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Components. Christensen, E.; Fioroni, G. M.; Kim, S.; Fouts, L.; Gjersing, E.; Paton, R. S.; McCormick, R.
Fuel 2018, 212, 576-585.

85. Asymmetric Total Syntheses and Structure Confirmation of Chlorofucins and Bromofucins. Kim, B.; Sohn, T.;
Kim, D.; Paton, R. S. Chem. Eur. J. 2018, 24, 2634-2642.

84. Asymmetric Total Synthesis and Structure Confirmation of (+)-(3E)-Isolaurefucin Methyl Ether.
Sohn, T.-I.; Kim, B.; Kim, D.; Paton, R. S. Heterocycles 2018, 97, 179-191.

- At Oxford -
83. Total synthesis of (-)-himalensine A. Shi, H.; Michaelides, |.; Darses, B.; Jakubec, P.; Nguyen, Q. N.; Paton,
R. S.; Dixon, D. J. J. Am. Chem. Soc. 2017, 139, 17755-17758.

82. Investigating D-Lysine Stereochemistry for Epigenetic Methylation, Demethylation and Recognition. Belle,
R.; Al Temimi, A. H. K.; Kumar, K.; Pieters, B. J. G. E.; Dunford, J.; Tumber, A.; Johansson, C.; Brown, T.; Schofield,
C. J.; Hopkinson, R. J.; Paton, R. S.; Kawamura, A.; Mecinovi¢, J. Chem. Commun. 2017, 53, 13264-13267.

81. Construction of 6,10-syn- and anti-2,5-Dioxabicyclo2.2.1.heptane Skeletons via Oxonium lon Formation-
Fragmentation: Prediction of Structure of (E)-Ocellenyne by NMR Calculation. Jeong, D.; Sohn, T.-l.; Kim, J. Y;
Kim, G.; Kim, D.; Paton, R. S. Org. Lett. 2017, 19, 6252-6255.

80. Asymmetric Induction in C-Alkylation of Tropane-Derived Enamines: Congruence Between Computation and
Experiment. Li, Y.; Jackson, K. E.; Charlton, A.; Le Neve-Foster, B.; Khurshid, A.; Rudy, H.-K. A.; Thompson, A.
L.; Paton, R. S.; Hodgson, D. M. J. Org. Chem. 2017, 82, 10479-10488.

79. A General C-H Cyanation of 6-Ring N-Containing Heteroaromatics. Elbert, B. L.; Farley, Gorman, T. W.,;
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Johnson, T. C.; Genicot, C.; Lallemand, B.; Pasau, P.; Flasz, J.; Castro, J. L.; MacCoss, M.; Paton, R. S.; Schofield,
C. J.; Smith, M. D.; Willis, M. C.; Dixon, D. J. Chem. Eur. J. 2017, 23, 14733-14737.

78. Enantioselective conjugate addition catalyzed by a copper-phosphoramidite complex: Computational and
experimental exploration of asymmetric induction. Ardkhean, R.; Roth, P. M. C.; Maksymowicz, R. M.; Curran, A.;
Peng, Q.; Paton, R. S.; Fletcher, S. P. ACS Catalysis 2017, 7, 6729-6737.

77. Mechanistic insight into palladium-catalyzed cycloisomerization: A combined experimental and theoretical
study. Mekareeya, A.; Walker, P. R.; Couce-Rios, A.; Campbell, C. D.; Steven, A.; Paton, R. S.; Anderson, E. A. J.
Am. Chem. Soc. 2017, 139, 10104-10114.

76. AMP binding stabilizes the KTN domain of the Shewanella denitrificans Kef potassium efflux system. Pliotas,
C.; Grayer, S. C.; Ekkerman, S.; Chan, A. K. N.; Healy, J.; Marius, P.; Bartlett, W.; Khan, A.; Cortopassi, W. A_;
Chandler, S. A.; Rasmussen, T.; Benesch, J. L. P.; Paton, R. S.; Claridge, T. D. W.; Miller, S.; Booth, I. R.; Naismith,
J. H.; Conway, S. J. Biochemistry 2017, 56, 4219-4234.

75. Visible light photocatalysis of 6n-heterocyclization. Minster, N.; Parker, N. A.; van Dijk, L.; Paton, R. S.; Smith,
M. D. Angew. Chem. Int. Ed. 2017, 56, 9468-9472.

74. Molecular Recognition in Asymmetric Counteranion Catalysis: Understanding Chiral Phosphate-Mediated
Desymmetrization. Duarte, F.; Paton, R. S. J. Am. Chem. Soc. 2017, 139, 8886-8896.

73. Structural and Stereoelectronic Insights into Oxygenase Catalyzed Formation of Ethylene from 2-
Oxoglutarate. Zhang, Z.; Smart, T. J.; Choi, H.; Hardy, F.; Lohans, C. T.; Abboud, M. I.; Richardson, M. S. W;
Paton, R. S.; McDonough, M. A.; Schofield, C. J. Proc. Nat. Acad. Sci. 2017, 4667-4672.

72. Enantioselective Silver and Amine Co-catalyzed Desymmetrizing Cycloisomerization of Alkyne-linked
Cyclohexanones. Manzano, R.; Datta, S.; Paton, R. S.; Dixon, D. J. Angew. Chem. Int. Ed. 2017, 56, 5834-5838.
71. Phosphazene Catalyzed Addition to Electron-Deficient Alkynes: The Importance of Nonlinear Allenyl
Intermediates upon Stereoselectivity. Simén, L.; Paton, R. S. J. Org. Chem. 2017, 82, 3855-3863.

70. Dual Gold-Catalyzed Three-Component Reaction: Efficient Synthesis of Indene-Fused Esters, Acids, and
Lactones through Gold Vinylidene Intermediates. Yu, C.; Ma, X.; Chen, B.; Tang, B.; Paton, R. S.; Zhang, G. Eur.
J. Org. Chem. 2017, 11, 1561-1565.

69. Divergent Photocyclization/1,4-Sigmatropic Rearrangements for the Synthesis of Sesquiterpenoid
Derivatives. Gorobets, E.; Wong, N. E.; Paton, R. S.; Derksen, D. J. Org. Lett. 2017, 19, 484-487.

68. Detailed Mechanistic Studies on Palladium-Catalyzed Selective C—H Olefination with Aliphatic Alkenes - A
Significant Influence of Proton Shuttling. Deb, A.; Hazra, A.; Peng’, Q.; Paton, R. S.; Maiti, D. J. Am. Chem. Soc.
2017, 139, 763-775.

67. Correlating Reactivity and Selectivity to Cyclopentadienyl Ligand Properties in Rh(ll)-Catalyzed C-H
Activation Reactions — An Experimental and Computational Study. Piou, T.; Romanov-Michailidis, F.; Romanova-
Michaelides, M.; Jackson, K. E.; Semakul, N.; Taggart, T. D.; Newell, B. S.; Rithner, C. D.; Paton, R. S.; Rovis, T.
J. Am. Chem. Soc. 2017, 139, 1296-1310.

66. Heptamethyl Indenyl (Ind*) Enables Diastereoselective Benzamidation of Cyclopropenes via Rh(lll)-Catalyzed
C-H Activation. Semakul, N.; Jackson, K. E.; Paton, R. S.; Rovis, T. Chem. Sci. 2017, 8, 1015-1020.

65. Cation—t interactions in CREBBP bromodomain inhibition: an electrostatic model for small-molecule binding
affinity and selectivity. Cortopassi, W. A.; Kumar, K.; Paton, R. S. Org. Biomol. Chem. 2016, 14, 10926-10938.
64. A Counterion-Directed Approach to the Diels-Alder Paradigm: Cascade Synthesis of Tricyclic Fused
Cyclopropanes. Kiss, E.; Campbell, C. D.; Driver, R. W.; Jolliffe, J. D.; Lang, R.; Sergieiva, T.; Okovytyy, S.; Paton,
R. S.; Smith, M. D. Angew. Chem. Int. Ed. 2016, 55, 13813-13817.

63. Computing Organic Stereoselectivity — from Concepts to Quantitative Calculations and Predictions. Peng,
Q.; Duarte, F.; Paton, R. S. Chem. Soc. Rev. 2016, 45, 6093-6107.

62. Synthesis of Malhamensilipin A Exploiting Iterative Epoxidation/Chlorination: Experimental and
Computational Analysis of Epoxide-Derived Chloronium lons. Saska, J.; Lewis, W.; Paton, R. S.; Denton, R. Chem.
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Sci. 2016, 7, 7040-7049.

61. Mechanisms of histone-modifying and reading enzymes: the role of the protein environment from a
computational perspective. Cortopassi, W. A.; Kumar, K.; Duarte, F.; Pimentel, A. S.; Paton, R. S. J. Mol. Graph.
Model. 2016, 67, 69-84.

60. Catalytic Control in Cyclizations: from Computational Mechanistic Understanding to Selectivity Prediction.
Peng, Q.; Paton, R. S. Acc. Chem. Res. 2016, 49, 1042-1051.

59. Furan production from light oxygenates in HZSM-5. Kim, S.; Evans, T. J.; Mukarakate, C.; Bu, L.; Beckham,
G. T.; Nimlos, M. R.; Paton, R. S.; Robichaud, D. J. ACS Sustain. Chem. Eng. 2016, 4, 2615-2623.

58. Investigations on Recyclization and Hydrolysis in Avibactam Mediated Serine B-Lactamase Inhibition. Choi,
H.; Paton, R. S.; Park, H.; Schofield, C. J. Org. Biomol. Chem. 2016, 14, 4116-4128.

57. Unraveling Innate Substrate Control in Site-Selective Palladium-Catalyzed C-H Heterocycle Functionalization.
Choi, H.; Min, M.; Peng, Q.; Kang, D.; Paton, R. S.; Hong, S. Chem. Sci. 2016, 7, 3900-3%09.

56. Development of a True Transition State Force Field (TTSFF) from Quantum Mechanical Calculations.
Madarasz, A.; Berta, D.; Paton, R. S. J. Chem. Theor. Comput. 2016, 12, 1833-1844.

55. DFT study on the enantioselectivity of spiroacetalization catalysed by an imidodiphosphoric acid catalyst:
how confinement works. Simén, L.; Paton, R. S.; Org. Biomol. Chem. 2016, 14, 3031-3039.

54. Computational Ligand Design in Enantio- and Diastereoselective Ynamide 5+2. Cycloisomerizations, Straker,
R.; Peng’, Q.; Mekareeya, A.; Paton, R. S.; Anderson, E. A. Nature Commun. 2015, 7, 10109.

53. Dioxygen binding in the active site of histone demethylase JMJD2A and the role of protein environment.
Cortopassi, W. E.; Simion, R. A.; Hornsby, C. E.; Costa Franca, T. C.; Paton, R. S. Chem. Eur. J. 2015, 21, 18983-
18992.

52. a- and a'-Lithiation-Electrophile trapping of N-thiopivaloyl and N-t-butoxythiocarbonyl a-substituted
Azetidines: rationalisation of the regiodivergence using NMR and computation. Jackson, K. E.; Mortimer, C. L.;
Odell, B.; McKenna, J. M.; Claridge, T. D. W.; Paton, R. S.; Hodgson, D. M. J. Org. Chem. 2015, 80, 9838-9846
51. Substrate-Controlled Asymmetric Total Syntheses of Microcladallenes A, B, and C Based on the Proposed
Structures. Sohn, T.-I.; Kim, D.; Paton, R. S. Chem. Eur. J. 2015, 21, 15988-15997.

50. Role of Hydrogen Bonding Acceptors in Organo-Enamine Catalysis. Han, J.; Zhichao Lu, Z.; Flach, A. L;
Paton, R. S.; Hammond, G. B.; Xu, B. Chem. Eur. J. 2015, 21, 11687-11691.

49. Coordination Diversity in Hydrogen-Bonded Homoleptic Fluoride-Alcohol Complexes Modulates Reactivity.
Engle, K. M.; Pfeifer, L.; Pidgeon, G. W.; Giuffredi, G. T.; Thompson, A. L.; Paton, R. S.; Brown, J. M.; Gouverneur,
V. Chem. Sci. 2015, 6, 5293-5302.

48. Origins of asymmetric phosphazene organocatalysis: computations reveal a common mechanism for nitro-
and phospho-aldol additions. Simén, L.; Paton, R. S. J. Org. Chem. 2015, 80, 2756-2766.

47. Ethanol Dehydration in HZSM-5 studied by Density Functional Theory: Evidence for a Concerted Processes.
Kim, S.; Robichaud, D. J.; Beckham, G. T.; Paton, R. S.; Nimlos, M. R. J. Phys. Chem. A 2015, 119, 3604-3614.
46. Enantioselective Desymmetrization of Prochiral Cyclohexanones via Organocatalytic Intramolecular Michael
Additions to a,B-Unsaturated Esters. Gammack-Yamagata, A. D.; Datta, S.; Jackson, K. E.; Stegbauer, L.; Paton,
R. S.; Dixon, D. J. Angew. Chem. Int. Ed. 2015, 127, 4981-4985.

45. Thermal and Photochemical Mechanisms for Cyclobutane Formation in Bielschowskysin Biosynthesis. Tang,
B.; Simion, R. A.; Paton, R. S. Synlett 2015, 26, 501-507.

44. Small molecule inhibitors of bromodomain-acetyl-lysine interactions. Brand, M.; Measures, A.; Wilson, B.;
Cortopassi, W. A.; Alexander, R.; Hoss, M.; Hewings, D. S.; Paton, R. S.; Conway, S. J. ACS Chem. Bio. 2015, 10,
22-39.

43. Catalytic Enantioselective Synthesis of Indanes via Cation-Directed 5-Endo-Trig Cyclization. Johnston, C. P;
Kothari, A.; Sergeieva, T.; Okovytyy, S. |.; Jackson, K. E.; Paton, R. S.; Smith, M. D. Nat. Chem. 2015, 7, 171-177.
42. A series of potent CREBBP bromodomain ligands reveals an induced fit pocket stabilized by a cation-n
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interaction. Rooney, T. P. C.; Filippakopoulos, P.; Fedorov, O.; Picaud, S.; Cortopassi, W. A.; Hay, D. A;; Martin,S;
Tumber, A.; Rogers, C. M.; Philpott, M.; Wang, M.; Thompson, A. L.; Heightman, T. D.; Pryde, D. C.; Cook, A.;
Paton, R. S.; Miiller-Knapp, S.; Knapp, S.; Brennan, P. E.; Conway, S. J. Angew. Chem. Int. Ed. 2014, 126, 26,
6240-6244.

41. Cation-directed synthesis of pyrroloindolines and pyridoindolines via a hydrogen bond assisted isocyanide
cyclization cascade. Knipe, P. C.; Gredicak, M.; Cemijenko, A.; Paton, R. S.; Smith, M. D. Chem. Eur. J. 2014, 11,
3005-3009.

40. Dissecting non-covalent interactions in oxazaborolidinium catalyzed cycloadditions of maleimides. Paton, R.
S. Org. Biomol. Chem. 2014, 12, 1717-1720.

39. Natural product biosynthesis: It's all downhill from here. Hornsby, C. E.; Paton, R. S. Nature Chem. 2014, 6,
88-89.

38. Intramolecular Diels-Alder Reactions of Cycloalkenones: Stereoselectivity, Lewis Acid Influence, and
Halogenation Effects. Pham, H.; Paton, R. S.; Ross, A. G.; Danishefsky, S. J.; Houk K. N. J. Am. Chem. Soc. 2014,
136, 2397-2403.

37. Ligand Bite Angle-dependent Palladium-catalyzed Cyclization of Propargylic Carbonates to 2-Alkynyl
Azacycles or Cyclic Dienamides. Daniels, D. S. B.; Jones, A. S.; Thompson, A. L.; Paton, R. S.; Anderson, E. A.
Angew. Chem. Int. Ed. 2014, 53, 1915-1920.

36. Quantum mechanical calculations suggest that lytic polysaccharide monooxygenases employ a copper-oxyl,
oxygen-rebound mechanism. Kim, S.; Sandgren, M.; Paton, R. S.; Beckham-G. T. Proc. Nat. Acad. Sci. 2014, 111,
149-154.

35. A mechanistic investigation of acid-catalyzed cleavage of aryl-ether linkages: Implications for lignin
depolymerization in acidic environments. Sturgeon, M. R.; Kim, S.; Lawrence, K.; Paton, R. S.; Chmely, S. C,;
Nimlos, M. R.; Foust, T. D.; Beckham' G. T. ACS Sustain. Chem. Eng. 2014, 2, 472-485.

34. Asymmetric Total Synthesis of (+)-Bermudenynol, a C15 Laurencia Metabolite with a Vinyl Chloride-
Containing Oxocene Skeleton, via Intramolecular Amide Enolate Alkylation. Kim, G.; Sohn, T.-I.; Kim, D.; Paton,
R. S. Angew. Chem. Int. Ed. 2014, 53, 272-276.

33. Diels-Alder Reactivities of Strained and Unstrained Cycloalkenes with Normal and Inverse-Electron-Demand
Dienes: Activation Barriers and Distortion/Interaction Analysis. Liu, F.; Paton, R. S.; Kim, S.; Liang, Y.; Houk, K. N.
J. Am. Chem. Soc. 2013, 135, 15642-15649.

32. Mechanistic investigations on the enantioselective Conia-ene reaction catalyzed by cinchona-derived amino
urea pre-catalysts and Cu(l). Sladojevich, F.; Fuentes de Arriba, A. L;; Yang, T.; Ferrali, A.; Paton, R. S.; Dixon, D.
J. Chem. Eur. J. 2013, 19, 14286-14295.

31. Structure Reassignment of Laurefurenynes A and B by Computation and Total Synthesis. Shepherd, D. J.;
Broadwith, P. A.; Dyson, B. S.; Paton, R. S.; Burton, J. W. Chem. Eur. J. 2013, 19, 12644-12648.

30. Rapid Cross Metathesis for Protein Modifications via Chemical Access to Se-Allyl Selenocysteine in Proteins.
Lin, Y. A.; Boutureira, O.; Lercher, L.; Bhushan, B.; Paton, R. S.; Davis, B. G. J. Am. Chem. Soc. 2013, 135, 12156-
12159.

29. Computational Organic Chemistry, Jackson, K.; Jaffar, S.; Paton, R. S. Annu. Rep. Prog. Chem., Sect. B, 2013,
109, 235-255.

28. Mechanistic Study of a Ru-Xantphos Catalyst for Tandem Alcohol Dehydrogenation and Reductive Aryl-Ether
Cleavage. Chmely, S. C.; Kim, S. C.; Ciesielski, P. N.; Jiménez-Osés, G.; Paton, R. S.; Beckham, G. T. ACS Catal.
2013, 3, 963-974.

27. Enhanced Reactivity in Dioxirane C-H Oxidations via Strain Release: A Computational and Experimental
Study. Zhou, L; Paton, R. S.; Eschenmoser, A.; Newhouse, T. R.; Baran, P. S.; Houk, K. N. J. Org. Chem. 2013,
78, 4037-404.

26. C-Alkylation of Chiral Tropane- and Homotropane-Derived Enamines. Hodgson, D. M.; Charlton, A.; Paton,
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R. S.; Thompson, A. S. J. Org. Chem. 2013, 8, 1508-1518.

25. Synthesis of Cyclic Aminophosphonates through Copper Catalyzed Enamine Activation. Han, J.; Paton, R. S.;
Xu, B.; Hammond, G. B. Synthesis 2013, 45, 463-470.

24. Concise Substrate-Controlled Asymmetric Total Syntheses of Dioxa- bicyclic Marine Natural Products with
2,10-Dioxabicyclo-7.3.0.dodecene and 2,9-Dioxabicyclo6.3.0.undecene Skeletons. Kim, M. J.; Sohn, T.-l.; Kim,
D.; Paton, R. S.; J. Am. Chem. Soc. 2012, 34, 20178-20188.

23. Dinuclear Palladium Complexes — Precursors or Catalysts? Paton, R. S.; Brown, J. M. Angew. Chem. Int. Ed.
2012, 51, 10448-10450.

22. Enzymatic Catalysis of Anti-Baldwin Ring-Closure in Polyether Biosynthesis. Hotta, K.; Chen, X.; Paton, R. S;
Minami, A.; Li, H. Swaminathan, K. T.; Mathews, |. |.; Watanabe, K.; Oikawa, H.; Houk, K. N.; Kim, C. Y. Nature
2012, 483, 355-358.

21. An Efficient Computational Model to Predict the Synthetic Utility of Heterocyclic Arynes. Goetz, A. E.;
Bronner, S. M.; Cisneros, J.; Melamed, J.; Paton, R. S.; Houk, K. N.; Garg, N. K. Angew. Chem. Int. Ed. 2012, 51,
2758-2762.

20. Unusual Base-Induced Rearrangement of exo-9-Oxabicyclo4.2.1.non-7-ene Oxide to exo-8-
Hydroxybicyclo3.3.0.octan-2-one. Hodgson, D. M.; Stent, M. A. H.; Paton, R. S.; Wilson, F. X. Heterocycles 2012,
84, 625-635.

19. Computational Study of Bond Dissociation Enthalpies for a Large Range of Native and Modified Lignins. Kim,
S.; Chmely, S. C.; Nimlos, M. R.; Bomble, Y. J.; Foust, T. D.; Paton, R. S.; Beckham, G. T. J. Phys. Chem. Lett.
2011, 2, 2846-2852.

18. A stereoselective total synthesis of (+)-tormesol. Kim, H.; Bae, H.; Kim, S.; Kim, D.; Lee, D.; Paton, R. S.
Tetrahedron 2011, 67, 10017-10025.
17. Experimental Diels-Alder Reactivities of Cycloalkenones and Cyclic Dienes Explained Through Transition
State Distortion Energies. Paton, R. S.; Kim, S.; Ross, A. G.; Danishefsky, S. J.; Houk, K. N. Angew. Chem. Int. Ed.
2011, 50, 10366-10368.

- PhD and Postdoctoral Studies -

16. Gold-Catalyzed Intramolecular Oxygen Transfer Reactions of 2-Alkynyl-1,5-Diketones or 2-Alkynyl-5-
Ketoesters. Scope, Expansion and Mechanistic Investigations on A Novel 4+2. Cycloaddition. Liu, L.; Malhotra,
D.; Jin, Z.; Paton, R. S.; Houk, K. N.; Hammond, G. B. Chem. Eur. J. 2011, 17, 10690-10699.

15. Unraveling the Mechanism of Cascade Reactions of Zincke Aldehydes. Paton, R. S.; Steinhardt, S. E.;
Vanderwal, C. D.; Houk, K. N. J. Am. Chem. Soc. 2011, 133, 3895-3905.

14. Indolyne Experimental and Computational Studies: Synthetic Applications and Origins of Selectivities of
Nucleophilic Additions. Im, G.-Y. J.; Bronner, S. M.; Goetz, A. E.; Paton, R. S.; Cheong, P.-H. Y.; Houk, K. N. Garg,
N. K. J. Am. Chem. Soc. 2010, 132, 17933-17944.

13. The 4+2., not 2+2., Mechanism Occurs in the Gold-Catalyzed Intramolecular Oxygen Transfer Reaction of 2-
Alkynyl-1,5-Diketones. Liu, L.-P.; Malhotra, D.; Paton, R. S.; Houk, K. N.; Hammond, G. B. Angew. Chem. Int. Ed.
2010, 49, 9132-9135.

12. Origins of Stereoselectivity in the trans-Diels-Alder Paradigm. Paton, R. S.; Mackey, J. L.; Kim, W.H.; Lee, J.
H.; Danishefsky, S. J.; Houk, K. N. J. Am. Chem. Soc. 2010, 132, 9335-9340.

11. Indolyne and Aryne Distortions and Nucleophilic Regioselectivities. Cheong, P. H. Y.; Paton, R. S.; Bronner,
S.M.; Im, G.Y.; Garg, N. K.; Houk, K. N. J. Am. Chem. Soc. 2010, 132, 1267-1269.

10. Origins of Regioselectivity of Diels—Alder Reactions for the Synthesis of Bisanthraquinone Antibiotic BE-
43472B A. Hayden, A. E.; Paton, R. S.; Becker, J.; Lim, Y. H.; Nicolaou, K. C.; Houk, K. N. J. Org. Chem. 2010,
75, 922-928.

9. Gold(l)-Catalyzed Intermolecular Hydroalkoxylation of Allenes: a DFT Study. Paton, R. S.; Maseras, F. Org. Lett.
2009, 11, 2237-2240.
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8. Hydrogen Bonding and Pi-Stacking: How Reliable are Force Fields? A Critical Evaluation of Force Field
Descriptions of Non-Bonded Interactions. Paton, R. S.; Goodman, J. M. J. Chem. Inf. Model. 2009, 49, 944-955.
7. Mechanistic Insights into the Catalytic Asymmetric Allylboration of Ketones: Bronsted or Lewis Acid Activation?
Paton, R. S.; Goodman, J. M.; Pellegrinet, S. C. Org. Lett. 2009, 11, 37-40.

6. A DFT Study of the Asymmetric Alkenylation of Enones Catalyzed by Binapthols. Paton, R. S.; Goodman, J.
M.; Pellegrinet, S. C. J. Org. Chem. 2008, 73, 5078-5089.

5. Stereostructure Assignment of Flexible Five-Membered Rings by GIAO *C NMR Calculations: Prediction of
the Stereochemistry of Elatenyne. Smith, S. G.; Paton, R. S.; Burton, J. W.; Goodman, J. M. J. Org. Chem. 2008,
73, 4053-4062.

4. 1,5-Anti Stereocontrol in the Boron-Mediated Aldol Reactions of B -Alkoxy Methyl Ketones: the Role of the
Formyl Hydrogen Bond. Paton, R. S.; Goodman, J. M. J. Org. Chem. 2008, 73, 1253-1263.

3. Exploration of the Accessible Chemical Space of Acyclic Alkanes. Paton, R. S.; Goodman, J. M. J. Chem. Inf.
Model. 2007, 47, 2124-2132.

2. Enantioselectivity in the boron aldol reactions of methyl ketones. Goodman, J. M.; Paton, R. S. Chem.
Commun. 2007, 2124-2126.

1. Understanding the Origins of Remote Asymmetric Induction in the Boron Aldol Reactions of B-Alkoxy Methyl
Ketones. Paton, R. S.; Goodman, J. M. Org. Lett. 2006, 8, 4299-4302.

- Books and Book Chapters -

5. Ligand Design for Asymmetric Catalysis: Combining Mechanistic and Chemoinformatics Approaches,
Ardkhean, R.; Fletcher, S. P.; Paton, R. S. In Topics in Organometallic Chemistry, Springer, Berlin, Heidelberg
2020 pp 1-37.

4. NMR Prediction, Jackson, K. E.; Paton, R. S.; In Applied Theoretical Organic Chemistry, World Scientific
(Europe), 2018 pp 165-189.

3. Computational Design of New Protein Catalysts, Kiss, G.; Johnson, S. A.; Nosrati, G.; Celebi-Olciim, N.; Kim,
S.; Paton, R. S.; Houk, K. N. in Modeling of Molecular Properties (ed P. Comba), Wiley-VCH Verlag GmbH & Co.
KGaA, Weinheim, Germany 2011, chapter 16

2. Theoretical Studies of Asymmetric Gold Catalysis, Paton, R. S.; Maseras, F. in Science and Supercomputing in
Europe 2008, pp. 140-142

1. Chemistry Olympiad Support Booklet, Copley, P.; Hersey, T.; McCaw, C.; Paton, R. S.; Scott, K.; Worrall, A;;
Wothers, P.; Woodley, E. Royal Society of Chemistry 2008, ISBN: 978-1-84755-866-4

Invited Lectures

100. September 2024: European Conference on Organic Free Radicals, Manchester, UK

99. July 2024: Organic Reactions and Processes Gordon Research Conference, Bryant University

98. November 2023: University of North Carolina at Chapel Hill

97. November 2023: Chemistry Graduate Student Association Invited Lecturer, Northeastern University

97. October 2023: Whitman College

96. October 2023: Vanderbilt University

95. August 2023: Data Science for Catalysis: Automated-Synthesis, Process Optimization & Catalyst Discovery,
ACS National Meeting, San Franciso, CA

94. July 2023: International Conference on Chemical Bonding, Kauai

93. July 2023: Accelerating Reaction Discovery, Telluride

92. June 2023: 23rd Tetrahedron Symposium, Gothenburg, Sweden

91. March 2023: Theoretical and Experimental Approaches to Catalyst Development, ACS National Meeting,
Indianapolis

90. December 2022: Syngenta Catalysis Network Lecture 2022

89. December 2022: ISQBS 2022, Ibaraki University, Japan
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88. December 2022: University of Pittsburgh

87. November 2022: Carnegie Mellon University

86. August 2022: Roitberg Symposium, ACS National Meeting, Chicago

85. August 2022: Houk Symposium, UCLA

84. July 2022: Gordon Conference on Stereochemistry

83. July 2022: Gordon Conference on Computational Chemistry

82. July 2022: WATOC

81. May 2022: Deargen, Daejon, South Korea

80. May 2022: PKNU, Busan, South Korea

79. May 2022: Department of Chemistry, Stanford University

78. April 2022: Molecule Maker Lab Institute (MMLI)

77. April 2022: 36th Annual Symposium of the Rocky Mountain Catalysis Society, Colorado School of Mines

76. March 2022: From Theory to Therapy: New Developments in Quantum Mechanical Calculations for Driving
Best Chemistry in Academia and Industry, ACS National Meeting, San Diego

75. March 2022: Presidential Workshop: Everything Chemists Always Wanted To Know About Machine Learning,
ACS National Meeting, San Diego

74. January 2022: 15th Winter Conference on Medicinal & Bioorganic Chemistry, Steamboat Springs

73. December 2021: Department of Chemistry, Montana State University

72. October 2021: Department of Chemistry, Lawrence University

71. October 2021: Department of Chemistry, California Polytechnic State University

70. September 2021: Department of Chemistry, Truman State University

69. August 2021: IUPAC World Chemistry Congress, Montreal, Canada

68. July 2021:_VISTA Symposium on Atrtificial-Intelligence and Data-Science assisted Synthesis

67. May 2021: International Consortium for Innovation and Quality in Pharmaceutical Development

66. April 2021: Houk International Alumni Meeting

65. November 2020: Genentech

64. August 2020: GSK

63. June 2020: 24th Annual ACS Green Chemistry & Engineering Conference

62. May 2020: Canadian Chemistry Conference and Exhibition (CCCE), Winnipeg

61. February 2020: Department of Chemistry and Biochemistry, University of Missouri — St. Louis

60. November 2019: Department of Chemistry, University of Denver

59. November 2019: Frontiers in Physical Organic Chemistry, Southwest & Rocky Mountain Regional ACS
Meeting, El Paso

58. November 2019: Department of Chemistry, Princeton University, NJ

57. October 2019: Department of Chemistry and Biochemistry, UCLA, CA

56. September 2019: Machine Learning and Informatics for Chemistry and Materials, Telluride, CO

55. September 2019: Mechanistic Homogeneous Catalysis — A Meeting between Theory and Experiment,
Stockholm, Sweden

54. July 2019: ISTCP X, Tromsa, Norway

53. January 2019: University of Vienna, Austria

52. November 2018: University of Colorado, Denver, USA

51. July 2018: Hanyang University, Seoul, South Korea

50. July 2018: Pukyong National University, South Korea

49. June 2018: Computational Catalysis for Sustainable Chemistry, ICIQ, Tarragona, Spain

48. June 2018: 37th Reaction Mechanisms Conference, University of British Columbia, Canada

47. May 2018: 2nd International Symposium on Organic Reaction Mechanism, Peking University, Shenzhen
Graduate School, China

46. April 2018: Predictive Catalysis 2018, Girona, Spain

45. March 2018: Complutense University of Madrid, Spain
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. February 2018: Colorado School of Mines, Golden, USA

. June 2017: 11th EUCO-TCC, Barcelona, Spain

. June 2017: Challenges in Computational Homogeneous Catalysis, Stockholm, Sweden
. April 2017: V ENEQUI, University of Coimbra, Portugal

. February 2017: University of Cologne, Germany

. October 2016: University of Liverpool, UK

. August 2016: KAIST, South Korea

. July 2016: [X International School On Organometallic Chemistry, San Sebastian, Spain

. June 2016: ECS 2016, University of Strathclyde, UK

. June 2016: RCOM9, Marseilles, France

. June 2016: RSC Awards Symposium, Queens University Belfast, UK

. April 2016: Hans Suschitzky Symposium, University of Salford, UK

. March 2016: RSC South East Regional Meeting, University of East Anglia, UK

. March 2016: UK-Japanese Symposium on Asymmetric Catalysis, University of Manchester, UK
. February 2016: Department of Chemistry, University of Cambridge, UK

. February 2016: Department of Condensed Matter Physics, University of Cambridge, UK
. February 2016: Federal University of Sdo Carlos, Brazil

. December 2015: Department of Chemistry, Warwick University, UK

. December 2015: Department of Chemistry, Heriot-Watt University, UK

. November 2015: Department of Chemistry, University of Oxford, UK

. October 2015: University of Geneva, Switzerland

. October 2015: Department of Chemistry, POSTECH, Pohang, South Korea

. September 2015: International Symposium on Synthesis and Catalysis, Evora, Portugal

. August 2015: Colorado State University, USA

. July 2015: NSCCS Computational Workshop for Synthetic Chemists, Imperial College London, UK
. May 2015: University of Helsinki, Finland

. March 2015: Computational Molecular Science, Warwick, UK

. February 2015: ICIQ, Tarragona, Spain

. February 2015: Imperial College London, UK

. February 2015: RWTH Aachen, Germany

. August 2014: ACS Organic Division Young Investigators Award Symposium, San Francisco, USA
. February 2014: RSC South-West Regional Meeting — Oxford, UK

. December 2013: University of California, Los Angeles, USA

. October 2013: University College London, UK

. August 2013: Transatlantic Frontiers of Chemistry — Kloster Seeon, Germany

. July 2013: Asia-Pacific Conference of Theoretical/Computational Chemistry — Gyeongju, South Korea

. April 2013: UK Young Chemists 2013 — Imperial College London, UK

. March 2013: Seoul National University, South Korea

. February 2013: University of Bristol, UK

. January 2013: LCC University of Toulouse, France

. June 2012: Quantum Mechanics and Molecular Dynamics of Chemical and Biological Reactivity, UCLA, USA
. March 2012: University of Birmingham, UK

. January 2011: University of Nottingham, UK

. January 2011: United States Food and Drug Administration — Irvine, USA

rvice

Editorial Advisoary Board member for Trends in Chemistry, Tetrahedraon Chemistry, Journal of Molecular
Graphics and Modelling, Heteroatom Chemistry; Chemistry — Methods, Magnetic Resonance in Chemistry.
ACS National Award Selection Committee (2024-2026 award cycle)
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e ACS COMP Division Awards Co-chair

e 2022-2024: Co-chair - Gordon Conference on Computational Chemistry

e 2019 - present: Co-chair: Telluride annual Workshop “Machine Learning and Informatics for Chemistry and
Materials”

e ACS COMP Division Alternate Councillor

e Ad Hoc Review Panel Member for NSF, NIH, DFG

e Nature Journals Outstanding Reviewer (2017) Publons top reviewers in Chemistry, 99" percentile 2017-2019.

e External PhD examiner at the Universities of Oxford, Cambridge, Helsinki and Heriot-Watt.

Current Research Support (Paton’s allocation at CSU shown)

e 09/01/2023 - 08/31/20237 NIH RO1T GM151533-01 $1,247,328

e 12/01/2022 - 11/31/2023 NSF Molecular Maker Lab Institute - $75,000

e 09/01/2022 - 08/31/2027 NSF CCI Phase Il: NSF Center for Computer Assisted Synthesis - $1,100,000

e 09/01/2022 - 08/31/2023 Collaboration Agreement (NREL) - $55,000

e 04/01/2022 - 03/31/2025 NSF Collaborative Research: Electrochemical Ni-Catalyzed Reductive Biaryl
Coupling: Mechanistic Studies to Enable Chemical Synthesis (NSF CAT) - $180,000

e 03/01/2022 - 09/28/2023 Collaboration Agreement (GlaxoSmithKline) - $100,000

e 09/01/2020 - 08/31/2023 Mechanism, Selectivity and Reaction Dynamics in Hydrogen Atom Transfer (ACS-
PRF New Directions Grant) - $110,000

e 06/01/2020 - 05/31/2023 Discovering Modular Catalysts for Asymmetric Synthesis with Computation (NSF
CAT) - $420,786,000)
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