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• Non-Negative Least Squares Reweighting and Pruning of Quadrature Grids for Tensor Hypercontraction. Journal of chemical theory and
computation
Hillers-Bendtsen, A. E., Lu, L., Martínez, T. J.
2026; 22 (15): 7657-7666

• Non-Negative LeastSquares Reweighting and Pruningof Quadrature Grids for Tensor Hypercontraction JOURNAL OF CHEMICAL THEORY
AND COMPUTATION
Hillers-Bendtsen, A., Lu, L., Martinez, T. J.
2026

• Complete Active Space Self-Consistent Field with GPU-Accelerated Density Fitting. Journal of chemical theory and computation
Wang, R., Wang, Y., Lu, L., Hait, D., Martínez, T. J.
2026

• Small tensor product distributed active space (STP-DAS) framework for relativistic and non-relativistic multiconfiguration calculations:
Scaling from 10<SUP>9</SUP> on a laptop to 10<SUP>12</SUP> determinants on a supercomputer CHEMICAL PHYSICS REVIEWS
Hu, H., Upadhyay, S., Lu, L., Jenkins, A. J., Zhang, T., Shayit, A., Knecht, S., Li, X.
2024; 5 (4)

• Direct Probe of Conical Intersection Photochemistry by Time-Resolved X-ray Magnetic Circular Dichroism JOURNAL OF THE AMERICAN
CHEMICAL SOCIETY
Sun, S., Gu, B., Hu, H., Lu, L., Tang, D., Chernyak, V. Y., Li, X., Mukamel, S.
2024; 146 (29): 19863-19873

• Prediction of photodynamics of 200 nm excited cyclobutanone with linear response electronic structure and ab initio multiple
spawning. The Journal of chemical physics
Hait, D., Lahana, D., Fajen, O. J., Paz, A. S., Unzueta, P. A., Rana, B., Lu, L., Wang, Y., Kjønstad, E. F., Koch, H., Martínez, T. J.
2024; 160 (24)

• Attosecond-pump attosecond-probe x-ray spectroscopy of liquid water. Science (New York, N.Y.)
Li, S., Lu, L., Bhattacharyya, S., Pearce, C., Li, K., Nienhuis, E. T., Doumy, G., Schaller, R. D., Moeller, S., Lin, M. F., Dakovski, G., Hoffman, D. J.,
Garratt, et al
2024: eadn6059

• Correlated Dirac-Coulomb-Breit multiconfigurational self-consistent-field methods JOURNAL OF CHEMICAL PHYSICS
Hoyer, C. E., Lu, L., Hu, H., Shumilov, K. D., Sun, S., Knecht, S., Li, X.
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2023; 158 (4): 044101

• Relativistic Kramers-Unrestricted Exact-Two-Component Density Matrix Renormalization Group JOURNAL OF PHYSICAL CHEMISTRY A
Hoyer, C. E., Hu, H., Lu, L., Knecht, S., Li, X.
2022; 126 (30): 5011-5020

• Exact-Two-Component Relativistic Multireference Second-Order Perturbation Theory JOURNAL OF CHEMICAL THEORY AND
COMPUTATION
Lu, L., Hu, H., Jenkins, A. J., Li, X.
2022; 18 (5): 2983-2992

• Two-Component Multireference Restricted Active Space Configuration Interaction for the Computation of L-Edge X-ray Absorption
Spectra JOURNAL OF CHEMICAL THEORY AND COMPUTATION
Jenkins, A. J., Hu, H., Lu, L., Frisch, M. J., Li, X.
2022; 18 (1): 141-150

• Defect-Induced Magnetic Skyrmion in a Two-Dimensional Chromium Triiodide Monolayer JACS AU
Beck, R. A., Lu, L., Sushko, P., Xu, X., Li, X.
2021; 1 (9): 1362-1367

• The "Hole" Story in Ionized Water from the Perspective of Ehrenfest Dynamics JOURNAL OF PHYSICAL CHEMISTRY LETTERS
Lu, L., Wildman, A., Jenkins, A. J., Young, L., Clark, A. E., Li, X.
2020; 11 (22): 9946-9951

• Spectroscopic Signatures of the B and H<sub>4</sub> Polyatomic Nitrogen Aggregates in Nanodiamond JOURNAL OF PHYSICAL
CHEMISTRY C
Beck, R. A., Lu, L., Petrone, A., Ong, A. C., Pauzauskie, P. J., Li, X.
2020; 124 (33): 18275-18283
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