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	RESOURCES

	Follow the 398 application instructions in Part I, 4.7 Resources.

	Biomolecular NMR Core Facility

The NMR spectrometers are located in Rooms 5.414 and 5.420 in the Research Adminstration Building on the UTHSCSA Greehey campus. These rooms are 396 and 524 sq ft, respectively, and are dedicated solely for housing the instruments that comprise the NMR facility. These include three state-of-the-art Bruker Avance NMR spectrometers – a Bruker AVIII 500 and a Bruker AVI 600 in Room 5.414 and a Bruker AVI 700 in Room 5.420. The spectrometers are each equipped with four independent RF channels, triple-axis pulsed field gradients, deuterium decoupling capability, a variable temperature controller, and high sensitivity cryogenically cooled 1H/13C/15N probes (1.7 mm ‘TCI’ on the 500, 5.0 mm ‘TXI’ on the 600, and a 5.0 mm ‘TCI’ on the 700). Additionally, the 500 and 700 MHz NMR spectrometers are equipped with nitrogen recycling systems, which allows for continuous operation of the spectrometers, the 500 is fitted with an automated sample changer than can handle up to 500 1.7-mm tubes, and there is a Gilson 513 liquid handler available for the automated preparation of NMR samples. As configured, the 500 is ideal for determining the structures of smaller cancer-related proteins and natural products with anticancer activity and for carrying out NMR-based fragment screening; the 600 and 700 are ideally configured for determining the structures of larger cancer-related macromolecules and related complexes with therapeutic agents, including small molecules, purified natural products, and peptides. 
Computers:The NMR facility also supports an extensive network of off-line computer workstations and associated software to facilitate off-line processing (TopSpin, nmrPipe) and analysis (Sparky, Cyana, CNS, NIH-XPLOR, ARIA, Chimera, etc.) of data collected in the facility. This computer system is Linux-based and includes a cluster of eight dual and quad workstations networked using the NIS and NFS protocols. The computer workstations are housed in Room 5.210 in the Research Administration Building. This room, which is 407 sq ft, also houses a Beowulf supercomputing Linux cluster which is used for large scale parallel computations, such as those carried out using the structure determination program, ARIA.

Personnel:  Dr. Ivanov joined the faculty of the UTHSCSA in the Department of Biochemistry in 2010 and holds the rank of Assistant Professor. He has degrees in both biochemistry (Ph.D.) and physics (BS) and he has 20 years of experience in the area of structural biology, mainly in the application of NMR spectroscopy to studies of macromolecules and macromolecular structure. Dr. Ivanov trained with pioneers of biomolecular NMR, Dr. Alfred Redfield at Brandeis University for his doctoral studies and Dr. Gerhard Wagner at Harvard Medical School for his postdoctoral training. Through studies conducted with these investigators, Dr. Ivanov gained extensive experience in both the development of modern methods in NMR spectroscopy and in the application of these methods to problems of structural biology, biochemistry and biophysics. Dr. Ivanov leads an active research program focused on molecular mechanisms involved in HIV pathogenesis and DNA repair.
Dr. Cano has more than 10 years of experience in the area of small molecule and protein NMR. She has published articles focused on studies of biological macromolecules using NMR spectroscopy, development of optimized NMR methods, biochemical analyses of proteins, and studies of cancer treatment using NMR-based metabolomics. She has served as Technical Director for the UTHSCSA NMR Facility since February 2014. 
Investigators preparing grant proposals or manuscripts that involve NMR experiments or interpretation of NMR spectral data are encouraged to contact Dr Ivanov or Dr. Cano for a consultation and assistance. 

Contact: 

Faculty Director: Dmitri Ivanov
Biochemistry AH 5.210.3; 7-8781
ivanov@uthscsa.edu

Technical Director: Kristin Cano
Biochemistry AH 5.410; 7-8787
canomccue@uthscsa.edu
Website:  http://nmr.uthscsa.edu/contact.shtml
Research applications and technologies: 

· 500 MHz, 600 MHz and 700 MHz Spectrometers.

· Structural information on macromolecules and their complexes in solution.

· Mapping of interacting surfaces in macromolecular complexes.

· Measurement of binding affinities and kinetics.

· Dynamics (movement of individual atoms) in a macromolecule.
· Fragment screening
· Metabolomics
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