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Unveiling the topology of partially disordered micro-
crystalline nitro-perylenediimide with X-aggregate stacking: 
an integrated approach

An interdisciplinary approach involving solid-state NMR, 3D 
ED and DFT calculations (3D ED NMR Crystallography) to 
elucidate the X-aggregate structure of partially disordered 
nitro-perylenediimide.
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