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Fig. S1. Experimental (red) and simulated (black) PXRD patterns of I, Iy, II
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Fig. S2. '"H NMR spectra of I
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Fig. S3. "H NMR spectra of III
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Fig. S4 Views of dnorm (from 0.5 A (blue) to 0.5 A (red)), mapped on the Hirshfeld surface of
cocrystal I.(seen from two angles) and corresponding fingerprint plot. (a) PPPO (the donor) ,(b)
TCNB (the acceptor)
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Fig. S5 Views of dnorm (from 0.5 A (blue) to 0.5 A (red)), mapped on the Hirshfeld surface of
cocrystal II (seen from two angles) and corresponding fingerprint plot. (a) PPPO (the donor),
(b) TCNB (the acceptor)

Table S1 charge transfer interactions in cocrystals

Crystal Interaction Arny de-o(A)[b] Angle (°) [c]
Ia TCNB---pyrene 3.390,3.6202) 1.87(17)
Ib TCNB(A)-+-pyrene 3371 3.525(2) 1.71(18)

TCNB(B)-+-pyrene 3.301,3.514(18) 0.60(13)

II TCNB- - -pyrene 3.373,3.621(2) 0.23(15)




