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Figure S1: ORTEP view of X-ray structure  of 4 (thermal ellipsoids are plotted at the level of 50% probability). 
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Figure S2: 1H NMR spectrum of 2 

1H NMR (CDCl3, 500 MHz, 298K): 7.99 (d, 1H, J = 9Hz), 7.11 (dd, 1H, J = 9Hz, J = 2Hz), 6.98 (d, 1H, J = 2Hz); 6.81 (s, 1H), 6.47 (s, 3H), 5.98 (s, 1H), 5.84 (s, 1H), 

5.77 (s, 1H), 4.07 (s, 2H), 3.95 (s, 2H), 3.90 (s, 3H), 3.89 (s, 3H), 3.86 (s, 3H), 3.85 (s, 3H), 3.80 (s, 3H), 3.78 (s, 3H), 3.74 (s, 3H), 3.65 (s, 2H), 3.64 (s, 3H), 3.60 

(s, 2H), 3.22 (s, 3H) 
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Figure S3: 13C NMR spectrum of 2 (CDCl3, 298K, 500MHz) 
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Figure S4: 13C NMR spectrum of 2 

13C NMR (CDCl3, 125 MHz, 298K) : 157.02, 156.93, 156.88, 155.99, 155.96, 155.88, 155.48, 153.15, 133.82, 132.81, 131.53, 131.22, 129.20, 128.67, 125.27, 

123.88, 123.40, 121.54, 120.80, 120.63, 119.81, 119.61, 119.53, 117.28, 104.01, 95.15, 94.49, 94.34, 62.06, 55.81, 55.70, 55.65, 55.64, 55.48, 55.34, 55.08, 

31.82, 28.72, 28.54, 28.16 
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Figure S5: 1H NMR spectra of 2 at various temperatures (CDCl3, 500MHz) 
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Figure S6: 1H-1H COSY spectrum of 2 (CDCl3, 298K, 400MHz) 
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Figure S7: 1H-13C HSQC spectrum of 2 (CDCl3, 298K, 400MHz) 
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Figure S8: 1H-13C HMBC spectrum of 2 (CDCl3, 298K, 400MHz) 
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Figure S9: 1H NMR spectrum of 3 

1H NMR (CDCl3, 298K, 500MHz) : 7.97 (d, 4H, J = 9Hz), 7.16 (d, 4H J = 2Hz), 7.15 (dd, 4H, J = 9Hz, J = 2Hz), 6.69 (s, 4H), 4.37 (s, 8H), 3.76 (s, 12H), 3.44 (s, 12H) 
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Figure S10: 13C NMR spectrum of 3 

13C NMR (CDCl3, 298K, 125 MHz) : 157.61, 152.72, 133.45, 131.42, 129.49, 124.75, 124.21, 123.27, 117.78, 103.55, 61.76, 55.22, 32.16 
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Figure S11: 1H NMR spectra of 3 at various temperatures (CDCl3, 500MHz) 
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Figure S12: 1H-1H COSY spectrum of 3 (CDCl3, 298K, 400MHz) 
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Figure S13: 1H-13C HSQC spectrum of 3 (CDCl3, 298K, 400MHz) 
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Figure S14: 1H-13C HMBC spectrum of 3 (CDCl3, 298K, 400MHz) 
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Figure S15: 1H NMR spectrum of 4 

1H NMR (CDCl3, 298K, 400MHz): 8.13 (d, 1H, J = 9 Hz), 8.10 (d, 1H, J = 9 Hz), 7.82 (d, 1H, J = 9 Hz), 7.77 (d, 1H, J = 9 Hz), 7.36 (m, 2H), 7.23 (m, 2H), 6.97 (m, 

1H), 6.96 (s, 1H), 6.90(d, 1H, J = 2Hz), 6.86 (s, 1H), 6.83 (d, 1H, J = 2Hz), 6.31 (s, 1H), 6.22 (s, 1H), 4.52 (s, 2H), 4.35 (s, 2H), 4.29 (s, 2H), 4.21 (s, 2H), 4.01 (s, 

3H), 3.99 (s, 3H), 3.94 (s, 3H), 3.93 (s, 3H), 3.59 (s, 3H), 3.50 (s, 3H), 3.04 (s, 3H), 2.82 (s,3H) 
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Figure S16: 1H NMR spectrum of 4 - correlated signals (CDCl3, 400MHz, 298K) 
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Figure S17: 13C NMR spectrum of 4 (CDCl3, 298K, 100MHz) 

13C NMR (CDCl3, 100MHz, 298K): 157.74, 157.71, 157.58, 157.28, 153.52, 153.42, 152.60, 151.79, 133.87, 133.30, 133.24, 133.08, 131.98, 131.78, 131.23, 

130.73, 130.23, 128.34, 127.16, 126.34, 125.79, 125.38, 124.78, 124.40, 124.38, 124.27, 124.25, 124.03, 123.41, 123.30, 123.14, 122.34, 117.95, 117.80, 

117.42, 117.20, 104.23, 104.17, 102.62, 102.61, 99.99, 61.66, 61.62, 61.43, 55.34, 55.28, 55.22, 55.03, 35.33, 32.85, 31.61, 27.88 
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Figure S18: 13C NMR spectrum of 4 (CDCl3, 298K, 100MHz) 
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Figure S19: 1H NMR spectra of 4 at various temperatures (CDCl3, 500MHz) 
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Figure S20: 1H -1H COSY spectrum of 4 (CDCl3, 298K, 400MHz) 
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Figure S21: 1H - 13C HSQC NMR spectrum of 4 (CDCl3, 298K, 400MHz) 
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Figure S22: 1H - 13C HMBC NMR spectrum of 4 (CDCl3, 298K, 400MHz) 



26  

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S23: ESI MS of 2 
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Figure S24: HR ESI MS of 2 
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Figure S25: ESI MS of 3 
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Figure S26: HR ESI MS of 3 
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Figure S27: ESI MS of 4 
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Figure S28: HR ESI MS of 4 
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Figure S29: Titration of 5 by 2 (CDCl3, 298K) 
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Figure S30: Titration of 6 by 2 (CDCl3, 298K) 
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Figure S31: Titration of 5 by 3 (CDCl3, 298K) 
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Figure S32: Titration of 6 by 3 (CDCl3, 298K) 
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Figure S33: Titration of 5 by 4 (CDCl3, 298K) 
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Figure S34: Titration of 6 by 4 (CDCl3, 298K) 
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Figure S35: UV-Vis spectra of guests 5 and 6 (CH2Cl2) 
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Figure S36: UV-Vis spectra for complexation of 5 by 2 in CH2Cl2. Simulated spectra are obtained by addition of UV-Vis a spectra of the host and the guest 
(corrected for the experimental concentration). 
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Figure 37: UV-Vis spectra for complexation of 6 by 2 in CH2Cl2. Simulated spectra are obtained by addition of UV-Vis a spectra of the host and the guest 
(corrected for the experimental concentration) 
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Figure S38: UV-Vis spectra for complexation of 5 by 3 in CH2Cl2. Simulated spectra are obtained by addition of UV-Vis a spectra of the host and the guest 
(corrected for the experimental concentration) 
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Figure S39: UV-Vis spectra for complexation of 6 by 3 in CH2Cl2. Simulated spectra are obtained by addition of UV-Vis a spectra of the host and the guest 
(corrected for the experimental concentration) 
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Figure 40: UV-Vis spectra for complexation of 6 by 3 in CH2Cl2. Simulated spectra are obtained by addition of UV-Vis a spectra of the host and the guest 
(corrected for the experimental concentration) 
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Figure 41: UV-Vis spectra for complexation of 5 by 4 in CH2Cl2. Simulated spectra are obtained by addition of UV-Vis a spectra of the host and the guest 
(corrected for the experimental concentration) 
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Figure 42: UV-Vis spectra for complexation of 6 by 4 in CH2Cl2. Simulated spectra are obtained by addition of UV-Vis a spectra of the host and the guest 
(corrected for the experimental concentration) 
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Figure 43 Exemplary fitting of titration data using incorrect 1:1 model (shows systematic errors). 


