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Computational Design of Organic Solar Cells
-- 9 papers, with Valeria Ashby & Wei You, UNC-CH Chemistry
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ACS Applied Materials & Interfaces 6, 803 - 810 (2014); J. Am. Chem. Soc. 135, 1806 - 1815 (2013); J.
Mater. Chem. C 1, 260-267 (2013); Org. Lett. 13, 6492-6495 (2011); Angew. Chem. Int. Ed. 50, 2995-
2998 (2011); Macromolecules 43, 10390-10396 (2010); Adv. Funct. Mater. 20, 635-643 (2010);
Macromolecules 43, 811-820 (2010); ACS Appl. Mater. Interfaces 1(7), 1613-1621 (2009).
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Domain I

Domain III
(C-terminus)

4 Computational Studies
~ Of Biological, Organic
- & Inorganic Systems

-- 13 papers with Lee Pedersen
Wenbin Lin, Cindy Schauer, &
Tom Meyer, UNC Chemistry
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Human X-propyl aminopeptidase P QM/MM Model System
(PDB code : 3CTZ)

J. Am. Chem. Soc. 136, 273-281 (2014) ;

J. Phys. Chem. A 117 (45), 11558-11565 (2013);
Chem. Sci. 4, 2396-2402 (2013);

J. Phys. Chem. Lett. 3, 2293-2297 (2012);

Chem. Sci. 3, 2623-2627 (2012);

Proc. Natl. Acad. Sci. USA 109, 15669-15672 (2012);
J. Phys. Chem. A 115, 4738-4742 (2011);,

J. Theor. Biol. 279, 143-149 (2011);

Int. J. Quantum Chem. 110, 2744-2751 (2010);

J. Phys. Chem. A 114, 5913-5918 (2010); L =y

J. Chem. Phys. 131, 164107 (2009); d, d, =ty = d dv.y
J. Chem. Phys. 129, 094104 (2008);
Mol. Phys. 105, 2893-2898 (2007).
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Immunological Response & Signaling Pathways,
Parasite-Host Interaction, & HIV Virulence
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Proc. Nat. Acad. Sci. (2011) 108, 50, 20166—20171. PLoS One (2013) 8, 1, e54156.
PLoS Path. (2011) 7, 7, e1002132. Mol. Biol. Evol. (2013) 30, 7, 1588—1604.
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Genomic Approaches to Oncology: The Cancer Genome
Atlas (TCGA) & Cancer and Leukemia Group B (CALGB)
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Gross Summary of Annual Extramural Funds
Enablement

e Supported + $132m/yr in new awards*

— Includes only Research Group Directors/Leads, not
Individual group members

— And only if Group Director was Lead Pl
— Only if on KillDevil
— Only if new award

o Supported + $400m/yr when including all Pls and all existing
awards*

*Summary estimate; actual figures would require grant-by-grant review of actual proposals to identify specific
ITS-RC grant/contract enablement
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