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            Abstract
Ordinarily, the strength and plasticity properties of a metal are defined by dislocationsâ€”line defects in the crystal lattice whose motion results in material slippage along lattice planes1. Dislocation dynamics models are usually used as mesoscale proxies for true atomistic dynamics, which are computationally expensive to perform routinely2. However, atomistic simulations accurately capture every possible mechanism of material response, resolving every â€œjiggle and wiggleâ€�3 of atomic motion, whereas dislocation dynamics models do not. Here we present fully dynamic atomistic simulations of bulk single-crystal plasticity in the body-centred-cubic metal tantalum. Our goal is to quantify the conditions under which the limits of dislocation-mediated plasticity are reached and to understand what happens to the metal beyond any such limit. In our simulations, the metal is compressed at ultrahigh strain rates along its [001] crystal axis under conditions of constant pressure, temperature and strain rate. To address the complexity of crystal plasticity processes on the length scales (85â€“340â€‰nm) and timescales (1 nsâ€“1Î¼s) that we examine, we use recently developed methods of in situ computational microscopy4,5 to recast the enormous amount of transient trajectory data generated in our simulations into a form that can be analysed by a human. Our simulations predict that, on reaching certain limiting conditions of strain, dislocations alone can no longer relieve mechanical loads; instead, another mechanism, known as deformation twinning (the sudden re-orientation of the crystal lattice6), takes over as the dominant mode of dynamic response. Below this limit, the metal assumes a strain-path-independent steady state of plastic flow in which the flow stress and the dislocation density remain constant as long as the conditions of straining thereafter remain unchanged. In this distinct state, tantalum flows like a viscous fluid while retaining its crystal lattice and remaining a strong and stiff metal.
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                    Figure 1: Response to compression as a function of initial defect content.[image: ]


Figure 2: Response to compression as a function of strain rate.[image: ]


Figure 3: Response to compression as a function of temperature.[image: ]


Figure 4: Attaining a path-independent flow state.[image: ]


Figure 5: Flow stress and dislocation density at Tâ€‰=â€‰300 K.[image: ]
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Extended data figures and tables

Extended Data Figure 1 Plastic yield response depends on the initial density of dislocation sources.
Stress as a function of true strain and specimen size computed in three MD simulations of compression at rate Ã—25 from three different initial configurations of dislocation sources.


Extended Data Figure 2 Detecting twinning during straining simulations.
Stress (dashed curve) and the volume fraction of twins (solid curve) as a function of true strain under compression at rate Ã—5 and temperature 25â€‰K. The twin fraction was computed using the GSA.


Extended Data Figure 3 Continuous cooling during straining permits detection of a twinning transition.
Volume fraction of twins (solid curve) and flow stress (dashed curve) as a function of temperature, computed in a simulation at fixed rate Ã—5 in which temperature was reduced at a constant rate from 300â€‰K to 10â€‰K. A twinning transition is identified by the temperature at which the twin fraction begins to rise rapidly from zero. Preceding this simulation, the crystal was pre-strained at the same rate Ã—5 and a fixed temperature Tâ€‰=â€‰300â€‰K, where it attained a steady flow stress of 3.2â€‰GPa.


Extended Data Figure 4 Relaxation of dislocation density after unloading of two crystals pre-strained at rate Ã—75.
The blue line represents isothermal relaxation after isothermal straining at Tâ€‰=â€‰300â€‰K. The red line depicts additional relaxation after two opposite surfaces of the simulated crystal were exposed to vacuum. The black line is adiabatic relaxation after adiabatic straining. Both isothermal and adiabatic relaxation simulations start at 2.5 ns in the end of isothermal and adiabatic pre-straining simulations (not shown).


Extended Data Figure 5 Kneading the metal.
Stress as a function of true (von Mises) strain, computed under compression at constant true rate Ã—25 along the three principal axes of the crystal. After compressing the crystal to one-quarter of its initial length along the z axis, the strain axis is changed from z to y, from y to x, and then from x back to z. Letters above the stressâ€“strain curves label the axes for each compression cycle.


Extended Data Figure 6 Evolution of dislocation network topology under compressive strain at rate Ã—1.
Following rapid dislocation multiplication at yield, regular binary junctions appear first (red line) closely followed by ternary multi-junctions (black line). After reaching stationary flow at a strain of about 0.4, dislocation density and network composition (topology) remain stationary within statistical noise.


Extended Data Figure 7 Network evolution along a stepwise increase in the strain rates.
The number of binary junctions along a stepwise strain trajectory is shown as red circles and the solid red line, and the number of ternary junctions is shown as green squares and the solid green line. The dashed blue line shows the stepwise strain trajectory with strain rates marked at each rate step. The thin solid lines show the numbers of binary (red) and ternary (green) junctions along continuations of the interrupted straining steps. The inset shows the ratio of the number of ternary junctions to the number of binary junctions attained in the saturated flow state as a function of strain rate. Error bars are the standard deviation from the mean values.


Extended Data Figure 8 Evolution of dislocation characters under compression at rate Ã—25.
a, Histograms of dislocation character angle distributions computed for configurations A (black bar near zero), B (red bars) and C (open bars), which are marked along the strain trajectory in b. For reference, the dashed line depicts a hypothetical uniform distribution of character angles with the same integral length of dislocations as in configuration C. The histogram counts are over the bins along the log[cos(Î¸)] axis. b, Ratio of the total length of near-screw dislocations to the total length of near-edge dislocations as a function of strain.


Extended Data Figure 9 Differential slip trace analysis reveals how dislocations move and interact.
a, The blue lines show positions and shapes of the dislocation lines in the initial configuration and the green lines show dislocations in the final configuration attained a few picoseconds later. The grey â€˜slip tracesâ€™ consist of atoms whose local von Mises shear strain accumulated between the initial and the final dislocation positions exceeds the 0.15 threshold. Only a relatively small fraction of dislocations had swept substantial areas, whereas positions of most other dislocations in the two configurations coincide, suggesting little or no motion over the time interval. b, A magnified fragment of the same differential plot showing grey areas swept by several dislocations in more detail. The smooth step seen on the slip trace in the foreground reveals a â€˜jogâ€™ (a turn of a dislocation line inside a crystal) on the moving dislocation. c, Cross-slip of a screw dislocation from its initial position (blue) to its final position (green). The shape of the cylindrical traced area reveals the detailed trajectory of the screw dislocation between its initial and final positions. d, Annihilation of two dislocations, as evidenced by a slip trace area bounded on its two sides by two blue lines: one straight screw dislocation above and one curved dislocation below. That annihilation has taken place is deduced from the absence of green lines, which would otherwise show final positions of the two dislocations.


Extended Data Figure 10 Effect of simulation volume size on the strain response.
a, Stressâ€“strain response under straining at rate Ã—1 (1.11â€‰Ã—â€‰107 sâˆ’1). The thick red line is the stressâ€“strain response simulated in a volume eight times greater (about 268â€‰million atoms) than the one used in most other simulations. The thin grey lines correspond to eight independent simulations at the same rate, but performed in the standard-sized volume with about 33â€‰million atoms. The thick black line was obtained by averaging over these eight simulations. b, The corresponding densityâ€“strain curves, with line colours and types matching the stressâ€“strain curves on the left.





Supplementary information
Dislocation multiplication from the initial sources results in the development of a dense dislocation network.
Crystal containing dislocations sources (loops) is subjected to uniaxial compression along the [001] axis at a constant true straining rate of 2.78.108 1/s (x25). The simulation volume contains about 268 million atoms of tantalum. The video sequence progresses through extension of the initial hexagon-shaped loops, to dislocation collisions resulting in the formation of dislocation junctions, to an increasingly dense dislocation network. Dislocation positions, shapes and Burgers vectors were extracted using the DXA algorithm5. All atoms and defects other than dislocations, such as vacancies, interstitials and clusters, are removed for clarity. The green lines represent Â½<111> dislocations and the pink lines depict <100> junction dislocations. (MP4 27123 kb)


Crystal microstructure evolution under straining at rate x50. 
In this MD simulation a crystal containing dislocations sources (loops) was subjected to uniaxial compression along the [001] axis at a constant true straining rate of 5.56.108 1/s (x50). The simulation volume contains about 33 million atoms of tantalum. This video sequence progresses through extension of the initial loops, to nucleation of embryonic twins on screw dislocations, to rapid propagation and growth of twinning particles. The meaning of colours is as defined in the caption to Fig. 1: the outer surfaces bounding the twins are coloured light grey whereas the insides of twin particles are coloured red, yellow, magenta or cyan depending to each twin's rotational variant.  (MP4 19343 kb)


â€œMetal kneadingâ€� at rate x25.
This MD simulation was performed on a brick-shaped tantalum crystal with the ratio of initial box dimensions 1:2:4. After full compression along Z axis to Â¼ of its initial dimension the brickâ€™s shape becomes 2:4:1 (due to Poissonâ€™s expansion in two lateral dimensions, the brickâ€™s volume remains very nearly constant under compression) another MD simulation starts in which the brick is compressed along its now longest Y-axis. After the second compression cycle is completed, the brick is compressed along its now longest X-axis. After three compression cycles the brick recovers its initial shape 1:2:4 and one more Z-axis compression cycle is performed (see related stress-strain plots in Extended Data Figure 5). (MP4 26846 kb)


Dislocation motion in more detail
This simulation was performed at rate 1.11.107 1/s (x1) from a configuration attained past yield under pre-straining at rate 5.55.107 1/s (x5). Reduction in dislocation density can be observed over the first few frames immediately following the sudden drop in the straining rate from x5 to x1 at time t=0. Subsequently the network attains a dynamic steady state in which dislocation multiplication is balanced by dislocation annihilation. Taken at more frequent time intervals, this sequence reveals various events in the life of dislocations in greater detail than in the other videos. One can observe that dislocation motion is not steady but proceeds in a stop-and-go manner which is also revealed in Extended Data Fig. 9a. (MP4 26951 kb)
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        Editorial Summary
Probing plasticity limits of metals
Fully dynamic atomistic simulations of plastic deformation in metals are so computationally demanding that materials physicists have instead developed mesoscale proxies to model dislocation dynamics. In this paper, Vasily Bulatov and colleagues take on the challenge of modelling metal plasticity at the atomic level. Such simulations require models that contain many millions of atoms (the largest simulation in this study contains 268 million atoms), and algorithms are used to process the datasets down to a volume that allows human interpretation. The authors probe ultrahigh-strain-rate deformation in body-centred-cubic tantalum, a model metal, to investigate the limits of metal plasticity. They show that at certain limiting conditions, dislocations can no longer relieve metal loading and twinning takes over. At a strain rate lower than this limit, flow stress and dislocation density achieve a steady state and a sort of metal kneading is observed. The simulations support previous proposals of the maximum dislocation density that can be reached before a metal collapses.
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