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Figure 1S. Thermal rearrangement of ferrocenyl-substituted 4-hydroxy-4-(benzoyl-18-crown-

6)cyclobutenone 3  
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Figure 2S. IR Spectrum of Fc–cnq 
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Figure 3S. 
1
H NMR Spectrum of of Fc–cnq 
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Figure 4S. 
13

C NMR Spectrum of of Fc–cnq 
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Figure 5S. HRMS of Fc–cnq 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 S-8 

30 35 40 45 50 55
650

655

660

665

670

675

680

685

690

Acetone

Acetonitrile

Toluene

DMF

DMSO

THF

1-Butanol Ethanol

Methanol

Dichloromethane

n-Heptane

n-HexaneW
a

v
e

le
n

g
th

 (
n

m
)

E
T
(30) (kcal mol

-1
)

 
 

Figure 6S. Plot of Reichardt’s overall solvation scale against band wavelength for the lowest 

energy transition of Fc–cnq in a variety of solvents  
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Figure 7S. The plot of absorbance vs nL/nBa
2+ 

(mol/mol) at 421 nm for UV-Vis spectral titration of 

Fc–cnq upon addition of aliquots of BaClO4 in CH3CN. Concentration of Fc–cnq = 1.0x10
-4

 M.   
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Figure 8S. The plot of absorbance vs. nL/nCa2+ (mol/mol) at 421 nm for UV-Vis spectral titration 

of Fc–cnq upon addition of aliquots of CaClO4 in CH3CN. Concentration of Fc–cnq = 1.0x10
-4

 M.   
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Figure 9S. Sigmoidal curve for Fc–cnq, [Ba
2+

] vs. Absorbance, (A) at 666 nm, (B) at 421 nm  
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Figure 10S. Sigmoidal curve for Fc–cnq, [Ca
2+

] vs. Absorbance, (A) at 666 nm, (B) at 421 nm  
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Figure 11S. Plot of Λ vs. [L]t/[M]t for complexation of Fc–cnq and NaClO4 in CH3CN at 25±0.02 

ºC. Concentration of Fc–cnq = 1.0x10
-4

 M 
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Figure 12S. Plot of Λ vs. [L]t/[M]t for complexation of Fc–cnq and KClO4 in CH3CN at 25±0.02 

ºC. Concentration of Fc–cnq = 1.0x10
-4

 M 

 

 

 

 

 



 S-12 

REFERENCES 

 

(70)  M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb, J. R. Cheeseman, 

G. Scalmani, V. Barone, B. Mennucci, G. A. Petersson, H. Nakatsuji, M. Caricato, X. Li, H. P. 

Hratchian, A. F. Izmaylov, J. Bloino, G. Zheng, J. L. Sonnenberg, M. Hada, M. Ehara, K. Toyota, 

R. Fukuda, J. Hasegawa, M. Ishida, T. Nakajima, Y. Honda, O. Kitao, H. Nakai, T. Vreven, J. A. 

Montgomery, Jr., J. E. Peralta, F. Ogliaro, M. Bearpark, J. J. Heyd, E. Brothers, K. N. Kudin, V. 

N. Staroverov, R. Kobayashi, J. Normand, K. Raghavachari, A. Rendell, J. C. Burant, S. S. 

Iyengar, J. Tomasi, M. Cossi, N. Rega, J. M. Millam, M. Klene, J. E. Knox, J. B. Cross, V. 

Bakken, C. Adamo, J. Jaramillo, R. Gomperts, R. E. Stratmann, O. Yazyev, A. J. Austin, R. 

Cammi, C. Pomelli, J. W. Ochterski, R. L. Martin, K. Morokuma, V. G. Zakrzewski, G. A. Voth, 

P. Salvador, J. J. Dannenberg, S. Dapprich, A. D. Daniels, O. Farkas, J. B. Foresman, J. V. Ortiz, J. 

Cioslowski, and D. J. Fox, Gaussian, Inc., Wallingford CT, 2009. 

 


