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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. *H NMR Spectrum of of Fc—cnq
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Figure 4S. *C NMR Spectrum of of Fc—cnq

S-6



20140925_13034_04-2 12 (0.484) Cm (1:25) 1 TOFMSESt
38064006
. 335.1458
%-
657.1763
836.1512
58,1802

809496 FH% o 5312209 55177691628 7715728

(e 1310816 1400236 2291417242265 3011425 L | 469.3310507.2726 7" _563.2260 N, “TN 8035468 859.6114897.3126 9396030 9976018

LN L N L L N N N L N N N N N N RN R RN RRRENRRAR R an e ey ]
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 90 950 1000

Figure 5S. HRMS of Fc—cnq
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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

0.26

0.24

0.22 4

Absorbance (A)

020 T T T T
0 1 2 3 4 5

N/ ngge+ (Mol / mol)

Figure 7S. The plot of absorbance vs n./ng,2* (mol/mol) at 421 nm for UV-Vis spectral titration of
Fc—cng upon addition of aliquots of BaClO,4 in CH3CN. Concentration of Fc—cng = 1.0x10™ M.
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Figure 8S. The plot of absorbance vs. ni/nca2+ (Mol/mol) at 421 nm for UV-Vis spectral titration
of Fc—cnq upon addition of aliquots of CaClO, in CH3CN. Concentration of Fc—cnq = 1.0x10™ M.
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Figure 9S. Sigmoidal curve for Fc—cng, [Ba®*] vs. Absorbance, (A) at 666 nm, (B) at 421 nm
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Figure 10S. Sigmoidal curve for Fc—cng, [Ca?*] vs. Absorbance, (A) at 666 nm, (B) at 421 nm
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Figure 11S. Plot of 4 vs. [L]/[M]: for complexation of Fc—cng and NaClO,4 in CH3CN at 25+0.02
°C. Concentration of Fc—cng = 1.0x10* M
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Figure 12S. Plot of 4 vs. [L]/[M]: for complexation of Fc—cng and KCIO,4 in CH3CN at 25+0.02
°C. Concentration of Fc—cng = 1.0x10* M
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