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An S=1lIron(IV) Intermediate Revealed in a Non-Heme Iron Enzyme-Catalyzed Oxidative C-S Bond For mation. Angewandte Chemie (International ed. in
English)

Paris, J. C., Hu, S., Wen, A., Weitz, A. C., Cheng, R., Gee, L. B., Tang, Y., Kim, H., Vegas, A., Chang, W., Elliott, S. J,, Liu, P., Guo, et a

2023: 202309362

Unraveling Metal-Ligand Bonding in an HNO-Evolving {FeNO}6 Complex with a Combined X-ray Spectroscopic Approach. Journal of the American
Chemical Society

Gee, L.B., Lim, J, Kroll, T., Sokaras, D., Alonso-Mori, R., Leg, C.
2023

X-ray Spectroscopic Study of the Electronic Structure of a Trigonal High-Spin Fe(I V)#0O Complex M odeling Non-Heme Enzyme Inter mediates and Their
Reactivity. Journal of the American Chemical Society

Braun, A., Geg, L. B., Mara, M. W., Hill, E. A., Krall, T., Nordlund, D., Sokaras, D., Glatzel, P., Hedman, B., Hodgson, K. O., Borovik, A. S., Baker, M. L.,
Solomon, et a

2023

Structural evidence for intermediates during O-2 formation in photosystem |11 NATURE

Bhowmick, A., Hussein, R., Bogacz, |., Simon, P. S,, Ibrahim, M., Chatterjeg, R., Doyle, M. D., Cheah, M., Fransson, T., Chernev, P., Kim, |., Makita, H.,
Dasgupta, et a

2023: 629-636

Room temperature X-ray absor ption spectroscopy of metalloenzymes with drop-on-demand sample delivery at XFELs PURE AND APPLIED CHEMISTRY

Bogacz, I., Makita, H., Simon, P. S., Zhang, M., Doyle, M. D., Chatterjee, R., Fransson, T., Weninger, C., Fuller, F., Geg, L., Sato, T., Seaberg, M., Alonso-Mori, et
a

2023

Investigation of the Structure of Atomically Dispersed NiNx Sitesin Ni and N-Doped Carbon Electrocatalysts by 61Ni M ossbauer Spectroscopy and
Simulations. Journal of the American Chemical Society

Koshy, D. M., Hossain, M. D., Masuda, R, Yoda, Y., Gee, L. B., Abiose, K., Gong, H., Davis, R., Seto, M., Gallo, A., Hahn, C., Bajdich, M., Bao, et a
2022

Nitrogenase Chemistry at 10 K elvin#Phototautomerization and Recombination of CO-Inhibited alpha-H195Q Enzyme. Inorganic chemistry
Geg, L. B., Myers, W. K., Nack-Lehman, P. A., Scott, A. D., Yan, L., George, S. J., Dong, W., Dapper, C. H., Newton, W. E., Cramer, S. P.
2022; 61 (30): 11509-11513

XFEL serial crystallography revealsthe room temperature structure of methyl-coenzyme M reductase. Journal of inorganic biochemistry
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Ohmer, C. J., Dasgupta, M., Patwardhan, A., Bogacz, |., Kaminsky, C., Doyle, M. D., Chen, P. Y., Keable, S. M., Makita, H., Simon, P. S., Massad, R., Fransson,
T., Chatterjee, et a

2022; 230: 111768

Millisecond timescale reactions observed via X-ray spectroscopy in a 3D microfabricated fused silica mixer. Corrigendum. Journal of synchrotron radiation

Huyke, D. A., Ramachandran, A., Ramirez-Neri, O., Guerrero-Cruz, J. A., Gee, L. B., Braun, A., Sokaras, D., Garcia-Estrada, B., Solomon, E. |., Hedman, B.,
Delgado-Jaime, M. U., DePonte, D. P., Krall, et a

2022; 29 (Pt 3): 930

Carbon monoxide binding to alpha-R277H M o-nitrogenase - Evidence for multiple pH-dependent species from | R-monitored photolysis. Journal of
inorganic biochemistry

Geg, L. B., Scott, A. D., Dapper, C. H., Newton, W. E., Cramer, S. P.

2022; 232: 111806

Nuclear Resonance Vibrational Spectroscopy: A Modern Tool to Pinpoint Site-Specific Cooper ative Processes CRYSTALS
Wang, H., Braun, A., Cramer, S. P, Gee, L. B., Yoda, Y.
2021; 11 (8)

NRVSand DFT of MitoNEET: Understanding the Special Vibrational Structure of a [2Fe-2S] Cluster with (Cys)(3)(His)(1) Ligation BIOCHEMISTRY
Geg, L. B., Pelmenschikov, V., Mons, C., Mishra, N., Wang, H., Yoda, Y ., Tamasaku, K., Golinelli-Cohen, M., Cramer, S. P.
2021; 60 (31): 2419-2424

Millisecond timescale reactions observed via X-ray spectroscopy in a 3D microfabricated fused silica mixer. Journal of synchrotron radiation

Huyke, D. A., Ramachandran, A., Ramirez-Neri, O., Guerrero-Cruz, J. A., Gee, L. B., Braun, A., Sokaras, D., Garcia-Estrada, B., Solomon, E. I., Hedman, B.,
Delgado-Jaime, M. U., DePonte, D. P., Krall, et a

2021; 28 (Pt 4): 1100-1113

Direct coordination of pterin to Fell enables neurotransmitter biosynthesisin the pterin-dependent hydroxylases. Proceedings of the National Academy of
Sciences of the United States of America

lyer, S. R., Tidemand, K. D., Babicz, J. T., Jacobs, A. B., Gee, L. B., Haahr, L. T., Yoda, Y ., Kurokuzu, M., Kitao, S, Saito, M., Seto, M., Christensen, H. E.,
Peters, et d

2021; 118 (15)

Effect of 3d/4p Mixing on 1s2p Resonant Inelastic X-ray Scattering: Electronic Structure of Oxo-Bridged Iron Dimers. Journal of the American Chemical
Society

Kroll, T., Baker, M. L., Wilson, S. A., Lundberg, M., Juhin, A., Arrio, M., Yan, J. J,, Gee, L. B., Braun, A., Weng, T., Sokaras, D., Hedman, B., Hodgson, et al
2021

Short-lived metal-centered excited state initiatesiron-methionine photodissociation in ferrous cytochrome c. Nature communications

Reinhard, M. E., Mara, M. W., Kroll, T., Lim, H., Hadt, R. G., Alonso-Mori, R., Chollet, M., Glownia, J. M., Nelson, S., Sokaras, D., Kunnus, K., Dridl, T. B.,
Hartsock, et al

2021; 12 (1): 1086

Vibrational Perturbation of the [FeFe] Hydrogenase H-Cluster Revealed by 13C2H-ADT Labeling. Journal of the American Chemical Society

Pelmenschikov, V., Birrell, J. A, Gee, L. B., Richers, C. P., Reijerse, E. J., Wang, H., Arragain, S., Mishra, N., Yoda, Y., Matsuura, H., Li, L., Tamasaku, K.,
Rauchfuss, et a

2021

Nuclear Resonance Vibrational Spectroscopic Definition of the Fe(IV)2 Intermediate Q in M ethane M onooxygenase and | ts Reactivity. Journal of the
American Chemical Society

Jacobs, A. B., Banerjee, R., Deweese, D. E., Braun, A., Babicz, J. T., Gee, L. B., Sutherlin, K. D., Béttger, L. H., Yoda, Y., Saito, M., Kitao, S., Kobayashi, Y .,
Seto, et &

2021

High-Frequency Fe-H and Fe-H2 Modesin atrans-Fe(eta2-H2)(H) Complex: A Speed Record for Nuclear Resonance Vibrational Spectroscopy. Inorganic
chemistry

Chiang, M., Pelmenschikov, V., Gee, L. B., Liu, Y., Hsieh, C., Wang, H., Yoda, Y., Matsuura, H., Li, L., Cramer, S. P.
2020

Valence-Dependent Electrical Conductivity in a 3D Tetrahydroxyquinone-Based M etal-Or ganic Framework. Journal of the American Chemical Society
Chen, G., Geg, L. B., Xu, W., Zhu, Y., Lezama-Pacheco, J. S., Huang, Z., Li, Z., Babicz, J. T., Choudhury, S., Chang, T., Reed, E., Solomon, E. |, Bao, et a
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Single-ion magnetism in the extended solid-state: insights from X-ray absor ption and emission spectroscopy CHEMICAL SCIENCE
Huzan, M. S,, Fix, M., Aramini, M., Bencok, P., Mosselmans, J. W., Hayama, S., Breitner, F. A., Gee, L. B., Titus, C. J,, Arrio, M., Jesche, A., Baker, M. L.
2020; 11 (43): 11801-10

Single-ion magnetism in the extended solid-state: insights from X-ray absor ption and emission spectroscopy. Chemical science
Huzan, M. S., Fix, M., Aramini, M., Bencok, P., Mosselmans, J. F., Hayama, S., Breitner, F. A., Gee, L. B., Titus, C. J,, Arrio, M. A., Jesche, A., Baker, M. L.
2020; 11 (43): 11801-11810

Vibrational characterization of a diiron bridging hydride complex - a model for hydrogen catalysis CHEMICAL SCIENCE
Geg, L. B., Pelmenschikov, V., Wang, H., Mishra, N., Liu, Y., Yoda, Y., Tamasaku, K., Chiang, M., Cramer, S. P.
2020; 11 (21): 5487-93

Vibrational characterization of a diiron bridging hydride complex - a model for hydrogen catalysis. Chemical science
Geg, L. B., Pelmenschikov, V., Wang, H., Mishra, N., Liu, Y. C., Yoda, Y., Tamasaku, K., Chiang, M. H., Cramer, S. P.
2020; 11 (21): 5487-5493

Tuning the Geometric and Electronic Structure of Synthetic High-Valent Heme Iron(IV)-Oxo Modelsin the Presence of a Lewis Acid and Various Axial
Ligands. Journal of the American Chemical Society

Ehudin, M. A., Geg, L. B., Sabuncu, S. n., Braun, A. n., Moénne-Loccoz, P. n., Hedman, B. n., Hodgson, K. O., Solomon, E. ., Karlin, K. D.
2019; 141 (14): 594260

High-Frequency Fe-H Vibrationsin a Bridging Hydride Complex Characterized by NRVSand DFT ANGEWANDTE CHEMIE-INTERNATIONAL EDITION
Pelmenschikov, V., Gee, L. B., Wang, H., MacLeod, K., McWilliams, S. F., Skubi, K. L., Cramer, S. P., Holland, P. L.
2018; 57 (30): 936771

Sterically Stabilized Terminal Hydride of a Diiron Dithiolate INORGANIC CHEMISTRY
Carlson, M. R,, Gray, D. L., Richers, C. P., Wang, W., Zhao, P., Rauchfuss, T. B., Pelmenschikov, V., Pham, C. C., Geg, L. B., Wang, H., Cramer, S. P.
2018; 57 (4): 1988-2001

NRVSfor Fein Biology: Experiment and Basic | nter pretation. Methods in enzymol ogy
Gee, L. B., Wang, H., Cramer, S. P.
2018; 599: 409-25

Direct Observation of an Iron-Bound Terminal Hydride in [FeFe]-Hydrogenase by Nuclear Resonance Vibrational Spectroscopy JOURNAL OF THE
AMERICAN CHEMICAL SOCIETY

Reljerse, E. J., Pham, C. C., Pelmenschikov, V., Gilbert-Wilson, R., Adamska-Venkatesh, A., Siebdl, J. F., Gee, L. B, Yoda, Y., Tamasaku, K., Lubitz, W.,
Rauchfuss, T. B., Cramer, S. P.

2017; 139 (12): 4306-9

Istrehalose an effective quenching agent of Azotobacter vinelandii M o-nitrogenase turnover ? INORGANICA CHIMICA ACTA
Gee, L. B, Scott, A. D., Dapper, C. H., Newton, W. E., Cramer, S. P.
2016; 453: 74-77

Synchrotron-based Nickel Mossbauer Spectroscopy INORGANIC CHEMISTRY

Gee, L.B., Lin, C., Jenney, F. E., Adams, M. W., Yoda, Y., Masuda, R., Saito, M., Kaobayashi, Y., Tamasaku, K., Lerche, M., Seto, M., Riordan, C. G., Ploskonka,
eta

2016; 55 (14): 6866—72

Characterization of the [3Fe-4S5](0/1+) cluster from the D14C variant of Pyrococcus furiosusferredoxin via combined NRVS and DFT analyses DALTON
TRANSACTIONS

Lauterbach, L., Gee, L. B., Pelmenschikov, V., Jenney, F. E., Kamali, S, Yoda, Y., Adams, M. W., Cramer, S. P.
2016; 45 (17): 7215-19

L ow frequency dynamics of the nitr ogenase M oFe protein via femtosecond pump probe spectroscopy - Obser vation of a candidate promoting
vibration JOURNAL OF INORGANIC BIOCHEMISTRY

Maiuri, M., Delfino, I., Cerullo, G., Manzoni, C., Pelmenschikov, V., Guo, Y., Wang, H., Gee, L. B., Dapper, C. H., Newton, W. E., Cramer, S. P.
2015; 153: 128-35

Hydride bridge in [NiFe]-hydrogenase observed by nuclear resonance vibrational spectroscopy NATURE COMMUNICATIONS
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Ogata, H., Kraemer, T., Wang, H., Schilter, D., Pelmenschikov, V., van Gastel, M., Neese, F., Rauchfuss, T. B., Gee, L. B., Scott, A. D., Yoda, Y., Tanaka, Y.,
Lubitz, et a
2015; 6: 7890

e Docking and Migration of Carbon Monoxidein Nitrogenase: The Case for Gated Pockets from Infrared Spectroscopy and M olecular
Dynamics BIOCHEMISTRY

Gee, L. B., Leontyev, I., Stuchebrukhov, A., Scott, A. D., Pelmenschikov, V., Cramer, S. P.
2015; 54 (21): 3314-19

o Nuclear resonance vibrational spectroscopy revealsthe FeS cluster composition and active site vibrational properties of an O-2-tolerant NAD(+)-reducing
[NiFe] hydrogenase CHEMICAL SCIENCE

Lauterbach, L., Wang, H., Horch, M., Gee, L. B, Yoda, Y ., Tanaka, Y., Zebger, |., Lenz, O., Cramer, S. P.
2015; 6 (2): 1055-60

o Synthesisand vibrational spectroscopy of Fe-57-labeled models of [NiFe] hydrogenase: first direct observation of a nickel-iron interaction CHEMICAL
COMMUNICATIONS

Schilter, D., Pelmenschikov, V., Wang, H., Meier, F., Gee, L. B., Yoda, Y ., Kaupp, M., Rauchfuss, T. B., Cramer, S. P.
2014; 50 (88): 1346972

o Differencesin peripheral endocannabinoid modulation of scratching behavior in facial vs. spinally-innervated skin NEUROPHARMACOLOGY
Spradley, J., Davoodi, A., Geg, L., Carstens, M., Carstens, E.
2012; 63 (4): 74349

PRESENTATIONS
e A Gated Substrate Channel In Nitrogenase Revealed Through a Combined IR and Molecular Dynamics Study - 19th International Congress on Nitrogen Fixation
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