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Supplementary data
Table 1 IR data ( / cm-1 ) and assignment of the urea monomer 1 and urea dimer 1·C6H6·1.
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‡: Intensities of model substances; *: The CH-aryl (1) CH-aryl (4) ratio is 2:1. The overall CH-aryl ratio is CH-aryl (1): CH-aryl (4): CH-aryl (benzene): 2:1:3

combination tone: characteristic combination tone for a tetrasubstituted benzene

vs = very strong, s = strong, m = middle, w = weak, vw = very weak, sh = shoulder

Rel. Int.: Estimated relative intensities of the members of a cluster (Transmission %)

Nr.: Numbering scheme

Table 2 IR data ( / cm-1 ) and assignment of the urea monomer 1 and urea dimer 1·C6H12·1.
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‡: Intensities of model substances; *: The CH-aryl (1) CH-aryl (4) ratio is 2:1.

**The Wilson model is used to assign the aryl ring vibrations.

combination tone: characteristic combination tone for a tetrasubstituted benzene

vs = very strong, s = strong, m = middle, w = weak, vw = very weak, sh = shoulder

Rel. Int.: Estimated relative intensities of the members of a cluster (Transmission %)

Nr.: Numbering scheme (see below)

Table 3 IR data and assignement ( / cm-1; T = 293 K) of model substances for the vibrational analysis of the urea dimers (vs = very strong, s = strong, m = middle, w = weak, vw = very weak, sh = shoulder).
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503 m
574 vs
778 w
780 m
(1

1230 vs
1296 s
3052 w
3081 sh
(2


314 w
1310 vw
1318 w
(3

720 s
675 vw
712 vw
727 w
(4


170 w
946 w
937 w
(5


385 m
438 vw
424 vw
(6a


516 w
628 w
636 sh
(6b


932 vw
1217 w
1208 w
(7a

944 s
961 m
3003 w
3005 w
(7b

1587 vs
1615 s
1613 vs
1616 s
(8a


1581 w


(8b



1189 w
1175 w
(9a


280 m


(9b


233 s
859 w
853 w
(10a





(10b

869 s
856 w


(11

770 s
721 w
654 vw

(12

1130 vs
1146 m
1273 s
1290 m
(13

1250 vw
1206 w
1330 vs
1309 s
(14


204 w


(15

456 w
479 vw


(16a
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547 m
510 m
506 s
(16b

886 vw
878 w


(17a



829 vs
827 m
(17b

1062 m
1120 vw
1022 m
1019 m
(18a


1150 m
1121 w
1120 w
(18b

1505 s
1486 w
1520 vs
1517 s
(19a

1424 sh
1408 w
1463 s
1449 m
(19b

3075 sh
3012 s
3076 m
3037 m
(20a

3010 vw
3037 m

2998 m
(20b







2968
2962

2948
2973

2951
2975

2959
(as CH3

2920

2842
2918
2927

2872
2933

2912

2852
(s CH3

1465

1008
1454

1034
1449

1047
1449

1055
as CH3

1388

1332
1379

1346
1386

1373
1377
s CH3
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Fig. 1
The 1H NMR spectrum of the complex 1·C6H6·1 in cyclohexane-d12. The signal of an included benzene (•) and signals which are found in the solvent (*) are indicated.
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Fig. 2 
The 1H NMR spectrum of the 1·C6H12·1 complex in cyclohexane-d12. The signal of an included cyclohexane (•) and signals which are found in the solvent (*) are indicated.
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