9:10 CINF 155. TranSMART Foundation: An open-data and open-science platform to integrate molecular and clinical data in translational research and precision medicine. R. Potenzone 9:35 CINF 156. Leveraging RxNorm and drug classifications for analyzing prescription datasets. O. Bodenreider 10:00 Intermission. 10:15 CINF 157. Evolution of digital and semantic chemistry at Southampton. J.G. Frey, S.J. Coles, C.L. Bird 10:40 CINF 158. Implementing chemistry platform for OpenPHACTS: Lessons learned. C. Batchelor, A. Pshenichnov, J. Steele, V. Tkachenko 11:05 CINF 159. Representation of molecular structures and related computations on the semantic web: A universal data model and its ontology. M. Sopek, S.J. Chalk, N.S. Ostlund, J.W. Bloom 11:30 CINF 160. GlyTouCan international glycan structure repository using semantic web technologies. I. Yamada, K. Aoki-Kinoshita, N. Aoki, D. Shinmachi, M. Matsubara, A. Fujita, S. Tsuchiya, S. Okuda, N. Fujita, H. Narimatsu



Section B



Computer-Aided Drug Design



San Diego Convention Center Room 22



Section A



Patenting Gene Sequences: What Is Patentable in Australia, Europe, Mexico & the U.S.



San Diego Convention Center Room 25B



Chemistry, Data & the Semantic Web: An Important Triple to Advance Science Ontology Evolution & Use E. Bolton, S. J. Chalk, Organizers, Presiding 1:30 Introductory Remarks. 1:35 CINF 166. Ontology for biomedical investigations (OBI). B. Peters, J.A. Overton, R. Vita, O. Consortium 2:00 CINF 167. Protein ontology: Fostering connections in chemical biology. D. Natale 2:25 CINF 168. Ontologies for classifying and modeling drug discovery data. S. Schuerer, A. Lin, S. Mehta, H. Kücük McGinty, Q.C. Cheng, A. Koleti, N. Zadeh, D. Vidovic



J. L. Kennedy, Organizer, Presiding D. Lorentzen, Presiding 2:00 CHAL 2. “Human ingenuity” vs. “application of laws of nature”: Patenting gene sequences in Australia. M. Roberts 2:45 CHAL 3. “Human ingenuity” vs. “application of laws of nature”: Patenting gene sequences in Europe. H. Tostmann 3:30 CHAL 4. “Human ingenuity” vs. “application of laws of nature”: Patenting gene sequences in Mexico. M. Samano 4:15 CHAL 5. “Human ingenuity” vs. “application of laws of nature”: Patenting gene sequences in the U.S.. D. Lorentzen



MONDAY MORNING



2:50 Intermission.



Section A



3:05 CINF 169. Immune Epitope Database (IEDB) and its use of formal ontologies. R. Vita, J.A. Overton, B. Peters



San Diego Convention Center Room 22



3:30 CINF 170. PubChemRDF: Semantic annotation and search. G. Fu, E. Bolton



Symposium on the Generic Drug User Fee Program (GDUFA) of 2012 & ANDA Review Process



3:55 CINF 171. Generic scientific data model and ontology for representation of chemical data. S.J. Chalk



General Papers



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



9:05 CINF 161. Progress toward a conformational database for sesquiterpene reaction pathways. J.D. Zehr, D.J. Tantillo, C.S. Hamann



1:30 Panel Discussion.



Section A



Big Data Science



9:00 Introductory Remarks.



12:00 CHAL 1. Review of recent Federal Circuit decisions relevant to what scientists need to know about patent filing and prosecution. X. Pillai, A. Berks



THURSDAY AFTERNOON



San Diego Convention Center Room 24C



E. Alvaro, E. Davis, Organizers, Presiding



San Diego Convention Center Room 22



Interpreting Pharmacology



K. E. Bianco, Organizer R. Randad, Organizer, Presiding 8:30 CHAL 6. Hatch-Waxman 101: A practical guide on the regulatory impact of exclusivity, patents, and patent litigation on generic drug development and approval. M.W. Toufanian 9:00 CHAL 7. Type II active pharmaceutical ingredient (API) drug master files (DMFs) under the Generic Drug User Fee Act of 2012 (GDUFA). R. Randad



























[image: COLL/COMP COMP - ACS COMP Division]
COLL/COMP COMP - ACS COMP Division












[image: COLL/COMP COMP - ACS COMP Division]
COLL/COMP COMP - ACS COMP Division












[image: technical program - ACS COMP Division]
technical program - ACS COMP Division












[image: technical program - ACS COMP Division]
technical program - ACS COMP Division












[image: PRES/MPPG MPPG - ACS COMP Division]
PRES/MPPG MPPG - ACS COMP Division












[image: ACS-Charter.pdf]
ACS-Charter.pdf












[image: Comp Catalog 2011 UPDATE NEW.indd - COMP Cams]
Comp Catalog 2011 UPDATE NEW.indd - COMP Cams












[image: ACS Fast Facts.pdf]
ACS Fast Facts.pdf












[image: Comp Know.pdf]
Comp Know.pdf












[image: ACS Fast Facts.pdf]
ACS Fast Facts.pdf












[image: NSE/COMP/34840 Date]
NSE/COMP/34840 Date












[image: NSE/COMP/34264 Date]
NSE/COMP/34264 Date












[image: SE(Comp) -]
SE(Comp) -












[image: NSE/COMP/36213 Date]
NSE/COMP/36213 Date












[image: NSE/COMP/33988 Date]
NSE/COMP/33988 Date












[image: NSE/COMP/32412 Date]
NSE/COMP/32412 Date












[image: NSE/COMP/34264 Date]
NSE/COMP/34264 Date












[image: SE(Comp) -]
SE(Comp) -












[image: NSE/COMP/34564 Date]
NSE/COMP/34564 Date












[image: (CoMP) Transmission]
(CoMP) Transmission












[image: SE(Comp) -]
SE(Comp) -












[image: NSE/COMP/35972 Date]
NSE/COMP/35972 Date












[image: NSE/COMP/37001 Date]
NSE/COMP/37001 Date












[image: NSE/COMP/36334 Date]
NSE/COMP/36334 Date















CHAS/CINF CINF - ACS COMP Division






application of semantic web technology to chemical safety. J.G. Frey ..... Chemistry Education? Sponsored by PRES ..... 3:55 CINF 171. Generic scientific data. 






 Download PDF 



















 116KB Sizes
 2 Downloads
 200 Views








 Report























Recommend Documents







[image: alt]





COLL/COMP COMP - ACS COMP Division 

electrochemically active galena mineral .... Energy. Sponsored by MPPG, Cosponsored by ANYL, BIOL, COMP and ...... solar energy conversion devices: New.














[image: alt]





COLL/COMP COMP - ACS COMP Division 

Using the open source project, DataWarrior, for ... Relevance in Renewable Energy. & Environmental ... 2-dimensional organic frameworks for. CO2 capture.














[image: alt]





technical program - ACS COMP Division 

data. T.R. Clark, C. Kramer. 2:30 CINF 19. Reproducibility and the quality of chemical ... sharing of 3D molecular data. D. Koes, ... Increasing open communica-.














[image: alt]





technical program - ACS COMP Division 

most important databases for searching the chemical literature from ... Access, integration, and quality control issues. ... Database fingerprint clustering methods ...














[image: alt]





PRES/MPPG MPPG - ACS COMP Division 

students at the post-undergraduate level. P. Svoronos ..... Water-like anomalies in mon- atomic pair and anisotropic .... genome in real time? J. Hattrick-Simpers,.














[image: alt]





ACS-Charter.pdf 

Measurable Pupil Outcomes page. 21. 4. Methods to Assess Pupil Progress towards Meeting Outcomes page. 21. 5. Governance Structure of School page. 26.














[image: alt]





Comp Catalog 2011 UPDATE NEW.indd - COMP Cams 

First requirement when installing a steel roller cam. â€¢ Stock cast iron gears are not compatible with steel camshafts. â€¢ AMPCO-45 extruded aluminum bronze with ...














[image: alt]





ACS Fast Facts.pdf 

u AHS Scholar's Bowl team qualified for. regional play for three ... championship playoffs, Girls Soccer. advancing to the ... ACS Fast Facts.pdf. ACS Fast Facts.














[image: alt]





Comp Know.pdf 

Sign in. Page. 1. /. 13. Loadingâ€¦ Page 1 of 13. Page 1 of 13. Page 2 of 13. Page 2 of 13. Page 3 of 13. Page 3 of 13. Comp Know.pdf. Comp Know.pdf. Open.














[image: alt]





ACS Fast Facts.pdf 

300,000 Chicken Nuggets. 140,000 Tomato Slices. 96,000 Apples. Whoops! There was a problem loading this page. ACS Fast Facts.pdf. ACS Fast Facts.pdf.














[image: alt]





NSE/COMP/34840 Date 

May 10, 2017 - aforementioned notice of BSE, Exchange is in process of declaring this trading member as defaulter. Pending this ... [email protected].














[image: alt]





NSE/COMP/34264 Date 

Feb 24, 2017 - This is in continuation to Exchange circular download ref. no. NSE/COMP/34162 dated February. 10, 2017. The member Prrsaar has been granted stay by Hon'ble Securities Appellate Tribunal. (SAT) till March 7, 2017 and hence will not be s














[image: alt]





SE(Comp) - 

Explanation:In this program, We are using class to pass the value and then we are ..... a)101 b)102. C)103 d) none ans.d. Q62) what is the o/p of this program.














[image: alt]





NSE/COMP/36213 Date 

Nov 1, 2017 - This has reference to our Circular Ref. Nos. NSE/COMP/35648 dated August 23, 2017 and ... in order to avoid any late / non-submission charges as mentioned in our circular dated August 23, 2017. For and on behalf of. National Stock Excha














[image: alt]





NSE/COMP/33988 Date 

Jan 10, 2017 - SEBI confirmation regarding cancellation of registration is received. Such refund shall be ... Compliance department at toll free no. 1800 22 00 51 or at ... Telephone No. Fax No. Email id. 1800 22 00 51. +91-22- 26598428.














[image: alt]





NSE/COMP/32412 Date 

May 19, 2016 - ... of every year on or before May 31st of every year through ENIT and ... Telephone No. Fax No. Email id. 1800 22 00 51. +91-22-26598428.














[image: alt]





NSE/COMP/34264 Date 

Feb 24, 2017 - For and on behalf of. National Stock Exchange of India Ltd. Nipa Simaria. Chief Manager. Telephone No. Fax No. Email id. 1800 22 00 51.














[image: alt]





SE(Comp) - 

Explanation:In this program, We are using class to pass the value and then we .... #include using namespace std; template class Test.














[image: alt]





NSE/COMP/34564 Date 

Apr 5, 2017 - advised to take note of the above and ensure compliance. For and ... Fax No. Email id. 1800 22 00 51. +91-22-26598428 [email protected].














[image: alt]





(CoMP) Transmission 

proposed under the system model, where each iteration consists of an assignment step and a positioning step. ... and bm,j , are located at positions li and mj , for i = 1, Â·Â·Â· , L and j = 1, Â·Â·Â· , M. The energy-normalized ... Let Il,i and Im,j 














[image: alt]





SE(Comp) - 

Consider the following program fragment that calls the method count_if in the C++ Standard. Template Library. .... Merge(x,x+5,y,y+4,z);. For(i=0;i














[image: alt]





NSE/COMP/35972 Date 

Sep 29, 2017 - For and on behalf of. National Stock Exchange of India Limited. Nipa Simaria. Chief Manager. Telephone No. Fax No. Email id. 1800 22 00 51.














[image: alt]





NSE/COMP/37001 Date 

Feb 20, 2018 - BSE vide Notice No. 20180219-30 dated February 19, 2018 expelled the trading memberâ€“ Wealth. Mantra Limited. Pursuant to aforementioned notice of BSE, Exchange is in process of expelling this trading member in terms of Bye law 1A of 














[image: alt]





NSE/COMP/36334 Date 

4 days ago - number. Last Trade Date. 1. IL & FS Broking Services Private. Limited. INZ230005738. 23-Nov- ... Email id. 1800 22 00 51. +91-22-26598428.


























×
Report CHAS/CINF CINF - ACS COMP Division





Your name




Email




Reason
-Select Reason-
Pornographic
Defamatory
Illegal/Unlawful
Spam
Other Terms Of Service Violation
File a copyright complaint





Description















Close
Save changes















×
Sign In






Email




Password







 Remember Password 
Forgot Password?




Sign In



















Information

	About Us
	Privacy Policy
	Terms and Service
	Copyright
	Contact Us





Follow us

	

 Facebook


	

 Twitter


	

 Google Plus







Newsletter























Copyright © 2024 P.PDFKUL.COM. All rights reserved.
















