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1H and 13C NMR spectra in CDCl; of the new intermediate synthons are reported here, except when too complicated due to isomer mixtures
that could not be separated, as well as the high-resolution mass spectra of the target compounds P, C and JT. To end we report also the infra-
red (IR) spectra recorded on bulk after evaporation or filtration of the supramolecular complexes prepared in solution by simply mixing P
with bis(benzonitrile)-palladium(ll) for coordination (P-Pd"), terephtalic acid for hydrogen bond (P-TPA) and finally 1,4-diiodobenzene for
halogen bond (P-IPhl).
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in solution by simply mixing P with bis(benzonitrile)-palladium(Il) for coordination (P-Pdll), terephtalic acid for
hydrogen bond (P-TPA) and finally 1,4-diiodobenzene for halogen bond (P-IPhl).
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Figure S1. 'H NMR (300 MHz, CDCls) spectrum of compound 1
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Figure S2 : 13C NMR (300 MHz, CDClIs) spectrum of compound 1
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Figure S3 : 'H NMR (300 MHz, CDCls) spectrum of compound 2
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Figure S4 : 13C NMR (300 MHz, CDClIs) spectrum of compound 2
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Figure S5 : 'H NMR (300 MHz, CDCls) spectrum of compound 3
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Figure S6 : 13C NMR (300 MHz, CDClIs) spectrum of compound 3
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Figure S7 : 'H NMR (300 MHz, CDCls) spectrum of compound 4
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Figure S8 : 13C NMR (300 MHz, CDCl3) spectrum of compound 4
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Figure S9 : 'H NMR (300 MHz, CDCls) spectrum of compound 5
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Figure S10 : 13C NMR (300 MHz, CDClz) spectrum of compound 5
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Figure S11 : TH NMR (300 MHz, CDClz) spectrum of compound 6
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Figure S12 : 13C NMR (300 MHz, CDCls) spectrum of compound 6
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Figure S13 : TH NMR (300 MHz, CDClz) spectrum of compound 7
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Figure S14 : 13C NMR (300 MHz, CDCl3) spectrum of compound 7
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Figure S15 : 'H NMR (300 MHz, CDCls) spectrum of compound 8b
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Figure S16 : 13C NMR (300 MHz, CDCl3) spectrum of compound 8b
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Figure S17 : 'H NMR (300 MHz, CDCls) spectrum of compound 9a
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Figure S18 : 13C NMR (300 MHz, CDCls) spectrum of compound 9a
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Figure S19 : 'H NMR (300 MHz, CDCls) spectrum of compound 10a
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Figure S20 : 13C NMR (300 MHz, CDClz) spectrum of compound 10a
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Figure S21 : 'H NMR (300 MHz, CDCls) spectrum of compound P
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Figure S22 : 13C NMR (300 MHz, CDCl3) spectrum of compound P
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Figure S23 : 'H NMR (300 MHz, CDCls) spectrum of compound C
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Figure S24 : 13C NMR (300 MHz, CDCl3) spectrum of compound C
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Figure S25 : 'H NMR (300 MHz, CDCl3) spectrum of compound JT
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Figure $26 : HRMS for compound P : (El) m/z (%) for C22H16N2; calcd 308.1313; found 308.1315.
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Figure S27: HRMS for compound C: (El) m/z (%) for C3oH22N2S;; calcd 474.1224; found 474.1224.
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Figure 528 : HRMS for compound JT : (El) m/z (%) for CagH2sN,S;; calcd 628.0643; found 628.0642.
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Figure S29 : IR spectra spectra recorded on bulk after evaporation or filtration of the supramolecular complexes prepared.........ccoccveevenne. 18
in solution by simply mixing P with bis(benzonitrile)-palladium(Il) for coordination (P-Pdll), terephtalic acid for
hydrogen bond (P-TPA) and finally 1,4-diiodobenzene for halogen bond (P-IPhl).
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