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Total citations: 61,146.   Citation data from Google scholar, public profile: https://goo.gl/zKzue2 
~130 peer-reviewed publications in total. 2 >10,000 citations, 4 >5000, 6 >1,000, 40 above 100. 
H-index 59, M-index 2.5 (H/years-since-first-paper), i10-index 115, more than 100 invited talks. 
Selected recent publications of relevance for the proposal 
1. Lycksell M, Rovšnik U, Bergh C, Johansen NT, Martel A, Porcar L, Arleth L, Howard RJ, 

Lindahl E (2021). Probing solution structure of the pentameric ligand-gated ion channel GLIC 
by small-angle neutron scattering. https://doi.org/10.1101/2021.04.10.439285  
The first successful application of small-angle neutron scattering to probe solution-phase structure of 
small conformational changes in ligand-gated ion channels, which we propose to apply to DeCLIC.

2. Sridhar A, Lummis SCR, Pasini D, Mehregan A, Brams M, Kambara K, Bertrand D, Lindahl 
E, Howard RJ, Ulens C (2021). A cationic lipid site at the outward transmembrane face of a 
pentameric ligand-gated ion channel. https://doi.org/10.1101/2021.03.24.436810  
Identification of a new binding site where cationic lipids modulate gating of the ELIC channel through 
headgroup cation-π interactions from simulations and electrophysiology validation. 

3. Bergh C, Heusser SA, Howard RJ, Lindahl E (2021) Markov State Models of Proton- and 
Gate-Dependent Activation in a Pentameric Ligand-Gated Ion Channel. 
https://doi.org/10.1101/2021.03.12.435097  
Markov state models of GLIC gating, quantification of the small fraction of open channels, open/
activated states as secondary local free energy minima, and electrophysiology to show how the MSM-
predicted gain-of-function I233T does indeed open the channel. 

4. Kim JJ, Gharpure A, Teng J, Zhuang Y, Howard RJ, Zhu S, Noviello CM, Walsh Jr RM, 
Lindahl E, Hibbs RE. (2020). Shared structural mechanisms of general anesthetics and 
benzodiazepines. Nature 585, 303-308 https://www.nature.com/articles/s41586-020-2654-5  
Cryo-EM structures and simulations explaining the shared molecular mechanism of anesthetics and 
benzodiazepines (valium) on a human heteropentameric receptor, and how the flumazenil antagonist 
has allosteric modulation effects on the subunits. 

5. Rovsnik U, Zhuang Y, Forsberg BO, Carroni M, Yvonnesdotter L, Howard RJ, Lindahl E. 
Dynamic closed states of a ligand-gated ion channel captured by cryo-EM and simulations. 
Revision submitted to Life Sci. Alliance, https://doi.org/10.1101/2021.01.04.425171  
Structure of the GLIC channel at resting and activating conditions, providing the highest-resolution 
closed state to date and illustrating how the closed state appears to be an ensemble of flexible states. 

6. Forsberg B, Aibara S, Howard RJ, Mortezaei N, Lindahl E. (2020) Arrangement and 
symmetry of the fungal E3BP-containing core of the Pyruvate Dehydrogenase Complex. 
Nature Commun. 11, 4667 https://www.nature.com/articles/s41467-020-18401-z  
First application of new classification methods that better capture small populations of states (here 
used to solve the PDC complex core), which we are proposing to apply to ligand-gated ion channels. 

7. Hu H, Howard RJ, Bastille U, Lindahl E, Delarue M. (2020). Structural basis for allosteric 
transitions of a multidomain pentameric ligand-gated ion channel. Proc. Natl. Acad. Sci. U S 
A. 117(24), 13437-46 https://www.pnas.org/content/117/24/13437  
First report of structure and functional characterization of the new DeCLIC channel. 

8. Gharpure A, Teng J, Zhuang Y, Noviello CM, Walsh RM, Cabuco R, Howard RJ, Zaveri NT, 
Lindahl E, Hibbs RE. (2019). Agonist Selectivity and Ion Permeation in the a3b4 Ganglionic 
Nicotinic Receptor. Neuron 104 (3), 501-11 https://doi.org/10.1016/j.neuron.2019.07.030  
Structures showing specific agonist displacement of nicotine in a heteropentameric acetylcholine 
receptor combined with simulations illustrating stabilization, closure of the binding site, and lipid 
stabilization of the intracellular domain. 

9. Fourati, Z., Howard RJ., Heusser, SA.,  Sauguet, L., Hu, H., Ruza, RR., Lindahl, E., Delarue, 
M. (2018) Structural basis for bimodal allosteric modulation by general anesthetics in a 
pentameric ligand-gated ion channel. Cell reports 23, 993 
https://doi.org/10.1016/j.celrep.2018.03.108  
First evidence for close-state conformational selection due to pore binding, and identification of two 
potentiating sites inter- and intrasubunit that create bimodal allosteric modulation. 

10. Heusser SA, Lycksell, M, Wang X, McComas S, Howard RJ, Lindahl E. (2018) Allosteric 1

potentiation of a ligand-gated ion channel is mediated by access to a deep membrane-facing 
cavity. Proc. Natl. Acad. Sci. U S A. 115, 10672-677 https://doi.org/10.1073/pnas.1809650115  
Observation of the persistent potentiation of LGICs from a TMD mutation that alters access to 
membrane-facing binding site, which helped reconcile lipid- and LGIC-mediated models of anesthesia. 
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Original peer-reviewed articles 2013-2021 (reverse chronological order) 
1. Bergh C, Heusser SA, Howard RJ, Lindahl E (2021) Markov State Models of Proton- and 

Gate-Dependent Activation in a Pentameric Ligand-Gated Ion Channel. To appear in eLife,  
available on BioRvix. https://doi.org/10.1101/2021.03.12.435097 

2. Lycksell M, Rovšnik U, Bergh C, Johansen NT, Martel A, Porcar L, Arleth L, Howard RJ, 
Lindahl E (2021). Probing solution structure of the pentameric ligand-gated ion channel GLIC 
by small-angle neutron scattering. Proc. Natl. Acad. Sci. USA 118 (37), e2108006118 

3. Gossen J, et al. (2021). A blueprint for high affinity SARS-CoV-2 Mpro inhibitors from activity-
based compound library screening guided by analysis of protein dynamics. ACS Pharmacol. 
Transl. Sci.  4 (3), 1079-95 

4. Sridhar A, Lummis SCR, Pasini D, Mehregan A, Brams M, Kambara K, Bertrand D, Lindahl 
E, Howard RJ, Ulens C (2021). A cationic lipid site at the outward transmembrane face of a 
pentameric ligand-gated ion channel. J. Biol. Chem. 297 (2), 100899. 

5. Rovsnik U, Zhuang Y, Forsberg BO, Carroni M, Yvonnesdotter L, Howard RJ, Lindahl E. 
Dynamic closed states of a ligand-gated ion channel captured by cryo-EM and simulations. 
Life Sci. Alliance, 4(8), e202101011 

6. Masrati G, Mondal R, Rimon A, Kessel A, Padan E, Lindahl E, Ben-Tal N (2021). An angular 
motion of a conserved four-helix bundle facilitates alternating access transport in the TtNapA 
and EcNhaA transporters. Proc. Natl. Acad. Sci. USA 117, 31850. 

7. Van Sorge NM, Bonsor DA, Deng L, Lindahl E, Schmitt V, Lyndin M, Schmidt A, Nilsson OR, 
Brizuela J, Boero E, Sundberg EJ, van Strijp JAG, Doran KS, Singer BB, Lindahl G, McCarthy 
AJ (2021). Bacterial protein domains with a novel Ig-like fold bind human CEACAM receptors. 
EMBO J 40, e106103. 

8. Páll S, Zhmurov A, Bauer P, Abraham M, Lundborg M, Gray A, Hess B, Lindahl E (2020) 
Heterogeneous Parallelisation and Acceleration of Molecular Dynamics Simulations in 
GROMACS. J Chem. Phys. 153(13), 134110. 

9. Narangifard A, Wennberg C, den Hollander L, Wai I, Lundborg M, Masich S, Lindahl E, 
Daneholt B, Norlén L. (2020). Molecular reorganization during formation of the human skin 
barrier studied in situ. J. Invest. Dermat. doi:10.1016/j.jid.2020.07.040 

10. Forsberg B, Aibara S, Howard RJ, Mortezaei N, Lindahl E. (2020) Arrangement and 
symmetry of the fungal E3BP-containing core of the Pyruvate Dehydrogenase Complex. 
Nature Commun. 11, 4667. 

11. Kim JJ, Gharpure A, Teng J, Zhuang Y, Howard RJ, Zhu S, Noviello CM, Walsh Jr RM, 
Lindahl E, Hibbs RE. (2020). Shared structural mechanisms of general anesthetics and 
benzodiazepines. Nature 585, 303-308 

12. Madru C, Henneke G, Raia P, Hugonneau-Beaufet I, Pehau-Arnaudet G, England P, Lindahl 
E, Delarue M, Carroni M, Sauguet L. (2020). Structural basis for the increased processivity of 
D-family DNA polymerases in complex with PCNA. Nature Comm. 11 (1), 1-12 

13. Hu H, Howard RJ, Bastille U, Lindahl E, Delarue M. (2020). Structural basis for allosteric 
transitions of a multidomain pentameric ligand-gated ion channel. Proc. Natl. Acad. Sci. U S 
A. 117(24), 13437-46 

14. De la Rosa-Trevin JM, Viga H, Otón J, Lindahl E. (2020). Development of basic building 
blocks for cryo-EM: the encore and Elvis software libraries. Acta Cryst D. 76 (4), 350-6 

15. Grottessi A, Besker N, Emerson A, Manelfi C, Beccari AR, Frigerio D, Lindahl E, Cerchia C, 
Talarico C. (2020). Computational Studies of SARS-CoV-2 3CLpro: Insights from MD 
Simulations. Int. J. Mol. Sci. 21(15), 5346. 

16. Gharpure A, Teng J, Zhuang Y, Noviello CM, Walsh RM, Cabuco R, Howard RJ, Zaveri NT, 
Lindahl E, Hibbs RE. (2019). Agonist Selectivity and Ion Permeation in the a3b4 Ganglionic 
Nicotinic Receptor. Neuron 104 (3), 501-11 

17. Abraham, MJ, Apostolov R, Barnoud J, Bauer P, Blau C, Bonvin A, Chavent, Matthieu, 
Chodera J, Čondić-Jurkić C, Delemotte L, Grubmüller H, Howard RJ, Jordan EJ, Lindahl E, 
Ollila O, Salent J, Smith D, Stansfeld P, Tiemann J, Trellet M, Woods, C, Zhmurov A. (2019). 
Sharing Data From Molecular Simulations. J. Chem. Inf. Model. 59(10), 4093-99 

18. Orellana L, Thorne AH, Lema R, Gustavsson J, Parisian A, Hospital A, Brun-Heath I, Cordeiro 
TN, Bernado P, Scott AM, Lindahl E, Cavenee W, Furnari F, Orozco M. (2019) Oncogenic 
mutations at the EGFR ectodomain structurally converge to remove a steric hindrance on a 
kinase-coupled cryptic epitope. Proc. Natl. Acad. Sci. U S A 116, 10009-10018 

19. Elofsson A, Hess B, Lindahl E, Onufriev A, van der Spoel D, Wallqvist A. (2019) Ten simple 
rules on how to create open access and reproducible molecular simulations of biological 
systems. PLoS Comput. Biol 15, e1006649 
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20. Ma J, Benitez JA, Li J, Miki S, de Albuquerque CP, Galatro T, Orellana L, Zanca C, Reed R, 
Boyer A, Koga T, Varki NM, Fenton TR, Marie SKN, Lindahl E, Gahman TC, Shiau AK, Zhou 
H, DeGroot J, Sulman EP, Cavenee WK, Kolodner RD, Chen CC, Furnari FB. (2019) 
Inhibition of Nuclear PTEN Tyrosine Phosphorylation Enhances Glioma Radiation Sensitivity 
through Attenuated DNA Repair. Cancer Cell 35, 504-518 

21. Wang K, Preisler SS, Zhang L, Cui Y, Missel JW, Gronberg C, Gotfryd K, Lindahl E, 
Andersson M, Calloe K, Egea PF, Klaerke DA, Pusch M, Pedersen PA, Zhou ZH, Gourdon P. 
(2019) Structure of the human ClC-1 chloride channel. PLoS Biology 17(4); e3000218. 

22. Raia P, Carroni M, Henry E, Pehau-Arnaudet G, Brûlé S, Béguin P, Henneke G, Lindahl E, 
Delarue M, Sauguet L. (2019) Structure of the DP1–DP2 PolD complex bound with DNA and 
its implications for the evolutionary history of DNA and RNA polymerases. PLoS Biology 17, 
e3000122 

23. Orellana L, Gustavsson J, Bergh C, Yoluk Ö, Lindahl E.  (2018) The eBDIMS path-sampling 
server: generation, classification and interactive visualization of protein ensembles and 
transition pathways in 2D-motion space. Bioinformatics 35(18), 3505-350 

24. Eriksson O, Laure E, Lindahl E, Henningson D, Ynnerman A. (2018). e-Science in 
Scandinavia. Informatik-Spektrum 41(6), 398-404. 

25. Gómez-Blanco, J., de la Rosa-Trevín J.M., Marabini, R., Del Cano, L., Jiménez, A., Martínez, 
M., Melero, R., Majtner, T., Maluenda, D., Mota, J. Rancel, Y., Ramírez-Aportela, E. Vilas, J.L., 
Carroni, M., Fleischmann, S., Lindahl, E., Ashton, A.W., Basham, M., Clare, D.K., Savage, K., 
Siebert, C.A., Sharov, G.G., Sorzano, C.O.S., Conesa, P., Carazo, J.M. (2018) Using Scipion 
for Stream Image Processing at Cryo-EM Facilities J. Struct. Biol. 204(3), 457-463 

26. Zivanov, J., Nakane, T., Forsberg, B., Kimanius, D., Hagen, W.J.H., Lindahl, E., Scheres, 
S.H.W. (2018) RELION-3: New tools for automated high-resolution cryo-EM structure 
determination. eLife 7, e42166 

27. Kasimova, M., Lindahl, E., Delemotte, L. (2018) Determining the molecular basis of voltage 
sensitivity in membrane proteins. J Gen Physiol. 150, 1444. 

28. Heusser SA, Lycksell, M, Wang X, McComas S, Howard RJ, Lindahl E. (2018) Allosteric 2

potentiation of a ligand-gated ion channel is mediated by access to a deep membrane-facing 
cavity. Proc. Natl. Acad. Sci. U S A. 115, 10672-677 

29. Kimanius, D., Lindahl, E., Andersson, M. (2018) Uptake dynamics in the lactose permease 
(LacY) membrane protein transporter. Sci. Reports 8, 14324 

30. Nakane T, Kimanius D, Lindahl E, Scheres SHW. (2018) Characterisation of molecular 
motions in cryo-EM single-particle data by multi-body refinement in RELION. eLife 7, e36861 

31. Lundborg M, Wennberg C, Narangifard A, Lindahl E, Norlén L. (2018) Predicting drug 
permeability through skin using molecular dynamics simulation, J Contr. Rel. 283, 269 

32. Narangifard, A., den Hollander, L., Wennberg C.L., Lundborg, M., Lindahl, E., Iwai I., Han, H., 
Masich, S., Daneholt, B., Norlén, L. (2018) Human skin barrier formation takes place via a 
cubic lamellar lipid phase transition as analyzed by cryo-electron microscopy and molecular 
dynamics modeling. Exp. Cell Res. 366, 139 

33. Perez Boerema A., Aibara S., Paul B., Tobiasson V., Kimanius D., Forsberg BO., Walldén K., 
Lindahl E., Amunts A. (2018) Structure of the chloroplast ribosome with chl-RRF and 
hibernation promoting factor. Nature Plants 4, 212 

34. Lundborg M., Narangifard A., Wennberg, C.L., Lindahl, E., Norlén, L. (2018) Human skin 
barrier structure and function analyzed by cryo-EM and molecular dynamics simulation. J 
Struct Biol. 203, 149 

35. Fourati, Z., Howard RJ., Heusser, SA.,  Sauguet, L., Hu, H., Ruza, RR., Lindahl, E., Delarue, 
M. (2018) Structural basis for bimodal allosteric modulation by general anesthetics in a 
pentameric ligand-gated ion channel. Cell reports 23, 993 

36. Wennberg C., Narangifard A., Lundborg M., Norlén L., Lindahl E. (2018) Structural transitions 
in ceramide cubic phases during formation of the human skin barrier. Biophys J 114, 1116 

37. Ottosson NE., Ejneby MS., Wu X., Yazdi S., Konradsson P., Lindahl, E., Elinder, F. (2017) A 
drug pocket at the lipid bilayer-potassium channel interface. Science Advances 3(10), 
e1701099. 

38. Forsberg B., Aibara, S., Kimanius, D., Paul B., Lindahl, E., Amunts, A. (2017) Cryo-EM 
structure determination of the chlororibosome to 3.2Å within 24 hours. Int. Union Cryst. J. 4, 6 
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39. Pouya, I., Pronk, S., Lundborg, M., and Lindahl, E. (2017) Copernicus, a hybrid dataflow and 
peer-to-peer scientific computing platform for efficient large-scale ensemble sampling. Future 
Gen. Comp. Sys. 71, 18-31 

40. Grønberg, C., Sitsel, O., Lindahl, E., Gourdon, P., Andersson, M. (2016) Membrane 
anchoring and ion-entry dynamics in P-type ATPase copper transport. Biophys J. 111, 
2417-29 

41. Kimanius, D., Forsberg, BO., Scheres, SHW., Lindahl, E. (2016) Accelerated cryo-EM 3

structure determination with parallelisation using GPUs in RELION-2. eLife 5, e18722. 
42. Nys, M., Wijckmans, E., Farinha, A., Yoluk, Ö., Andersson, M., Brams, M., Spurny, R., 

Peigneur, S., Tytgat, J., Lindahl, E., Ulens, C. (2016). Allosteric binding site in a cys-loop 
receptor ligand-binding domain unveiled in the crystal structure of ELIC in complex with 
chlorpromazine. Proc. Natl. Acad. Sci. U S A 113, E6696-E6703. 

43. Öjemalm, K., Higuchi, T., Lara, P., Lindahl, E., Suga, H., von Heijne, G. (2016) Energetics of 
side-chain snorkeling in transmembrane helices probed by nonproteinogenic amino acids. 
Proc. Natl. Acad. Sci. U S A 113, 10559-564. 

44. Orellana, L., Yoluk, Ö., Carrillo, O., Orozco, M., and Lindahl, E. (2016). Prediction and 
validation of protein intermediate states from structurally rich ensembles and coarse-grained 
simulations. Nature comm. 7, 12575. 

45. Heusser, SA., Yoluk, Ö., Klement, G., Riederer, EA., Lindahl, E., and Howard RJ. (2016) 
Functional characterization of neurotransmitter activation and modulation in a nematode 
model ligand-gated ion channel. J. Neurochem. 138, 243-253. 

46. Yazdi, S., Stein, M., Elinder, F., Andersson, M., and Lindahl, E. (2016) The molecular basis of 
polyunsaturated fatty acid interactions with the Shaker voltage-gated potassium channel. 
PLoS Comp. Biol. 12, e1004704. 

47. Conti, L, Renhorn J., Gabrielsson A., Turesson F., Liin SI., Lindahl, E., Elinder, F. (2016) 
Reciprocal voltage sensor-to-pore coupling leads to potassium channel C-type inactivation, 
Sci. Rep. 6, 27562 

48. Wennberg, CL., Murtola, T., Pall, S., Abraham, MJ., Hess, B., and Lindahl, E. (2015) Direct-
space corrections enable fast and accurate Lorentz-Berthelot combination rule Lennard-Jones 
lattice summation, J. Chem. Theory Comput. 11, 5737-5746. 

49. Abraham, MJ., Murtola, T., Schulz, R., Pall, S., Smith, JC., Hess, B., and Lindahl, E. (2015) 4

GROMACS: High performance molecular simulations through multi-level parallelism from 
laptops to supercomputers, SoftwareX 1, 19-25. 

50. Kimanius, D., Petters, I., Schluckebier, G., Lindahl, E., and Andersson, M. (2015) SAXS-
guided metadynamics, J. Chem. Theory Comput 11, 3491-98. 

51. Yoluk, Ö., Lindahl, E., and Andersson, M. (2015) Conformational gating dynamics in the 
GluCl anion-selective chloride channel, ACS Chem. Neurosci. 6, 1459-67. 

52. Pronk, S., Pouya, I., Lundborg, M., Rotskoff, G., Wesén, B., Kasson, P., and Lindahl, E. 
(2015) Molecular simulation workflows as parallel algorithms: The execution engine of 
Copernicus, a distributed high-performance computing platform, J. Chem. Theory Comput 11, 
2600-08. 

53. Pronk, S., Lindahl, E., and Kasson, P. (2015) Coupled diffusion in lipid bilayers upon close 
approach, J. Am. Chem. Soc. 137, 708-14. 

54. Lindahl, E. (2015) Molecular dynamics simulations, Methods. Mol. Biol. 1215, 3-26. 
55. Lundborg, M, and Lindahl, E. (2014), Automatic GROMACS topology generation and 

comparisons of force fields for solvation free energy calculations, J. Phys. Chem. B 119, 
810-23. 

56. Pall. S., Abraham, MJ., Kutzner, C., Hess, B., and Lindahl, E. (2014) Tackling exascale 
software challenges in molecular dynamics simulations with GROMACS, Lect. Notes Comp. 
Sci. 8759, 3-27. 

57. Olsen, R., Li, G., Wallner, M., Trudell, J., Bertaccini, E., Lindahl, E., Miller, K., Alkana, R., and 
Davies, D. (2014), Structural models of ligand-gated ion channels: Sites of action for 
anesthetics and ethanol, Alcohol. Clin. Exp. Res. 38, 595-603. 

58. Lundborg, M., Apostolov, R., Spångberg, D., Gärdenäs, A., van der Spoel, D., and Lindahl, E. 
(2014) An efficient and extensible format, library and API for binary trajectory data from 
molecular simulations, J. Comp. Chem. 35, 260-269. 
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59. Pronk, S., Lindahl, E., and Kasson, P. (2014) Dynamic heterogeneity controls diffusion and 
viscosity near interfaces, Nature Comm. 5, 3034. 

60. Santacruz-Perez, C., Pegos, VR., Honorato, RV., Verli, H., Lindahl, E., Barbosa, JA., and 
Balan, A. (2013) A specific interdomain interaction preserves the structural and binding 
properties of the ModA protein from the phytopathogen Xanthomonas citri domain interaction 
and transport in ModA, Arch. Biochem. Biophys. 539, 20-30. 

61. Åström, JA., Carter, A., Hetherington, J., Ioakimidis K., Lindahl, E., Mozdzynski, G., Nash, 
RW., Schlatter, P., Signell, A., and Westerholm, J. (2013) Preparing scientific application 
software for exascale computing. Lect. Notes. Comp. Sci. 7782, 27-42. 

62. Heusser, SA., Howard, RJ., Borghese, CM., Cullins, MA., Broemstrup, T., Lee, U.S., Lindahl, 
E., Carlsson, J., and Harris, RA. (2013) Functional validation of virtual screening for novel 
agents with general anesthetic action at ligand-gated ion channels, Mol. Pharmacol. 84, 
670-678. 

63. Bertaccini, EJ., Yoluk, Ö., Lindahl, E., and Trudell, JR. (2013) Assessment of Homology 
Templates and the Anesthetic Binding Sites within the GABA Receptor, Anesthesiology 119, 
1087-1095. 

64. Nyblom, M., Poulsen, H., Gourdon, P., Reinhard, L., Andersson, M., Lindahl, E., Fedosova, 
N., and Nissen, P. (2013) Crystal structure of Na+,K+-ATPase in the NA+-bound state, 
Science 342, 123-127. 

65. Murugan, NA., Apostolov, R., Rinkevicius, Z., Kongsted, J., Lindahl, E., and Ågren, H. (2013) 
Association dynamics and linear and nonlinear optical properties of an N-acetylaladanamide 
probe in a POPC membrane, J. Am. Chem. Soc. 135, 13590-13597. 

66. Yoluk, Ö, Brömstrup, T., Bertaccini, EJ., Trudell, JR., and Lindahl, E. (2013) Stabilization 
effects on an open state of the GluCl ligand-gated ion channel in presence and absence of 
ivermectin, Biophys. J. 105, 640-47. 

67. Brömstrup, T., Howard, RJ., Trudell, JR., Harris, RA, and Lindahl, E. (2013) Inhibition versus 
potentiation of ligand-gated ion channels can be altered by a single mutation that moves 
ligands between intra- and intersubunit sites, Structure 21, 1307-16. 

68. Wennberg, C., Murtola, T., Hess, B., and Lindahl, E. (2013) Lennard-Jones lattice summation 
in bilayer simulations has critical effects on surface tension and lipid properties, J. Chem. 
Theory Comput. 9, 3527-37. 

69. Kasson, P., Hess, B., and Lindahl, E. (2013) Probing microscopic material properties inside 
simulated membranes through spatially resolved three-dimensional local pressure fields and 
surface tensions, Chem. Phys. Lipids 169, 106-112. 

70. Paulsen, PA., Jurkowski, W., Apostolov, R., Lindahl, E., Nissen, P., and Poulsen, H. (2012) 
The C-terminal cavity of the Na,K-ATPase analyzed by docking and electrophysiology, Mol. 
Membr. Biol. 30, 195-205. 

71. Pronk, S., Pall, S., Schulz, R., Larsson, P., Bjelkmar, P., Apostolov, R., Shirts, MR., Smith, 5

JC, Kasson, P, van der Spoel, D., Hess, B., and Lindahl, E. (2013) GROMACS 4.5: A high-
throughput and highly parallel open source molecular simulation toolkit, Bioinformatics 29, 
845-854. 

72. Schwaiger, CS., Liin, SI., Elinder, F., and Lindahl, E. (2013) The conserved phenylalanine in 
the K+ channel voltage sensor domain creates a barrier with unidirectional effects, Biophys J. 
104, 75-84. 

Review articles 
73. Larsson P, Pouya I, and Lindahl E. (2014) From side chains rattling on picoseconds to 

ensemble simulations of protein folding, Israel J. Chem. DOI: 10.1002/ijch.201400020. 
Books 
74. Lindahl E., editor-in-chief, with The PRACE Scientific Steering Committee (2018). The 

Scientific Case for Computing in Europe. Insight Publishers, Bristol, UK. ISBN 
9789082169492.
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