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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: 'H NMR spectrum of 2

'H NMR (CDCls, 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 $3: >C NMR spectrum of 2 (CDCls, 298K, 500MHz)
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Figure S4: “C NMR spectrum of 2

3C NMR (CDCls, 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: '"H NMR spectra of 2 at various temperatures (CDCls, 500MHz)
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Figure $7: 'H-">C HSQC spectrum of 2 (CDCls, 298K, 400MHz)
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Figure $8: 'H-">C HMBC spectrum of 2 (CDCls, 298K, 400MHz)
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Figure S9: 'H NMR spectrum of 3

'H NMR (CDCls, 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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3C NMR (CDCls, 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 $15: '"H NMR spectrum of 4

'H NMR (CDCls, 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)

18



221 1.901.11 226 1.911.310.631.420.930.891.03 1.00 0.94
| e T | e
l T T T T ' T T T l T T T T I L L L T I T T T T
! 6.5 6.0
'if Ce
o (o]
p <
I (9]
|
4 /i (g ~
1.92 1.962.141.93 2.682.002.93 3.02 2.772.69 267 2.72
b I I T "I | Iy - -
T T T | T T 4!5 T T T T | T T T T 4!0 T T T T | T T T T 3!5 T T T T | T T T T 3!0 T T T T | T T T |2.é

Figure $16: '"H NMR spectrum of 4 - correlated signals (CDCls, 400MHz, 298K)

19



Dk Ck P BC
Bk
$BI+DI < o & co ; ; AD
B, A 55 A 5 N
&% o 78 © N
= | B8
e o
\ (-
I Lo
||‘\I\ \r‘g “‘ 'I‘, \ L‘. I, \ ‘ ‘“QL
[RAWAA . fHU AN ] !
o A e it el
PURALRLARIAS )2 oo sas a8 35 34 33 32 31 30 29 28

N
[{=]
Df§ 3B
g § S
SR o3
= o™ —
phl = <
3 S
(=]
~

L"\.Uw uw i w‘h Mﬁ M M.».M Wrm W wm i W ;w “‘ M wm

116 114 112 110 ‘IOB 106 104 102

Figure $17: °C NMR spectrum of 4 (CDCls, 298K, 100MHz)

3C NMR (CDCls, 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 $18: >C NMR spectrum of 4 (CDCls, 298K, 100MHz)
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Figure $19: 'H NMR spectra of 4 at various temperatures (CDCls, 500MHz)
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Figure S20: 'H -'H COSY spectrum of 4 (CDCls, 298K, 400MHz)
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Figure S21: 'H - *C HSQC NMR spectrum of 4 (CDCls, 298K, 400MHz)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min =-1.5, max = 150.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2
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139 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
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C:0-70 H:0-150 0:0-20 Na: 1-1
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Figure S24: HR ESI MS of 2
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Figure $25: ESI MS of 3
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Single Mass Analysis

Tolerance = 3.0 mDa / DBE: min =-1.5 max = 300.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons
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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 (CDCls, 298K)
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Figure S30: Titration of 6 by 2 (CDCls, 298K)
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Figure S31: Titration of 5 by 3 (CDCls, 298K)
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Figure S32: Titration of 6 by 3 (CDCls, 298K)
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Figure S33: Titration of 5 by 4 (CDCls, 298K)
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Figure S35: UV-Vis spectra of guests 5 and 6 (CH,Cl,)
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Figure S36: UV-Vis spectra for complexation of 5 by 2 in CH,Cl,. 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 CH,Cl,. 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 CH,Cl,. 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 $39: UV-Vis spectra for complexation of 6 by 3 in CH,Cl,. 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 CH,Cl,. 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 CH,Cl,. 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 CH,Cl,. 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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