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Figure S1 PXRD pattern of material obtained through the attempted co-crystallisation of
[Ni(phen);]Cl,-H,O and 1,2-DITFB (green) compared with patterns of the individual starting components
simulated from SCXRD data ([Ni(phen);]Cl,-Me,CO-9H,0: blue; 1,2-DITFB: red).
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Figure S2 PXRD pattern of material obtained through the attempted co-crystallisation of
[Ni(phen);]Cl,-H,O and 1,4-DITFB (green) compared with patterns of each of the individual starting
components simulated from SCXRD data ([Ni(phen);]Cl,-Me,CO-9H,0: blue; 1,4-DITFB: red).
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Figure S3 PXRD pattern of [Ni(phen);]Cl,-Me,CO-9H,0 (8; blue) compared to pattern simulated from
SCXRD data (red).
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Figure S4 PXRD pattern of [Ni(phen);][(1,2-DITFB),[;]-MeOH (2; blue) compared to pattern simulated
from SCXRD data (red).
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Figure S5 PXRD pattern of [Ni(phen);][(1,3-DITFB);L;] (4; blue) compared to pattern simulated from
SCXRD data (red).
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Figure S6 PXRD pattern of [Ni(phen);][(1,4-DITFB);(MeOH)qsl,] (1; blue) compared to pattern
simulated from SCXRD data (red).
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Figure S7 PXRD pattern of [Ni(phen);][(1,3,5-TITFB),,]-0.5MeOH-1.5H,0 (5; blue) compared to
pattern simulated from SCXRD data (red).
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Figure S8 PXRD pattern of [Ni(phen);][(1,3-DITFB),(H,0),Cl,]-1.5MeOH (6; blue) collected at room
temperature compared to pattern simulated from SCXRD data collected at 173K (red). The main peaks in
the experimental pattern match those in the simulated pattern. The additional fine structure in the
simulated pattern may arise as a consequence of the low temperature used to record the SCXRD data.



