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Reactions and Their Side Products. ACS Catalysis, 2016, 6, 6384-6392

Glycosyltransferase Gene Expression Profiles Classify Cancer Types and Propose Prognostic
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mammalian sialyltransferase. Bioorganic and Medicinal Chemistry, 2016, 24, 4998-5005 >4 2

Quantum supercharger library: hyper-parallel integral derivatives algorithms for ab initio QM/MM
dynamics. Journal of Computational Chemistry, 2015, 36, 1410-9

Quantum supercharger library: hyper-parallelism of the Hartree-Fock method. Journal of
Computational Chemistry, 2015, 36, 1399-409 35 4

Profiling transition-state configurations on the Trypanosoma cruzi trans-sialidase free-energy
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Acceleration of the GAMESS-UK electronic structure package on graphical processing units. Journal
of Computational Chemistry, 2011, 32, 2313-8

The extent of conformational rigidity determines hydration in nonaromatic hexacyclic systems.
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Modeling the [1->6) Branch Point of Amylopectin in Solution. Journal of Physical Chemistry B, 2002,
19 106, 5091-5098 34 17
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AN NMR INVESTIGATION INTO THE DYNAMICS OF PANOSE, AN [11->4) AND [11->6)-LINKED
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