SCIENCE ROBOTICS | RESEARCH ARTICLE

NANOROBOTS

Geometric constraints and optimization in externally
driven propulsion

Yoni Mirzae," Oles Dubrovski,> Oded Kenneth,? Konstantin I. Morozov,? Alexander M. Leshansky>*

Micro/nanomachines capable of propulsion through fluidic environments provide diverse opportunities in im-
portant biomedical applications. In this paper, we present a theoretical study on micromotors steered through
liquid by an external rotating magnetic field. A purely geometric tight upper bound on the propulsion speed
normalized with field frequency, known as propulsion efficiency, 8, for an arbitrarily shaped object is derived. Using
this bound, we estimate the maximum propulsion efficiency of previously reported random magnetic aggregates.
We introduce a complementary definition of the propulsion efficiency, 8%, that ranks propellers according to their
maximal speed in body lengths per unit time and that appears to be preferable over the standard definition in a search
for fastest machines. Using a bead-based hydrodynamic model combined with genetic algorithms, we determine that
&*-optimal propeller deviates strongly from the bioinspired slim helix and has a surprising chubby skew-symmetric
shape. It is also shown that optimized propellers with preprogrammed shape are substantially more efficient
than random magnetic aggregates. We anticipate that the results of the present study will provide guidance toward
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prospective experimental design of more efficient magnetic micro/nanomachines.

INTRODUCTION

Development of artificial micro- and nanomachines that can either self-
propel or be steered through fluidic environments in a controllable fashion
is at the cutting edge of nanotechnology. Different approaches—ranging
from catalytic nanowires to thermally, light-, and ultrasound-driven
nanomachines—are actively being investigated [see () for review]. One
of the promising techniques is engine-less and fuel-free navigation
powered by magnetic actuation. Inspired by bacteria that spin their
helical flagella to swim at low Reynolds number, researchers have re-
cently proposed artificial magnetic micro- and nanohelices powered
by uniform rotating magnetic fields, and various methods—such
as “top-down” approach (2), glancing angle deposition (GLAD)
(3), delamination of magnetic stripes (4), and direct laser writing
(5)—have been developed for microfabrication of micrometer- and
submicrometer-size (6) helical structures. The obvious advantage of
using uniform rotating magnetic field for steering microscopic objects
over the standard gradient methods is low field strength, typically of
the order of a few millitesla.

In cases of both biological and artificial helices, the propulsion owing
to rotation-translation coupling arises due to the symmetry-broken
chiral shape. Some recent findings indicate that geometrically achiral
planar structures (7) and randomly shaped aggregates (8, 9) can be
efficiently steered through liquid by a rotating magnetic field similarly
to helices. One can argue that symmetries (e.g., chirality) of the driven
object cannot be determined solely by its geometry and that sym-
metry properties of the magnetic (or electric) dipolar moment af-
fixed to it must be considered (10, 11). In particular, the dipolar
moment affixed to a planar achiral shape can render it chiral, resulting
in a unidirectional motion closely resembling propulsion of, for example,
right-handed helix. However, for certain orientations of the dipolar mo-
ment, the structure remains achiral, whereas it can yet propel quite effi-
ciently owing to a spontaneous symmetry breaking (11). These findings
may have important practical implications, because planar micro- and
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nanostructures are easier to fabricate (using, e.g., standard lithography
techniques) than three-dimensional helical motors, whereas randomly
shaped aggregates in (8, 9) form spontaneously and do not require
sophisticated microfabrication techniques. Therefore, an interesting
question is how do the planar and randomly shaped motors compare
with propellers with a preprogrammed shape (e.g., bioinspired micro-
helices). In a broader context, how should one define the propulsion ef-
ficiency, and what is the optimal shape of an externally driven propeller?

Notice that the earlier optimization studies (12, 13) relied on an a
priori assumption of precession-free rotation of the magnetic object,
which implies a prescribed magnetization transverse to the rotation
axis. Thus, the search for the best structure involved only optimizing
the chiral shape. The present approach does not make such an assump-
tion and optimizes both the shape and the magnetization. The resultant
optimal structures are quite different from those in (12, 13); in partic-
ular, we demonstrate that achiral planar shapes are nearly optimal
propellers.

RESULTS

Magnetically driven propulsion

Let us consider dynamics of an arbitrary shaped and magnetized
rigid microscopic object immersed in an incompressible viscous lig-
uid and actuated by uniform rotating (in XY plane) magnetic field
H = H(x cos ot + ¥ sin ot), where H and w are, correspondingly, the
field amplitude and its angular frequency. We further assume that the
permanent magnetic moment m is affixed to the object.

The motion of the magnetized body is force-free and driven solely by
the magnetic torque L, = m x H. In the Stokes (zero Reynolds number)
approximation, the condition of the balance of forces and torques on
the object by an incompressible Newtonian fluid reads

U=G.L, Q=F. L, (1)
Here, U and Q are the translational and angular velocities of the mag-
netic object, and G and F are the coupling and rotation viscous mo-
bility tensors, respectively. The triad of unit eigenvectors, {e;, e, e;} of 7
corresponding to the respective eigenvalues satisfying 7 < F, < F3,
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defines the body-frame principal rotation axes. The lab-frame unit
vectors {X,V,z} are related to the body-frame axes {e,, e, 3} by a
rotation matrix R parameterized by the Euler angles ¢, 6, and y de-
scribing the instantaneous orientation of the object in the lab frame.

We are interested in the regime, whereas the propeller turns in sync
with the actuating field (provided w is not too high), rotating about the
Z axis with angular velocity = wz. This condition turns the second
equation in Eq. 1 into a system of equations for the three angles v, 6,
and ¢ = ¢ — ot. It has been demonstrated in (10) that the number of
stable in-sync solutions corresponding to constant values of y, 8, and ¢
is at most two.

Knowing the dynamic orientation of the object and thus the mag-
netic torque, L,,,, the translational velocity U can be readily found from
the first equation in Eq. 1 asU = G - F ~'. Q. By symmetry, the average
velocity in an in-sync regime is along the Z axis. Taking a scalar product
of both sides of this equation with Q = 0z, we readily obtain the pro-
jection of the propulsion in-sync velocity on the field rotation Z axis
in a compact covariant form as

Uz_o . cn. g,
(04

(2)
where Ch is a dimensionless chirality matrix given by the symmetric
part of G - (F¢) ", with £ being the propeller size and @ = Q/w =
being the normalized (unit) angular velocity. It is most convenient to
write the right-hand side (r.h.s.) of Eq. 2 in the body frame in which
Ch is fixed and determined solely by the geometry of the object and
Q is expressed via the Euler angles as

Q =17 = sgsy€; + secye; + coes,

where we used the compact notation c,, = cos \, s = sin 6, etc. Notice
that both the diagonal (owing to the object’s chirality) and off-diagonal
(which do not necessitate chirality) terms of Ch can contribute to net
propulsion in Eq. 2 [see (10, 11) for the role of symmetry in driven pro-
pulsion]. One may demonstrate that Ch (in contrast to G) is independent
of the choice of coordinate origin, and it transforms as a (symmetric)
pseudo-tensor under rotation of coordinate frame.

Propulsion efficiency

The absolute value of the propulsion velocity scaled with v¢, where
v = /21 is the cyclic frequency, is known as propulsion efficiency,
8 = |Uy|/ve (8, 9, 14), and quantifies the displacement compared with
the propeller’s size per one revolution of the field (15). The expression
Q . Ch - Q/|Qf in the rhs. of Eq. 2 is a Rayleigh quotient (16), and it
is bounded by A the largest (by an absolute value) eigenvalue of
Ch. Thus, for the propulsion efficiency, we have

8 < 2Mhmay, (3)
where the equality holds when € is aligned with the eigenvector Q.
corresponding to A,y Therefore, the maximum propulsion efficiency,
Smaw of an arbitrary magnetic propeller is a purely geometric property
that can be determined without solving the accompanying problem of
driven rotation. The bound on & in (3) is tight, meaning that for an ar-
bitrary in-sync actuation frequency ®, one can always find w-dependent
orientation of m, resulting in a rotation with Q.

Propulsion efficiency & has a clear physical interpretation, and Rayleigh
quotient provides an elegant geometric means of estimating its maxi-
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mum value—magnetic propellers can be ranked by the maximal eigen-
value of Ch. However, this definition does not provide the complete
information about the magnetic propeller. In particular, A, sets an
upper bound on the slope of velocity-frequency curve without taking into
account (i) potential nonlinearity and (ii) the applicable range of in-sync
actuation frequency. As we will show below, maximizing & at differ-
ent frequencies produces rather different velocity-frequency relation-
ships. Moreover, the propeller with a higher value of  may have lower
step-out frequency, 0, (17), than the one with a lower value of 3. As a
result, the latter propeller not only may be actuated in sync at higher
frequency but also may exhibit higher speed at the step-out than the
former seemingly more efficient propeller with a higher value of 8.

Modified propulsion efficiency

Here, we put forward an alternative definition of the propulsion effi-
ciency that ranks magnetic propellers by their speed at the step-out.
Using Eq. 2, the dimensionless propulsion velocity at the step-out reads

UZ, s-0
(OW)

(4)

where s, is the step-out frequency scaled with magneto-viscous fre-
quency o, = mHF,, with F, being a representative rotational mobility
and Qg stands for the normalized angular velocity at the step-out. The
modified propulsion efficiency is thus defined as 8* = |Uy, ¢,|/v.4,
where v, = 0,/2n. The propellers exhibiting a higher value of §* have
higher propulsion velocity in body lengths per unit time at the step-out.
Nevertheless, weakly chiral (compact) propellers may have a high value
of 8* at oy, well beyond experimentally accessible frequency range.
Thus, in general, the definitions of & and 8* are complementary and
should supplement each other to characterize the efficiency of the ex-
ternally driven propeller. There is no simple geometrical constraint, sim-
ilar to Rayleigh quotient, on &*. Moreover, magnetization of random
aggregates in (8, 9) (and thus @) cannot be controlled, and thus, the
use of §* for their ranking is not practical. However, both definitions can
be applied to optimize and rank microfabricated [e.g., using the GLAD
method (6, 18)] propellers with preprogrammed shape and magnetization.

Random-shaped aggregates

We use particle-cluster (PC) and cluster-cluster (CC) aggregation algo-
rithms (19-21) to generate multiple random fractal-like clusters made
of N spherical beads with radii a. The geometry of the clusters satisfies
the scaling relationship N = k¢(R,/ a)™, where Dyand k; are the ag-
gregate fractal dimension and the fractal prefactor, respectively, and Ry
is the aggregate’s gyration radius. In general, the exponent Ds controls
the global morphology of the aggregate: D¢ ~ 1 corresponds to filamen-
tous aggregates, whereas the values Dy ~ 3 correspond to sphere-like
object and the prefactor k¢ controls local morphology. The representa-
tive geometry of the clusters made of 100 beads with different values of
Dy is depicted in Fig. 1.

The viscous mobility tensors F and G and the chirality matrix Ch of
the random aggregates are determined via multipole expansion method
(22). The analysis of the driven rotation of an arbitrary shaped mag-
netic object is isomorphic to that of a triaxial ellipsoid (10) and re-
quires knowledge of just two hydrodynamic quantities: the longitudinal
p =F3/F. = 1and the transverse € = (F, — F;)/(F, + F) = 0 rotational
anisotropy parameters. Here, F; < F, < F; are the eigenvalues of F,
and 7 is the harmonic average of the two minor mobilities, ; and 7.
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The computed values of p and € are shown in Fig. 2 (A and B,
respectively) in a wide range of Dy between 1.5 and 2.5 for two distinct
values of k¢= 1.2 and 2.3. As expected, p is maximal for linear aggregates
with the lowest value of D¢ = 1.5. Transverse rotational anisotropy is
quite small: € < 0.07 on the average, meaning that, rotation-wise, all
aggregates are cylinder-like to the first approximation with F; =7, (23).
The individual cluster exhibiting the highest value of € ~ 0.24 is shown
in Fig. 2D (cluster #1). Notice that linear aggregates (D¢= 1.5 to 1.75)
with larger prefactor k¢= 2.3 acquire lower values of p and higher values
of € when compared with aggregates with k¢= 1.2, because the former are
locally thicker and thus less branched. Given the values Dfand kg the
results are largely insensitive to the choice of aggregation algorithm
(i.e., PCversus CC) and to the number of beads N composing the cluster
(comparison not shown).

Fig. 1. lllustration of random clusters. Random aggregates generated using PC ag-
gregation algorithm from 100 spherical beads with fractal dimension (A) D¢ = 1.5,
(B) D¢ = 1.75, (C) D = 2.0, and (D) Ds = 2.25 and the fractal prefactor ks = 2.3.
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The major result is the maximal propulsion efficiency, 8, plotted
versus Dy, as shown in Fig. 2C. It can be seen that linear aggregates are
better propellers than compact clusters, whereas on the average the
best propellers show Omax = 0.087 + 0.033. The local structure of the
linear aggregates has a moderate effect on the average value of §,,.x
(up to 20% difference), whereas compact aggregates with k¢ = 2.3 per-
form significantly worse (by ~50%) than the corresponding clusters
with k¢ = 1.2

The overall best individual (linear with D¢ = 1.5) propellers showing
Smax = 0.214 and 0.177 are arc-shaped (see clusters #2 and #3, respec-
tively, in Fig. 2D). These findings are in agreement with experimental
observations (9) where the “champion” random aggregate had an arc
shape attaining 8 ~ 0.19. As we shall demonstrate below, maximizing &
for propellers possessing two mutually perpendicular planes of reflection
symmetry results in arc shapes with similar values of 8,,,,. However, since
not only the shape but also the magnetization of individual aggregates is
random, the expected average propulsion efficiency & will be much lower
than not only the optimal value of 8,4, = 0.2 but also the mean value of
Smax ~ 0.09. For example, in the experiments (9), the separation between
the average value of propulsion efficiency and that of the fastest sample
was about 100, with ¢ being the SD, whereas in our calculation this
difference is smaller: ~3.6c to 3.8c. This discrepancy is due to the fact
that random structures with uncontrolled (random) magnetization in
(9) should perform much worse than §,,,., the ensemble average pro-
pulsion efficiency of randomly shaped but optimally magnetized clusters.
The effect of magnetization on propulsion of a typical random aggregate is
provided in the Supplementary Materials (see figs. S4 and S5).

Optimization of magnetic micromachines

We further use genetic algorithms (GAs) combined with multipole ex-
pansion method [see (10) for details] to search for 8-optimal shapes of
driven propellers under various symmetries. The genetic search was
limited to propellers with filamentous morphology (i.e., using chains
of beads as building blocks) because our results indicate that allowing
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Fig. 2. Results for random clusters. Random aggregates composed of 100 identical spherical beads with k¢ = 1.2 (red squares) and 2.3 (gray circles) generated with PC
aggregation algorithm. Empty symbols stand for a mean value averaged over 300 configurations, bars correspond to SD from the mean, and full symbols denote the
maximum values. (A) Longitudinal rotation anisotropy parameter, p. (B) Transverse anisotropy parameter, €. (C) Maximum propulsion efficiency, 8max. (D) Three individual
aggregates labeled in (B) and (C): € ~ 0.24 (cluster #1), 8yax = 0.214 (cluster #2), and §,,ax = 0.177 (cluster #3).
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for a more general morphology while being computationally expensive
and time-consuming eventually converges to filamentous structures. In
particular, we optimized & for achiral shapes with (i) a single plane of
reflection symmetry or (ii) two mutually perpendicular planes of sym-
metry, (iii) chiral skew-symmetric (24) shapes, and (iv) no symmetry
(unconstrained optimization). The symmetry class governs the struc-
ture of the chirality matrix, for example, (i) zero-diagonal Ch matrix with
two distinct off-diagonal entries, in (ii) a single off-diagonal entry, (iii)
Ch with elements on the main diagonal plus a single off-diagonal term, etc.
(25). The results of the optimization are gathered in Table 1 upon varying
the aspect ratio of the filament the propeller is made of. Notice that, in
all cases, increasing the slenderness of the filament improves the pro-
pulsion efficiency, and A, increases moderately with the slenderness.

For the twofold reflection symmetry, the corresponding eigenvalues
of Ch are just (0, = Ch), where Ch (equal to either Ch;3 or Ch,s, de-
pending on the aspect ratio) is the only off-diagonal term (10). Maxi-
mizing Ch yields nearly circular arcs. The optimal value of 8, = 0.19
found for a slender (1:12) arc using GA is close to that found for best
fractal-like aggregates #2 and #3 in Fig. 2C. Notice that maximizing &
subject to a lower symmetry of a single plane of reflection yet converges
to arc shapes with twofold reflection symmetry.

Maximizing § subject to skew-symmetry results in chiral shapes re-
sembling arc with twisted ends rather than a helix. The skew-symmetric
propellers have higher values of 8, than the arc-shaped motors (see
Table 1). Moreover, unconstrained optimization converges to skew-
symmetric shapes with practically the same values of 8., as when skew
symmetry was imposed explicitly (see Fig. 3 and table S1 for details).
These findings indicate that skew-symmetric shapes are overall best
8-optimal propellers. For comparison, the reported values of § for mag-
netic micro/nanohelices range from 0.03 (2) to 0.13 (3) [see the Supple-
mentary Materials of (9) for a more detailed comparison of magnetic
micro/nanohelices].

We further apply GA to search for 8*-optimal structures under the
same symmetry constraints as before. It should be emphasized that the
choice of ¥, in definition of magneto-viscous frequency w, in Eq. 4 is
somewhat arbitrary. Here, we use the rotational mobility 7, = (na’)™

Table 1. -Optimal propellers. Comparison of optimal (geometric) pro-
pulsion efficiency, dmax Obtained using GA search for propellers with two
mutually perpendicular symmetry planes, skew-symmetric propellers, and
unconstrained shapes upon varying the filament aspect ratio/slenderness
(width to length).

One symmetry

Aspect ratio Skew-symmetry  Unconstrained

plane*

1:6 0.129 0.153 0.154

17014401760177 ........
18015601950196 ........
19016702120212 ........
]100]7502250224 ........
1”018302380238 ........
11201890246 ....................... 0 246+ ........
*The resulting shapes have twofold reflection symmetry. 1This shape

is shown in Fig. 3.
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based on the filament radius a and where 1 is a dynamic viscosity so
that o, = mH/na3. Notice that the choice of F, affects the scaling of
&* with a and ¢ and thus the results of the optimization. The present
choice based on the filament radius aims at comparison of propellers
with a fixed thickness. However, one could have alternatively chosen
to compare propellers of the same size £ assuming F, = (n¢*)"", or pro-
pellers with the same value of the rotational mobility F, and thus the
same characteristic magneto-viscous frequency by taking w, = 0o =
mHZF, (10). Whereas optimizing § is purely geometric, optimizing 6*
may also require the search for optimal orientation of the magnetic di-
pole moment m. The exact closed-form expressions for the optimal ef-
ficiency ;. can be obtained under certain symmetries, for example,
(ii) or (iii) (10), whereas for an arbitrary shape, the analytical expression
for 8 is not known. Nevertheless, the transverse rotational anisotropy
is typically small, £ < 1, and Q;,in Eq. 4 can be closely approximated
[with O(g) accuracy] by the cylindrical solution by setting € = 0. The
analytical solution for a driven magnetic cylinder is readily available
[e.g., (26)], allowing derivation of an approximate expression ford;, .
as a function of magnetization orientation and Ch (27).

The results of the optimization of §* are shown in Table 2 upon vary-
ing slenderness . The representative shapes of the §*-optimal propellers
with twofold reflection symmetry and skew symmetry are shown in Fig, 4
(A and B) (see also figs. S2 and S3 and tables S2 and S3 for tabulated
shapes and magnetization). The §*-optimal shapes are similar to §-optimal
shapes, although the former are slightly more compact. This resemblance
is reflected in the similarity of corresponding values of 8: for exam-
ple, the structures in Fig, 4 attain near-optimal values of § = 0.126 (A) and
8 =0.141 (B) (compare with 8, = 0.129 and 8,,,x = 0.153, respectively,
for 3-optimal propellers with the same slenderness in Table 1). The un-
constrained search opted for shapes that are nearly skew-symmetric with
similar values of §* (see the last column of Table 2), although the discrep-
ancy here is larger than that in Table 1 owing to cylindrical approximation
used in unconstrained optimization of 8*. Some §*-optimal symmetric
shapes are depicted in Fig. 5 for several values of the aspect ratio. An im-
portant observation is that, although optimal propulsion efficiency, 8, in-
creases with slenderness, maximizing &* opts for plump structures (28).
For structures with a twofold reflection symmetry, for instance, it can
be shown that 8* = (a//) Gi3 (10), where G3 = na’G; is the only
nonzero dimensionless coupling coefficient. Because G5 shows rather
weak dependence on the slenderness (a//), it is always possible to max-
imize &* by selecting a plump structure over a slim one. These findings
explain why the three-bead cluster in (7) could be quite an efficient pro-
peller. Notice that an alternative scaling of 8* with, for example, o, =
wo = mHF, or , = mH/m¢ results in slightly different optimal shapes
Side

Front Top

: Q
v
Fig. 3. 8-Optimal propeller. Three projections of the optimal shape with an aspect
ratio of 1:12 having § = 0.246 obtained by unconstrained optimization. The shape is
practically skew-symmetric and deviates considerably from an ideal helix resembling
an arc with twisted ends. The leftmost image shows the “shish-kebab” optimal shape

as obtained using a bead-based hydrodynamic model together with the approxi-
mate smooth envelope.
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due to different penalization on the propeller’s size ¢. Nevertheless,
we found that the optimal speed Uy, ¢ /¢ (in body lengths per unit
time) diminishes with the increase in aspect ratio, confirming that chub-
by structures are faster propellers than the slim ones, regardless of the
choice of representative magneto-viscous frequency o-.

To demonstrate the implication of the proposed concepts, in Fig. 6,
we plot the scaled velocity U /@y versus the frequency w/w, for a par-
ticular 8*-optimal skew-symmetric propeller with an aspect ratio of 1:4
(see also the Supplementary Materials and table S4 for tabulated shape
and magnetization). It can be seen that magnetization maximizing §*
yields the overall fastest propulsion that takes place at the step-out (thick
red curve). Maximizing 8 at different actuation frequencies 0 < < .,
yields rather different binal velocity-frequency dependences (color solid
and dashed curves, respectively). The maximum speed is attained when
d is optimized at the step-out when , is aligned with the eigenvector
corresponding to the maximal eigenvalue A, of Ch, whereas paired
propulsive modes degenerate into a single solution (thick dashed blue
curve). The thin (black) line with a constant slope equal to A, provides
a tight upper bound to all 3-optimal velocity curves.

Purely transverse (to the easy rotation axis) magnetization typi-
cally applied to microhelices results in much slower speeds (dotted line),
emphasizing the fact that optimal plumb propellers rely on large off-

Table 2. 5*-Optimal propellers. Comparison of optimal propulsion effi-
ciency, &y (x103), obtained using GA search for propellers with the same
symmetries as in Table 1.

Two symmetry

planes Unconstrained*

Aspect ratio Skew-symmetry

1:5 0.290 0.379 0.384

i s
i e s
i e o
i e
i e
e o111 o om0

*Cylindrical approximation, € = 0. 1This shape is used in Fig. 6.

ej €2

A B

Fig. 4. 3*-Optimal propellers. Optimized shapes with an aspect ratio of 1:6 for
twofold reflection symmetry (A) and skew symmetry (B) shown together with the
principal axes of rotation (e;, e,, e3) and orientation of the optimal magnetization
m (red arrow).
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diagonal (pseudo-chiral) component of Ch that does not contribute
to propulsion under purely transverse magnetization.

CONCLUSIONS

Bioinspired helical micro/nanomachines that can be driven through
fluids by a rotating magnetic field have been extensively studied dur-
ing the past decade. This technology offers a remote, fuel-free, and
engineless propulsion platform in a variety of fluidic environments,
and it has been tested for various biomedical applications. For many
such applications, the matter of speed, or efficiency, of the propellers
is crucial. A number of recent studies raised the intriguing question
of whether the bioinspired magnetic corkscrew is the optimal pro-
peller, suggesting that propellers with achiral planar shapes [e.g., (7)]
or randomly shaped magnetic aggregates (19, 20) can compete with
helical structures speed-wise. The present paper aims at answering
this question.

Fig. 5. Effect of slenderness on optimal shapes. 5*-Optimal structures (from
Table 1) with twofold reflection symmetry (top) and skew symmetry (bottom). Pro-
pellers’ aspect ratio varies from left to right from 1:3 to 1:7 (top) and from 1:4 to 1:8
(bottom). The (red) arrow in the bottom panel corresponds to the direction of the
magnetic moment m maximizing &*.

e, | | | | |
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= e, > ’
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- 001 l | —
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: xm"‘?‘. ................... i o
....... ot iﬁ
: TS T
[} - Ji--
> e
Q [+
S
o l l : L L L
0 04 08 12 16 L "

Scaled frequency, ®/a,

Fig. 6. Velocity-frequency relationship. Scaled velocity-frequency curves for *-optimal
skew-symmetric propeller with an aspect ratio of 1:4. Thick solid (red) curve stands for
the optimal magnetization. Dashed (long blue dashes) curve stands for magnetization
that optimizes & at the step-out. Dotted (black) line corresponds to transverse (to the
easy rotation axis e;) magnetization. Three colored solid and dashed (short dashes)
curves stand for dual solutions that maximize & at three intermediate frequencies. Thin
solid line with the slope Ay is the upper bound on Uz/wf.
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Standard definition of the propulsion efficiency & quantifies the
displacement of the driven propeller per one revolution of the field in
the regime, whereas the propeller rotates in sync with the field. Based on
the compact covariant representation of the steady-state solution, we
derived a tight bound on the propulsion efficiency in Eq. 3 given by
the largest eigenvalue, A, Of the chirality matrix Ch that depends sole-
ly on the geometry of the driven object. Thus, one can now estimate the
maximal value of § for a prescribed geometry of the propeller without
solving the corresponding dynamical problem. Using this bound, we
numerically estimated the optimal performance of previously reported
random magnetic propellers.

The conventional propulsion efficiency 3 alone, however, does not
fully characterize the propeller’s performance because it does not ac-
count for potential nonlinearity of velocity-frequency relationship
and for the range of in-sync actuation frequency. Motivated by this ob-
servation, we put forward an alternative, or complementary, definition
of the propulsion efficiency &* based on maximal speed at the highest
(or step-out) frequency of synchronous actuation. Because the ulti-
mate aim is the search for the fastest propellers, one may argue that
optimizing &* should guide the experimental design, rather than &.
However, the limitation can be experimentally inaccessible high
step-out frequency.

Using a bead-based hydrodynamic model combined with GAs, we
numerically determined 8- and &*-optimal shapes and magnetiza-
tion. Apparently, optimal (by both definitions) propellers have skew-
symmetric shape, resembling an arc with twisted ends that considerably
deviate from a bioinspired helical geometry. Optimal planar structures are
arc-shaped and fall short (up to ~30%) of the optimal skew-symmetric
structures. Optimized slim structures exhibit higher values of § than the
corresponding optimal plumb structures, meaning that the latter exhibit
ahigher value of displacement per revolution. However, optimization of
&* shows that the chubby structures exhibit higher values of the propul-
sion velocity, in body lengths per unit of time, than the slim structures.
This explains the efficient propulsion of the three-bead cluster reported
in (7). Our results also reveal that, on average, random fractal-like ag-
gregates are lousy propellers in comparison with motors with pre-
programmed shape and magnetization. At the same time, the champion
aggregates are arc-shaped with § =~ 0.2 similar to the 8-optimal planar
structures in agreement with available experimental findings.

MATERIALS AND METHODS

Generation of random fractal-like aggregates

Random fractal-like aggregate of particles can be described by the follow-
ing scalinglaw: N = k¢(Rg/ a)™, where N is the number of particles in
the aggregate, ki is the fractal prefactor, Dy is the fractal dimension, a is
the radius of each particlg, and R, is the radius of gyration or the aggre-

gate given byR: = N 2 R? + a% with R; being the distance between
i=1

the aggregate center and center of the ith particle (22). R, is the root
mean square distance between the centers of N particles and the aggre-
gate center. We used two different algorithms for generating aggregates
that satisfy the scaling law for prescribed values of fractal dimension and
fractal prefactor: PC and CC aggregation methods. The PC method cre-
ates a cluster by iteratively adding one spherical particle to a growing ag-
gregate, whereas the CC method starts with an initial set of clusters, each
consisting of very few particles, and iteratively combines the two smallest
clusters. The PC method is simpler and allows for the generation of clus-
ters that have a high fractal dimension (e.g., D¢ = 2.5), which is not pos-
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sible to accomplish using the more complex and time-consuming CC
method (29). However, it was found that the CC method yields fractal-
like structures with morphology similar to that of real (soot) aggregates
(29). In this work, we used an implementation of the aggregation algo-
rithms (2I) based on the principles in (19).

Multipole expansion and particle-based

hydrodynamic model

We apply particle-based method (22) for computing mobility tensors
JF and G and the resulting chirality matrix Ch of random propellers and
preprogrammed optimal propellers. This technique is based on multipole
expansion of the Lamb’s spherical harmonic solution of the Stokes equa-
tions. The object is constructed from N (nearly) touching rigid spheres
(see, e.g., Fig. 1), of radius a. The no-slip condition at the surface of all
spheres is enforced rigorously via the use of direct transformation be-
tween solid spherical harmonics centered at origins of different spheres.
The method yields a system of O(NL?) linear equations for the expan-
sion coefficients, where the accuracy of calculations is controlled by the
number of spherical harmonics (i.e., the truncation level), L, retained in
the series. The validity and accuracy of the multipole expansion
algorithm were previously tested in (22) against (i) the exact solution
(in bispherical coordinates) for the flow past two close spheres and
against (ii) a boundary element method numerical solution for the
translation and rotation of straight chains of spheres (made of N=2 to
30 spheres). For most of our calculations, the truncation level L = 3
yielded very accurate results. This particle-based approach was previ-
ously applied for modeling propulsion of, for example, a rotating helical
filament (18, 30), undulating filament (31), etc.

Genetic search algorithm

To find optimal structures that maximize the target functions (see the
next section), we applied a GA (32), which is a nondeterministic opti-
mization method based on the principle of natural selection or “survival
of the fittest.” This method can often find optimal or nearly optimal
solutions for problems that deterministic approaches fail to solve in a
reasonable time because of the exponential size of the search space. We
considered structures made of spherical beads, for which the value of
the target functions can be determined using the multipole expansion
method. The GA involves the following steps: (i) generate a random
initial population of filaments, each is composed of a fixed number of
beads and meets the required symmetry constraints (if any); (ii) evaluate
each propeller by the value of the corresponding target function; (iii)
apply the mutation and crossover operators to the half of the popula-
tion, which are the fittest individuals to create the next generation of
propellers; and (iv) repeat steps (ii) and (iii) until convergence to an op-
timal solution. The structure of a random filament composed of spheri-
cal beads is determined by the sequence of vectors connecting the
centers of every two adjacent beads. The mutation operator in step
(iii) is implemented by randomly varying each of the vectors in this
sequence with a fixed probability p (i.e., a vector remains unchanged
with probability 1 — p). The crossover operator in step (iii) takes as input
two filaments and combines them into a new filament by merging their
two sequences of vectors. In the cases where the geometry and magne-
tization are coupled, each bead is also prescribed a magnetization vector
that is randomly varied under the mutation operator. Constructing a
structure that belongs to the desired symmetry class is done by applying
the relevant symmetry operations. For example, taking the union of a
nonplanar filament and its rotation by m about an axis passing through
the first (last) bead results in a skew-symmetric shape (24).
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Target functions for 3* optimization

Twofold reflection symmetry

The permanent magnetic moment in the body-frame axes {e;, e,, s}
is given by m = m (spcq€; + SpSq€s + Cepes), where @ and o are the
spherical polar and azimuthal magnetization angles, respectively, and
S = sin D, ¢, = cos a, etc.

For a magnetic object made of beads of radius a with two mutually
orthogonal symmetry planes, it can be demonstrated using the solu-
tion in (10) that the maximal value of the velocity is attained for polar
magnetization angle tan ® =1 /\/]7, where f = F/F; is defined as the
ratio of the largest eigenvalue 7 of the rotational mobility to that along
the axis (i = 1 or i = 2) orthogonal to the body plane. The velocity then
takes the form

UZ. s-0
[aW4

s 2F;3

na’Ch 1 (5)
Here, Ch = 1Gs(F' + F51) /¢ > 0 (no summation over the repeat-
ing indices) is the only nontrivial entry of Ch, where i = 1 or 2, depend-
ing on slenderness of the object. For U7 | > 0, the optimal azimuthal
magnetization angle o = m when i = 1 or o = —n/2 for i = 2. The
optimal velocity in Eq. 5 can also be rewritten in terms of the (only) non-
zero element of the coupling matrix Gi3 as Uz, so/®.8 = (na’ /() Gis.
Skew symmetry
For the objects with skew symmetry [i.e., having a twofold skew-
symmetry axis and no symmetry plane either normal to or containing
this axis (25)], the closed-form expression for the maximal velocity at
the step-out as a function of the magnetization polar angle ® can be
found (10):

Uzso _ a7 Chi+¥Chs + 21.Ch ©
——— =Na ¢
[aYY4 na"ca 1+ )\‘2 ’

where Chy = Gii/(Fil) (no summation over the repeating indices)
stand for the diagonal entries of Ch matrix,Ch = 1Gs(F; ' + F3')/¢
is the only nontrivial off-diagonal element of Ch, and A = f tan ® with
f=F3/F;. Here,i=1 or 2 depending on whether, respectively, e, or e;
is aligned with the skew-symmetry axis. In deriving Eq. 6, we as-
sumed that the shape is right-handed, that is, Ch; > 0, and that ori-
entation of the principal mobility axes is chosen in such a way that
Ch > 0. Thus, the optimal azimuthal magnetization angle a = m and
the optimal value of @ is determined from maximizing the (positive)
propulsion velocity in Eq. 6.

Cylindrical approximation for unconstrained optimization
Rotational mobility of arbitrary rigid object can be rather well approxi-
mated by that of a cylinder, as typically the transverse rotational anisot-
ropy parameter € < 1 (23). Because driven rotation of a cylinder for
€ = 0 has a closed-form solution [see, e.g., (10, 26)], it can be used to
derive an approximate analytical target function for optimizing §* with-
out any underlying symmetry assumptions. The normalized (unit)
angular velocity € can be written via Euler angles as Q = spsye; +
secye; + coes. Within the cylindrical approximation, the step-out
frequency is given by 5., = wocp+/1 + Y2 where wy = mHF, stands
for the characteristic frequency of the driven object and y = p tan @,
with p = F5/F, > 1 being a longitudinal anisotropy parameter (10).
Here, F, stands for the harmonic average of the minor mobilities,
F'=(F'+ F;')/2. Substituting the limiting Euler angles
sinBls.o = (1 + v*) "* and y|,, = —1/2 — o at the step-out in the
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above expression for Q and then substituting it together with a,_,
into Eq. 4 gives, after some algebra, the approximate target function
for unconstrained optimization:

% Ch3'Y2 — 2Ch13’YCa + Cth(Zx — 2Ch23ysa + Cthé + Ch12$2a

V14vy?
(7)

where, as before, Chy = Gii/(Fif) (no summation over the repeat-
ing indices) stand for the diagonal entries of Ch matrix and Ch;; =
1G(F'+F i 1)/¢ denote the off-diagonal entries of Ch. The opti-
mal magnetization angles ® and o are found from maximizing the
propulsion velocity in Eq. 7.
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Table S3. Tabulated shape of the §*-optimal propeller (Fig. 4B).
Table S4. Tabulated shape of the §*-optimal propeller (Fig. 6).

REFERENCES AND NOTES

1. J. Wang, Nanomachines: Fundamentals and Applications (Wiley-VCH, 2013).

2. L. Zhang, J. J. Abbott, L. Dong, B. E. Kratochvil, D. Bell, B. J. Nelson, Artificial bacterial
flagella: Fabrication and magnetic control. Appl. Phys. Lett. 94, 064107 (2009).

3. A. Ghosh, P. Fischer, Controlled propulsion of artificial magnetic nanostructured
propellers. Nano Lett. 9, 2243-2245 (2009).

4. E. J. Smith, D. Makarov, S. Sanchez, V. M. Fomin, O. G. Schmidt, Magnetic microhelix coil
structures. Phys. Rev. Lett. 107, 097204 (2011).

5. S. Tottori, L. Zhang, F. Qiu, K. K. Krawczyk, A. Franco-Obregén, B. J. Nelson, Magnetic helical
micromachines: Fabrication, controlled swimming, and cargo transport. Adv. Mater. 24,
811-816 (2012).

6. D. Schamel, A. G. Mark, J. G. Gibbs, C. Miksch, K. I. Morozov, A. M. Leshansky, P. Fischer,
Nanopropellers and their actuation in complex viscoelastic media. ACS Nano 8, 8794-8801
(2014).

7. U.K. Cheang, F. Meshkati, D. Kim, M. J. Kim, H. C. Fu, Minimal geometric requirements for
micropropulsion via magnetic rotation. Phys. Rev. E 90, 033007 (2014).

8. P.J.Vach, N. Brun, M. Bennet, L. Bertinetti, M. Widdrat, J. Baumgartner, S. Klumpp, P. Fratzl,
D. Faivre, Selecting for function: Solution synthesis of magnetic nanopropellers.

Nano Lett. 13, 5373-5378 (2013).

9. P. J. Vach, P. Fratzl, S. Klumpp, D. Faivre, Fast magnetic micropropellers with random
shapes. Nano Lett. 15, 7064-7070 (2015).

10. K. l. Morozov, Y. Mirzae, O. Kenneth, A. M. Leshansky, Dynamics of arbitrary shaped
propellers driven by a rotating magnetic field. Phys. Rev. Fluids 2, 044202 (2017).

11. J. Sachs, K. I. Morozov, T. Qiu, N. Segreto, A. M. Leshansky, P. Fischer, Low Reynolds
number propulsion: Rotation-translation coupling and role of symmetry. http://arxiv.org/
abs/1708.01140 (2017).

12. E. E. Keaveny, S. W. Walker, M. J. Shelley, Optimization of chiral structures for microscale
propulsion. Nano Lett. 13, 531-537 (2013).

13. K. Peyer, “Modeling and optimization of bio-inspired magnetically actuated swimming
microrobots,” thesis, ETH Zurich, 2013.

14. 0. S. Pak, W. Gao, J. Wang, E. Lauga, High-speed propulsion of flexible nanowire motors:
Theory and experiments. Soft Matter 7, 8169-8181 (2011).

15. Notice that propulsion efficiency of self-propelled artificial or biological swimmers is
usually defined via power expenditure.

16. R. A. Horn, C. A. Johnson, Matrix Analysis (Cambridge Univ. Press, 1985).

17. Step-out corresponds to the transition between synchronous and asynchronous regimes
of actuation. In particular, the step-out frequency ws., is the maximal frequency of in-sync
rotation of the propeller.

7 of 8

9202 ‘9z Ae|N uo (noyzbuens)) ABojouyds | pue 8dUs1oS Jo AliseAIUN Buoy BuoH ay | e 610°3dusos Mammy/:sdny Wol) pepeo jumoq


http://robotics.sciencemag.org/cgi/content/full/3/17/eaas8713/DC1
https://arxiv.org/abs/1708.01140
https://arxiv.org/abs/1708.01140

SCIENCE ROBOTICS | RESEARCH ARTICLE

18.
19.
20.
21.
22.

23.

24.

25.
26.
27.

28.

Mirzae et al., Sci. Robot. 3, eaas8713 (2018)

D. Walker, M. Kubler, K. I. Morozov, P. Fischer, A. M. Leshansky, Optimal length of low
Reynolds number nanopropellers. Nano Lett. 15, 4412-4416 (2015).

A. V. Filippov, M. Zurita, D. E. Rosner, Fractal-like aggregates: Relation between
morphology and physical properties. J. Colloid Interface Sci. 229, 261-273 (2000).

K. Skorupski, J. Mroczka, T. Wriedt, N. Riefler, A fast and accurate implementation of
tunable algorithms used for generation of fractal-like aggregate models. Physica A 404,
106-117 (2014).

www.scattering.eu/.

A. V. Filippov, Drag and torque on cluster of N arbitrary spheres at low Reynolds number.
J. Colloid Interface Sci. 229, 184-195 (2000).

We are not aware of rigorous analysis or variational bounds on &; however, for the triaxial
ellipsoid, it can be shown explicitly that the maximum value € = 0.178 is attained for
an infinitely thin disc-like ellipsoid with semi-axis ratio a/b = 3.45. The maximum value for
an individual fractal-like aggregate (see cluster #1 in Fig. 2) is € ~ 0.24, whereas the
“crisscross” arc (i.e., two arcs co-joined at an angle 7/2) has € ~ 0.30. On the average,
the maximum value of € ~ 0.07 is attained for fractal dimension D¢ ~ 2 (see Fig. 2B), in
agreement with the result for the ellipsoid.

Skew symmetry implies that the object remains identical to itself when turned through 180°
about an axis but lacks a plane of symmetry either normal to or containing this axis (25).
J. Happel, H. Brenner, Low Reynolds Number Hydrodynamics (Kluwer, 1983).

K. I. Morozov, A. M. Leshansky, The chiral magnetic nanomotors. Nanoscale 6, 1580-1588
(2014).

More accurate approximation of the rotational solution can be found by regular perturbation
of the rotational solution in € near the step-out; however, we neglect the higher-order,
O(e), corrections to §* and restrict the analysis to the cylindrical approximation for € = 0.
Notice that because maximizing &* opts for plumb shapes and because we use discrete
bead-based approximation of the shape (i.e,, finite filament composed on N spherical
particles), starting from some N, the optimal search opts for compact structures buckled
in the midsection (see arc-shaped 1:7 aspect ratio propeller in Fig. 5).

18 April 2018

29.

30.

31

32

A. M. Brasil, T. L. Farias, M. G. Carvalho, U. O. Koylu, Numerical characterization of the
morphology of aggregated particles. J. Aerosol Sci. 32, 489-508 (2001).

A. M. Leshansky, Enhanced low-Reynolds-number propulsion in heterogeneous viscous
environments. Phys. Rev. E 80, 051911 (2009).

R. S. Berman, O. Kenneth, J. Sznitman, A. M. Leshansky, Undulatory locomotion of finite
filaments: Lessons from Caenorhabditis elegans. New J. Phys. 15, 075022 (2013).

M. D. Vose, The Simple Genetic Algorithm: Foundations and Theory (MIT Press, 1999).

Acknowledgments

Funding: This work was supported, in part, by the German-Israeli Foundation for Scientific
Research and Development (grant no. I-1255-303.10/2014), the Israel Science Foundation
(grant no. 1744/17), and a joint grant from the Center for Absorption in Science of the Ministry
of Immigrant Absorption and the Committee for Planning and Budgeting of the Council

for Higher Education under the framework of the KAMEA Program (to K..M.). Author
contributions: Y.M. implemented the GA and performed all computations. O.D. assisted with
implementation of the hydrodynamic algorithm. O.K. and K.LM. assisted in developing the
key ideas, research design, and implementation. AM.L. directed the research and wrote

the paper. Competing interests: The authors declare that they have no competing interests.
Data and materials availability: All data needed to evaluate the conclusions in the paper
are present in the paper or the Supplementary Materials.

Submitted 22 January 2018
Accepted 27 March 2018
Published 18 April 2018
10.1126/scirobotics.aas8713

Citation: Y. Mirzae, O. Dubrovski, O. Kenneth, K. I. Morozov, A. M. Leshansky, Geometric
constraints and optimization in externally driven propulsion. Sci. Robot. 3, eaas8713 (2018).

8 of 8

9202 ‘9z Ae|N uo (noyzbuens)) ABojouyds | pue 8dUs1oS Jo AliseAIUN Buoy BuoH ay | e 610°3dusos Mammy/:sdny Wol) pepeo jumoq


http://www.scattering.eu/

Science Robotics

Geometric constraints and optimization in externally driven propulsion

Yoni Mirzae, Oles Dubrovski, Oded Kenneth, Konstantin I. Morozov, and Alexander M. Leshansky

Sci. Robot. 3 (17), eaas8713. DOI: 10.1126/scirobotics.aas8713

View the article online

https://www.science.org/doi/10.1126/scirobotics.aas8713
Permissions

https://lwww.science.org/help/reprints-and-permissions

Use of this article is subject to the Terms of service

Science Robotics (ISSN 2470-9476) is published by the American Association for the Advancement of Science. 1200 New York Avenue
NW, Washington, DC 20005. The title Science Robotics is a registered trademark of AAAS.

Copyright © 2018 The Authors, some rights reserved; exclusive licensee American Association for the Advancement of Science. No claim
to original U.S. Government Works

9202 ‘9z Ae|N uo (noyzbuens)) ABojouyds | pue 8dUs1oS Jo AliseAIUN Buoy BuoH ay | e 610°3dusos Mammy/:sdny Wol) pepeo jumoq


https://www.science.org/content/page/terms-service

