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Supplementary Data:

[2]Rotaxane molecular shuttles employing 1,2-bis(pyridinium) ethane binding sites and dibenzo-24-crown-8 ethers
Stephen J. Loeb* and James A. Wisner
Table SD-1.  A summary of 1H NMR chemical shifts for the dipyridinium “axles”, DB24C8 ‘wheels’ and [2]rotaxane molecular shuttles in this study.

Table SD-1.  A summary1 of  1H NMR chemical shifts ( ppm, MeCN-d3, 300 K) and shift changes () for the 1,2-bis(pyridinium) “axle” and DB24C8 ‘wheel’ portions of all components.


Compounds

Protons2
DB24C8
4
5
7
8

a
-
1.32
1.33 (+0.01)
1.32
1.34 (+0.02)

b
-
7.56
7.57 (+0.01)
7.56
7.59 (+0.03)

c
-
7.45
7.47 (+0.02)
7.45
7.50 (+0.05)

d
-
5.80
5.81 (+0.01)
5.80
5.83 (+0.03)

e
-
8.98
9.00 (+0.02)
8.99
9.01 (+0.02)

f
-
8.42
8.28 (-0.14)
8.43
8.28 (-0.15)

g
-
8.48
8.35 (-0.13)
8.48
8.28 (-0.20)

h
-
9.00
9.22 (+0.22)
8.99
9.28 (+0.29)

i
-
5.27
5.48 (+0.21)
5.28
5.55 (+0.27)

j
-
5.27
5.48 (+0.21)
5.28
5.55 (+0.27)

k
-
9.00
9.22 (+0.22)
8.99
9.28 (+0.29)

l
-
8.53
8.35 (-0.19)
8.51
8.28 (-0.23)

m
-
-
-
8.51
8.28 (-0.23)

n
-
-
-
8.94
9.12 (+0.18)

o
-
-
-
5.19
5.35 (+0.16)

p
-
-
-
5.10
5.28 (+0.18)

q
-
-
-
8.60
8.83 (+0.23)

r
-
-
-
8.09
8.06 (-0.03)

s
-
-
-
1.42
1.38 (-0.04)

1
6.91
-
6.49 (-0.42)
-
6.54 (-0.37)

2
6.91
-
6.68 (-0.23)
-
6.69 (-0.22)

1 Previous results have shown that the complexation shifts for crown ether methylene resonances are significant but it was not possible to identify individual resonances in these systems. 2 Aromatic crown protons are numbered and 'axle' protons are designated by letters. See diagrams (page SD-3) for reference.
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