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H NMR, BC NMR spectra of the cavitands
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Fig. S1'H NMR spectrum of cavitand 3 in chloroform-d at rt
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Fig. 52 3C NMR spectrum of cavitand 3 in chloroform-d/DMSO-ds (vol/vol =9 :1) at rt
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Fig. S3 "TH NMR spectrum of cavitand 2 in chloroform-d at rt
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Fig. 54 'H NMR spectrum of cavitand 2 in chloroform-d/DMSO-ds (vol/vol



o L
e
- O Ln i
S -
L2 < [
=
TN
6+ ¥T r
8.8/ n
09'Le _ LS ) L
6v'ee 7 = Z
yLee o 2= L
= ° B—
z L
= 2 — 19V — - J
1
1 @) —_ oLz — S0'g
= m 192 L'eq
g ~ 19°C W Feeg
192 .
o ~ . 0'9¢
L - i
= M www / —J m 614
o ~ ys'€ i
s E °7 3
cm sse i
LS 5 .
o L
o= 5
e ¢ g I
C
R=| =
B ~ < L
- o + ) 95— [00%
veoLL - 1 s £ r
(R [ R —— s =
M/H wreev o = r
. s - L ® Q
o7z 26121 ® o
x - L
z ° A 90°'SEL ° 5
¥ g -
5 VLI 0L
L | 3 B z8L— i
05641 © 9 008’
0L ¥g) ————]
g & i
- o~ 016 L
FERT 12 = 1276\ 3 .
97691 = N wn.mﬂ = ri'g
o U 8¢'6
L © &
o L
° 10
s @ L
- oD
o i)
Lo - i
N
° L
L <
N -
o
LA

105 95 8.5 7.5 6.5 5.5 45 35 25 1.5 0.5 05 -15
PPM

11.5

Fig. S6 'H NMR spectrum of cavitand 1in DMSO-ds at rt, the cavitand display vase form exclusively
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Fig. S7 '"H NMR spectrum of cavitand 1 in D20 at rt, the cavitand display kite form exclusively
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Fig. S8 3C NMR spectrum of cavitand 1 in DMSO-ds at rt
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Mass (HR) spectra of cavitands
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Fig. S9 Mass spectrum of cavitand 2



Display Report

Analysis Info

Analysis Name  D:\Data\2020MS\A0805\151_GA1_01_1554.d
Method tune_wide_500-3000_pos-6min.m

Sample Name 151
Comment

Acquisition Parameter

Acquisition Date  8/5/2020 9:37:35 AM

Operator gftang
Instrument / Ser# micrOTOF 10257

Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200T
Scan Begin 300 m/z Set Capillary 4000 vV Set Dry Gas 4.0 Umin
Scan End 2500 m/z Set End Plate Offset -500 v Set Divert Valve Waste
Intens. +MS, 0.9min #53
2004
913.1638
150
1004
50
0
800 1000 1200 1400 1600 1800 2000 2200 miz
Intens. +MS, 0.9min #53
1913.1638
1501 1914.1829
1004
1915.1678
] /\
PRV.WAN /\ ,/\«
2500 C80H7614N8016, M+nH ,1913.16
1 1913.1631
2000 19141664
1500+
10007 1915.1697
5001
1916.1731
1917.1765
T T T T T T - T T
1912 1913 1914 1915 1916 1917 1918 miz
Bruker Compass DataAnalysis 4.0 printed: 8/5/2020 10:27:37 AM Page 1 of 1

Fig. S10 Mass spectrum of cavitand 3
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Fig. S11 Mass spectrum of cavitand 1
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1H NMR spectra of the host-guest complex formed between cavitand 1 with different

guests
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Fig. S12 '"H NMR spectrum of the complex formed between cavitand 1 and excess of cyclohexane in D20

Fig. 513 '"H NMR spectrum of the complex formed between cavitand 1 and excess of methylcyclohexane
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Fig. 514 "H NMR spectrum of the complex formed between cavitand 1 and excess of cyclohexanol in

D20
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Fig. S15 '"H NMR spectrum of the complex formed between cavitand 1 and excess of cyclohexylamine in
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Fig. 516 '"H NMR spectrum of the complex formed between cavitand 1 and excess of

cyclohexanecarboxylic acid in D20
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Fig. 517 '"H NMR spectra of the complexes formed between cavitand 1, Immol + from bottom to top,
excess of methylcyclohexane, cyclohexanecarboxylic acid, and equimolar methylcyclohexane +

cyclohexanecarboxylic acid (1:1) mixture.
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Fig. S18 'H NMR spectra of the complexes formed between cavitand 1, Immol + from bottom to top,

excess of cyclohexane, cyclohexanol, and equimolar cyclohexane + cyclohexanol (1:1) mixture.
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Fig. S19 '"H NMR spectra of the complexes formed between cavitand 1, Immol + from bottom to top,

excess of cyclohexane, cyclohexylamine, and equimolar cyclohexane + cyclohexylamine (1:1) mixture
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Fig. 520 "H NMR spectrum of the complex formed between cavitand 1 and excess of

cyclohexanone in D20
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Fig. 521 '"H NMR spectrum of the complex formed between cavitand 1 and excess of
tetrahydropyran in D20
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Fig. 522 "H NMR spectrum of the complex formed between cavitand 1 and excess of
thiane in D20

14



238 5
aaa 28 8% o o
~ i u ST TT o |
Y (2 | i
l JL L U L LA L
3 d b T 3
o o (2] -~ o
< i - o <
1.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0 -1.0 -2.0 -3.0 -4.0

PPM

Fig. 523 '"H NMR spectrum of the complex formed between cavitand 1 and excess of

trans-1,2-diaminocyclohexane in D20
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Fig. 524 '"H NMR spectrum of the complex formed between cavitand 1 and excess of

trans-1,2-Cyclohexanedicarboxylic acid in D20
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Fig. 525 '"H NMR spectrum of the complex formed between cavitand 1 and excess of
trans-1,2-Cyclohexanediol in D20
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Fig. 526 '"H NMR spectra of the complexes formed between cavitand 1, Immol + from bottom to top, exc

ess of admantane, 1-adamantanol, amantadine, 1-adamantanecarboxylic acid
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Fig. 527 Comparative '"H NMR spectra of the host-guest complex formed between equimolar oxaliplatin

and cavitand 1 in D20, after stand for from bottom to top 1h, 12 h, 24 h, 4 days ,7 days and 10 days
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