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Modulated structures are not a piece of cake to solve but some of them can be trickier than the others. The most 
obvious solution is not always the proper one and conscientious verifications of the model have to be done in 
order to obtain the best structural model. We will focus here on the example of the (3+1)D structure of the 
FeLN5PhenMeCl2 complex presenting a typical misleading modulation. The resolution and refinement of the 
structure were performed using the software Jana2006 [1]. The average structure of FeLN5PhenMeCl2 was 
determined using Superflip program. The structure is composed of two superimposed inversed configurations of 
the complex, indicating the presence of disorder. This disorder is the tricky point of the structural resolution! To 
model it, two options can be considered: the use of a crenel-type occupational modulation or the use of a 
sinusoidal occupation-function coupled with a positional modulation function. In the first case, the disorder 
observed in the average structure is, in fact, a hidden-order: both configurations would exist independently, 
appearing alternately along the periodicity axis of the modulation. In the second case, the disorder can reflect an 
ordered-disorder along the fourth dimension: each configuration presents a positional modulation (the order) and 
a probability of presence given by the occupational modulation (the disorder). Both possibilities will be 
investigated. Final structures will be observed via the new graphic tool developed in Jana2020 enabling the direct 
observation of mixed modulations on the structure. 
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