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Supporting Information

Fig. S1 The w-rt stacking arrangements of cocrystal 1 (top) and 2 (bottom).

Table S1 The details of C-H:--F-C contacts in 1 and 2.

Crystals No. C-H A du-r A Gcn.r°
1 I CI-HI  F3[x+2,-y+l, 2+1] 2862 1468
2 CI3HI3  F3[-xt2, -y+l,-z+1]  2.697 1527
3 C6H6  F4[x-l,-y+1.5,2-0.5] 2875 1511
4 C8-H8 F4 [x-1, -y+1.5, z-0.5] 2.826 152.4
5 CU-HII  F2[xtl,-y+l,-z] 2567 1446
6
1
2
3

C9-H9 F2 [-x+1, -y+1, -7] 2.845 137.0
C13H13A  F4 [-x+1y-0.5, -z+0.5]  2.872 152.3
C13-HI3A F3 [-x+1y-0.5,-z+0.5]  2.729 144.1

C7-H7A  F2 [-x+1,y-1.5,-z+0.5]  2.602 153.2
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Fig. S2 Diagram of C-H:--F-C contacts and C-I---1-C interactions of 1 (a) and 2 (b).
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Fig. S3 The whole XRPD patterns (5-70°) of cocrystal 1 and 2. (A), (B): experimental and

simulated patterns of 1, (C), (D): experimental and simulated patterns of 2.
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Fig. S4 Raman spectra of monomers and cocrystals. (A): pure 1,4-DITFB; (B): cocrystal 1; (C):

pure pyrene; (D): cosrystal 2; (E): pure 1,2-DITFB.
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Fig. $5 ATR IR spectra of monomers and cocrystals in the whole range (4000-400 cm ™, left) and
selected range (1600-400 cm ™', right). (A): pure 1,4-DITFB; (B): cocrystal 1; (C): pure pyrene;

(D): cosrystal 2; (E): pure 1,2-DITFB.
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