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CCNPyr GuestMolecule

I.1. NMR Spectra

'H-NMR spectrum
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3Ip_NMR spectrum

Figure S3.3'P-NMR spectrum of CCNPyr (CDg;Iroom temperature, 85 %3P0, external probe).
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|.2. Photoluminescenc®ata

Figure S4. Absorption spectra of CCNPyr at various concentrations in two solvents
(cyclohexane [CCNPyr] from 5.03.10M to 2.45.10° M or acetonitrile [CCNPyr] from
4.41.16°M to 2.15.16° M).
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Figure S5 (A) Photoluminescence spectra (emission mode, excitation at 317 nm) of
CCNPyr at various concentrations in cyclohexane ([CCNPgoin 1.26.10° M to
1.23.10° M) and acetonitrile (CCNPyr] from 2.21.1F M to 2.15.16° M);

(B) Photoluminescence spectra (emission mode, excitation at 317 nm) of C@NPyr
almostsimilar concentration in both solvents.

1.0+

o Q@ <@
B~ [} =]
| 1

Q
n
1

Relative intensity (a.u.)

C.0
350

Cyclohexane

1.0+ Acetonitrile

bt
o

@
»

Relative intensity (a.u.)

T
400

' T
450 500
Wavelength (nm)

1.1 1
1.0 4
0.9 1
0.8 +
0.7
0.6
0.5 1
0.4
0.3 4

I (375 nm)

a.u.)

elative intensity (.

R
o
o

T T 1 . = T T T T T
550 800 350 400 450 500 550
Wavelength (nm)
(A)

CCNPyr solutions
——2.5110°M, cyclohexane
——2.21 10*M, acetonitrile

V (394 nm)

Dimer (415 nm)

0.14

0.0
350

T T T T
400 450 500 550
Wavelength (nm)

(B)

600



Molecules2013, 18

Figure S6. BeerLambert graph for solutions of CCNPwat various concentrations in

cyclohexane and acetonitrile.
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Figure S7. (a) Absorption spectrum of CCNpyn the solid state (b) Photoluminescence
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spectrum (emission mode, excitation at 317 ahfCNPyrin the solid state.
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Il. "Host-guest" materials Copo G-H/CCNPyr

II.1. X-Ray data

Figure S8.X-Ray diffractograms of "hogjuest” materials Copos&dH/CCNPyr.For sake
of clarity, eachdiffractogram with gpositive CCNPyr loading vasshifted of +100 cpsone

of the other.
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II.2. FT-IR spectra

Figure $9. (a) IR spectra of CCNPyr (guest) and CopgHCmatrix (host) (b) IR spectra
of "hostguest" materials CopogdH/CCNPyr.
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1. 3. 3'P-NMR spectra

Figure S10.3'P-NMR spectra of Copo &H/CCNPyr redissolved in CDgI
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Il . "Host-guest" materials Copo G-H/Pyr |

Il .1. X-Ray data |

Figure S11.Experimental XRay diffractogram of pyrene.
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Figure S12.TheoreticalX-Ray diffractogram of pyrene. (calculated with theR4y data
described in"R.Allmann Z.Kristallogr.,Kristallgeom.,Kristallphys.Kristallchem. 197Q
132 129").

Figure S13.X-Ray diffractograms of "hosjuest” materials Copogs&H/Pyr. For sake of
clarity, each diffractogram with a positive Pyr loading was shifted of + 300 cps one of the other.
























