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Critical aggregation constant determination of compound 2.
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Figure S1 Critical aggregation constant (c.a.c) determination of compound 2. *H-NMR spectra in CDCls
of the aromatic region and the region of the pyrrole NH protons as a function of concentration. The

c.a.c. value was determined to be 0.2 £ 0.05 mM.

SANS experiments. SANS experiments on 1 were performed at the KWS1 spectrometer at the FRJ-2
Dido Reactor at Jilich, Germany.” The SANS experiments on 2 in n-hexane-D14 were performed at
293 K at the small angle scattering instrument D11 at the Institute of Laue-Langevin in Grenoble,?
France, which has been described in the literature before.®)

SANS theoretical model. If a theoretical model for the scattering particle can be assumed, the
absolute intensity which is measured experimentally can be calculated and checked. Parameters
entering in the model can then be fitted and optimised in order to achieve the best agreement. The

scattering cross-section of a collection of n particles can be written as:”

j—g@ = ndp*V2P(Q)S(0)+ B,,

where Ap is the difference in scattering length densities between the particles and solvent, V is the
volume of the particles, P(Q) is the particle form factor, S(Q) the structure factor and B, is the
incoherent background from solvent and solutes. The form factor describes the shape of the
molecules, while the structure factor describes the interference of scattering of different particles
and can give information on the interaction between the particles. In diluted systems this term can
be neglected. As such, the differential scattering cross-section becomes:
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In case of spherical particles the scattering cross-section becomes:
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where ¢y is the volume fraction of the particles, Vsis the volume of the sphere (Vg = gﬂ‘Rg ) and Rs

is the radius of the sphere. In case the particles exhibit a cylindrical shape and are randomly oriented,

the differential scattering cross-section becomes: 3
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With V¢ being the volume of the cylinder (V. = TERELC ), Rc the radius and Lcthe length, and o the

angle between the rod axis and the Q-vector.

In order to account for the upturn at low Q, we followed the approach of Pezron et al.,” who
demonstrated that it is possible to make an approximation of the structural parameters of solutes in
a mesh, by taking into account the so-called screening length (£), which is related to Q and the
particle form factor P by the following equation:

P(0)
1+ Q282

P(Q) =

With this €-value it is possible to express the structural parameters of solutes in a mesh as a function
of those in a dilute solution. In a good solvent for the rods, the ¢-value represents the average mesh-
size in a transient network of chains.

The errors quoted on SANS-derived dimensions are fitting errors; the resolution of SANS is never
below 1 A.
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