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Supplementary data for the Molecular dynamics simulation chapter.

Table S1 Average energies (kcal/mol) for the complexes of 12 and 17 with chloride and
dihydrogenphosphate in chloroform and acetonitrile.

chloroform acetonitrile

12 (XXXX) 17 (DDDD) 12 (XXXX) 17 (DDDD)
CI  H,PO, CI'  H,PO, CIF H,PO, CIT HPO,

Macrocycle MC

Emc.complex 241.5 2455  -72.7 -89.3 2434 2433 -71.8 -88.0
Ewc, free 191.3 191.3 -142.8  -142.8 247.2 2472 -100.0 -100.0
lons

Ex- complex -82.4 -81.1 -82.2 -80.8
Ex-free -82.5 -82.5 -82.8 -82.8
EBa complex 95.7 95.2 94.7 95.3 959 957 952 95.2
Eteafree 95.5 95.3 95.5 95.3 952 96.7 952 96.7

Interaction energies

AEinteract,Mc_x,complex -121.2 -101.4  -145.2 -110.1 -126.8 -102.1 -146.7 -113.3
AEinteract,Mc_TBA,complex -26.9 -29.4 -21.4 -19.9 -7.7 0.0 -1.8 -2.5
AEinteractx~_tba,complex -44.7 -43.5 -52.8 -52.8 -14.9 -0.4 -5.1 -7.4
AEinteractx~_tba,free -70.4 -71.2 -70.4 -71.2  -23.7 -15.2  -23.7 -15.2
ZEotal, complex 1443 84.0 -1975 -257.9 189.8 154.3 -130.3 -196.7

ZE otal free 216.4 132.9 117.7 -201.2 318.7 2458 -285 -101.3
AEotal,complex-free -72.1 -48.9 -79.8 -56.7 -128.8 -91.5 -101.8 -95.4




Figure S1 Minimized average structures of the complexes of 12 and 17 with chloride (top)
and dihydrogenphosphate (bottom) in chloroform. Nonpolar hydrogen atoms have been
omitted.
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Figure S2 RESP charges and AMBER atom types for dihydrogenphosphate.



Supporting information for the synthetic chapter.

The NMR spectra of the tetramers.



Tetramer 12 (XXXX) DMSO-d6, 120°C

*** Current Data Parameters ***
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*** Acquisition Parameters ***

BF1 :400.1300000 MHz

DATE_t 08:46:28
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Tetramer 13 (XXXD), ) DMSO-d6, 120°C

*** Current Data Parameters ***

NAME
EXPNO

EIITT—
¥8ZE'T

EVLET
¢8LET A=

8867'C —— =

5
\5\
PROCNO 1

BRUKER

00659
9v09'9
€679'9 —
€188'9

¢/88'9 A
62069
11069
€49¢6'9
6916'9
¥896'9
€ece’L
¢8ee’L
eIV,
€065,
¥508°L
6528,
2898,
1298°L
Tv06°L

L

Y€¢56 —
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Tetramer 14 (XDXD)

*** Current Data Parameters ***
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*** Acquisition Parameters ***

BF1 :400.1300000 MHz

DATE_t 08:18:19
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*** 1D NMR Plot Parameters ***
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Tetramer 15 (XXDD) DMSO-d6

*** Current Data Parameters ***
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Tetramer 16 (XDDD) ) DMSO-d6, 120°C

*** Current Data Parameters ***
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*** Acquisition Parameters ***
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*** 1D NMR Plot Parameters ***
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Tetramer 17 (DDDD) DMSO-d6
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BF1 :300.1300000 MHz
SOLVENT Solvent ?
*** 1D NMR Plot Parameters ***
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