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Synthetic procedures

Octapodand &

Tetramethyl resorcinarene (0.27 g, 0.50 mmol), mbel8-crown-6 (0.17 g, 0.49 mmol) and,C8; (3.25 g,
10.0 mmol) were suspended in dry acetonitrile (2% wmder nitrogen atmosphere and refluxed for 30
minutes followed by the addition @nitro-N-(2-toluenesulfonyloxyethyl)anilife(1.37 g, 4.07 mmol) in
acetonitrile (15 ml). The resulting yellow suspemsivas refluxed for 40 hours and filtrated with tsore.
The precipitate was extracted with dichloromethane the resulting dichloromethane solution was wdsh
with water, dried over MgS©O and evaporated to dryness. The product was pdrifigth flash
chromatography (Si CHCL:MeOH 9:1 + 0.25 % triethylamine) and recrystallizgom hot acetone to
provide dark orange crystals (0.29 g, 31 %), osalisd in acetone and precipitated from water ¢yiel %).
mp 228-229 °C (crystalline) and 98-100 °C (amousho(Found C, 61.9; H, 5.0; N, 12 @oeHgsN 16024
requires C, 62.1; H, 5.2; N, 12.1%); (500 MHz, [3}]DMSO, 120 °C) 1.33 (d] (H,H) = 7.1, 12H; El5),
3.39-3.48 (br, 8H; OCKLH,N), 3.48-3.57 (br, 8H; OC}H,N), 3.85-3.95 (br, 8H; O&,CH;N), 4.07—
4.16 (br, 8H; O®,CH,N), 4.63 (q.J (H,H) = 7.1, 4H; Ar®{), 6.50 (s, 4H; AH), 6.61 (br s, 4H; At), 6.65
(m, 8H; AH), 6.95 (d2J (H,H) = 8.7, 8H; AH), 7.44 (m, 8H; AH), 7.92 (br s, 8H; M), 7.99 (dd2J (H,H)

= 8.6,"J (HH) = 1.6, 8H; AH); 6c(126 MHz, [D)JDMSO, 120 °C) 19.3 GHs), 29.6 (AICH), 41.8
(OCH,CH:N), 67.0 (GCH,CH;N), 99.8 @rH), 113.6 ArH), 114.8 ArH), 124.4 ArCH), 125.4 ArH), 127.6
(ArH), 131.5 ArNH), 135.4 ArH), 144.3 ArNO;), 153.8 ArOCH,); m/z (ESI-TOF) 1896 (M + K, 18%),
1880 (M + N4, 100), 1858 (M + H 15).

Octapodand 2

Tetraethyl resorcinarene (0.30 g, 0.50 mmol), dibet8-crown-6 (0.19 g, 0.53 mmol) andCO; (1.39 g,
10.0 mmol) were suspended in dry acetonitrile (2% umder nitrogen atmosphere and refluxed for 30
minutes followed by the addition af-nitro-N-(2-toluenesulfonyloxyethyl)aniline (1.37 g, 4.08mwl) in
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acetonitrile (10 ml). The resulting yellow suspemsivas refluxed for 22 hours and filtrated with tsut.
The precipitate was extracted with dichloromethane the resulting dichloromethane solution was wdsh
with water, dried over MgS©O and evaporated to dryness. The product was pdrifigth flash
chromatography (Si©) CHCL:MeOH 9:1 + 0.25 % triethylamine) and recrystallizezom hot acetone to
provide orange crystalline product (0.22g, 23 %)dissolved in acetone and precipitated from wéteid
54 %). mp 195-196 °C (crystalline) and 192-193 &thdrphous); (Found C, 62.5; H, 5.4; N, 11.4.
Cio0H104N16024:0.5(CH),CO requires C, 62.7; H, 5.55; N, 11.5%)(500 MHz, [D6]DMSO, 30 °C) 0.71 (t,
%) (HH) = 7.2, 12H; @l3), 1.77 (m, 8H; @), 3.40-3.48 (m, 8H; OCKH;N), 3.50-3.59 (m, 8H;
OCH,CH;N), 3.87-3.97 (m, 8H; Ol,CH,N), 4.04—4.13 (m, 8H; O&,CH;N), 4.53 (t,] (H,H) = 7.7, 4H;
ArCH), 6.47 (s, 4H; AH), 6.63 (m, 8H; AH), 6.81 (br s, 4H; At), 6.93 (d,J (H,H) = 8.6, 8H; AH), 7.44
(m, 8H; AH), 7.97 (dd;*J (H,H) = 8.6,"J (H,H) = 1.6, 8H; AH), 8.16 (t,°J (H,H) = 5.4, 8H, M); 0(126
MHz, [Dg]DMSO, 30 °C) 12.2CHjs), 28.0 CH,), 35.6 (AICH), 41.9 (OCHCH,N), 66.6 (CGCH,CH,N), 98.4
(ArH), 114.2 ArH), 115.3 ArH), 125.5 ArH), 125.7 ArCH), 126.1 ArH), 131.1 ArNH), 136.4 fArH),
144.8 ArNO,), 154.3 ArOCH,); ); Wz (ESI-TOF) 1953 (M+ K*, 9%), 1936 (M+ Na', 100), 1914 (M + A
14).

Octapodand 3

Tetrapentyl resorcinarene (0.20 g, 0.26 mmol) an@a (0.58 g, 4.20 mmol) were suspended in dry
acetonitrile (20 ml) under nitrogen atmosphere eaftlixed for 15 minutes followed by the addition cef
nitro-N-(2-methanesulfonyloxyethyl)aniline (0.59 g, 2.3thol) in acetonitrile (15 ml). The resulting yellow
suspension was refluxed for 21 hours, filtratedhvaiiction and evaporated under reduced pressuee. Th
residue was suspended in water and extracted dltitodomethane; organic layer was dried over MgSO
and evaporated to dryness. The product was puniitld flash chromatography (S}OCHCL:MeOH 9:1),
dissolved in acetone and precipitated from wateh win addition of NaCl. The resulting bright yellow
powder (0.22 g, 40 %) was filtrated with suctioalried under vacuum. mp 88-91 °C; (Found C, 64,3;
6.0; N, 10.5. G H126N16024 requires C, 64.6; H, 6.2; N, 10.8%);(500 MHz, [DJDMSO, 30 °C) 0.67 (t2J
(H,H) = 6.9, 12H; El5), 1.08 (br s, 24H; 8,), 1.69 (br s, 8H; ArCH8,), 3.35-3.60 (br, 16H; OCIE€H,N),
3.83-3.95 (br, 8H; OB,CH,N), 4.04-4.21 (br, 8H; O&,CH;N), 4.57 (1,3 (H,H) = 7.4, 4H; ArG), 6.48
(br s, 4H; AH), 6.65 (m, 8H; AH), 6.93 (dJ (H,H) = 8.6, 8H; AH), 7.45 (m, 8H; AH), 8.00 (dd®J (H,H)
=8.6,"J (H,H) = 1.6, 8H; AH), 8.15 (br s, 4H; N), 4 ArH’s not visible;d(500 MHz, [D]acetone, 30 °C)
0.77 (t,°J (H,H) = 7.1, 12H; €l5), 1.14-1.38 (m, 24H; 1), 1.86 (m, 8H; ArCHEl,), 3.42-3.66 (br, 16H;
OCH,CH;N), 3.91-4.11 (br, 8H; O&,CH,N), 4.13-4.28 (br, 8H; O,CH,N), 4.71 (t,%J (H,H) = 7.4, 4H;
ArCH), 6.60 (br s, 4H; AH), 6.65 (m, 8H; AH), 6.96 (m, 8H; AH), 7.46 (m, 8H; AH), 8.05 (dd;J (H,H)
=8.6,"J (H,H) = 1.6, 8H; AH), 8.20 (br s, 8H; N), 4 ArH’s not visible;dc (126 MHz, [D}]DMSO, 30 °C)
13.7 CH3), 22.0 CHy), 27.1 CH,), 31.4 CH,), 34.2 (ArCHCH,), 34.7 (AICH), 42.2 (OCHCH:N), 66.5
(OCH,CH;N), 98.6 @ArH), 114.1 ArH), 115.4 ArH), 125.6 ArCH), 126.1 ArH), 131.1 ArNH), 136.4
(ArH), 144.9 ArNO,), 154.3 ArOCH,), one resorcinarene cofgH not visible;dc(126 MHz, [Ds]acetone,
30 °C) 14.4 CH3), 23.5 CHy), 28.7 CH,), 33.0 CH,), 35.8 (ArCHCH,), 36.3 (AICH), 43.5 (OCHCH;N),
68.1 (ACH,CH,N), 115.1 ArH), 116.3 ArH), 127.2 ArCH), 127.3 ArH), 132.9 ArNH), 137.2 ArH),
146.2 ArNO,), 155.9 ArOCH,), resorcinarene corrH’s not visible;m/z (ESI-TOF) 2121 (M + K, 31%),
2105 (M + N4, 100).

Octapodand 4

Tetranonyl resorcinarene (0.70 g, 0.71 mmol), dilbeb8-crown-6 (0.41 g, 1.14 mmol) and,C8; (3.70 g,
11.3 mmol) were suspended in dry acetonitrile (3% wmder nitrogen atmosphere and refluxed for 15
minutes followed by the addition afnitro-N-(2-toluenesulfonyloxyethyl)aniline (1.90 g, 5.64mol) in
acetonitrile (15 ml). The resulting yellow suspemsiwas refluxed for 44 hours, filtrated with suatiand
evaporated under reduced pressure. The residusugpended in water and extracted with dichloronmetha
organic layer was dried over Mgg@nd evaporated to dryness. The product was pdrifigh flash
chromatography (Si CHCL:MeOH 9:1), dissolved in acetone and precipitatethfwater with an addition
of NaCl. The resulting bright yellow powder (1.062, %) was filtrated with suction and dried undacwum.
mp 69-70°C; (Found C, 66.8; H, 6.9; N, 9.3:4H160N16024 requires C, 66.65; H, 7.0, N, 9.7%);(500
MHz, [Dg]DMSO, 30 °C) 0.78 (t2J (H,H) = 7.2, 12H; @l3), 0.99-1.21 (m, 56H; 1&,), 1.67 (m, 8H;
ArCHCH,), 3.37-3.58 (br, 16H; OGHEH,N), 3.85-3.96 (br, 8H; OK,CH,N), 4.05-4.23 (br, 8H;
OCH,CH;N), 4.57 (t3 (H,H) = 7.4, 4H; Ar®), 6.48 (s, 4H; AH), 6.64 (m, 8H; AH), 6.94 (d.2J (H,H) =
8.3, 8H; AH), 7.45 (m, 8H; AH), 7.99 (dd2J (H,H) = 8.6,] (H,H) = 1.6, 8H; AH), 8.16 (br s, 8H; N),
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resorcinarene core Aroverlapps with A at 6.64 ppmgy (500 MHz, [Ds]acetone, 30 °C) 0.85 @) (H,H)
= 7.0, 12H; ®i3), 1.12-1.33 (m, 56H; &), 1.87 (m, 8H; ArCHEl,), 3.45-3.68 (br, 16H; OCGIEH,N),
3.92-4.10 (br, 8H; OB,CH,N), 4.15-4.27 (br, 8H; O&,CH;N), 4.72 (1,3 (H,H) = 7.4, 4H; ArGi), 6.61
(br s, 4H; AH), 6.66 (m, 8H; AH), 6.83 (br, 4H; AH) 6.96 (d,*J (H,H) = 9.1, 8H; AH), 7.47 (m, 8H; AH),
8.05 (dd,%J (H,H) = 8.6, (H,H) = 1.6, 8H; AH), 8.20 (br s, 8H; N); 6c(126 MHz, [D;]DMSO, 30 °C)
13.8 CH3), 21.9 CH,), 27.3 CH,), 28.6 CH,), 28.9 CH,), 29.0 CH,), 29.2 CH,), 31.2 CH,), 34.1
(ArCHCH,), 34.9 (AICH), 41.9 (OCHCH_N), 66.5 (GCH,CH;N), 114.1 ArH), 115.4 ArH), 125.6 ArCH),
126.1 @ArH), 131.1 ArNH), 136.4 ArH), 144.9 ArNO,), 154.3 ArOCH,), resorcinarene corArH’s not
visible; 6c(126 MHz, [Di]acetone, 30 °C) 14.4CHs), 23.4 CH,), 29.0 CH,), 30.4 CH,), 30.5 CH,) 30.7
(CHy), 30.8 CHy), 32.7 CH,), 35.8 (ArCHCH,), 36.3 (AICH), 43.5 (OCHCH;N), 68.1 (GCH,CH,N),
115.1 @rH), 116.3 ArH), 127.2 ArCH), 127.3 ArH), 132.9 ArNH), 137.2 ArH), 146.2 ArNO,), 156.0
(ArOCH,); resorcinarene corrH'’s not visible; m/z (ESI-TOF) 2345 (M+ K, 32%), 2329 (M + N3 100).

Octapodand 5 procedure A

Tetra-1-decenyl resorcinarén@®.47 g, 0.45 mmol), dibenzo-18-crown-6 (0.26 g,;30mmol) and GEO,
(2.38 g, 7.29 mmol) were suspended in dry aceitm{t8B0 ml) under nitrogen atmosphere and reflufad
15 minutes followed by the addition ofnitro-N-(2-toluenesulfonyloxyethyl)aniline (1.28 g, 3.81ml) in
acetonitrile (20 ml). The resulting yellow suspemsivas refluxed for 24 hours, filtrated with suotiand
evaporated under reduced pressure. The residusugpended in water and extracted with dichloronmetha
organic layer was dried over Mgg@nd evaporated to dryness. The product was pdrifigh flash
chromatography (Si§) CHClL:MeOH), dissolved in acetone and precipitated fvgater with an addition of
NaCl. The product was filtrated with suction anéedrunder vacuum at 60 °C to provide glassy oraudjel
(0.57 g, 53 %). mp 56-5&; (Found C, 67.4; H, 6.9; N, 9.5,4H150N160,4 requires C, 67.3; H, 6.85; N,
9.5%); 4(500 MHz, [B;]DMSO, 30 °C) 0.93-1.16 (m, 40H;H3), 1.21 (m, 8H; El,), 1.67 (m, 8H;
ArCHCH,), 1.90 (m, 8H; E1,CH=CH,), 3.42 (br, 8H; OCKCH,N), 3.52 (br, 8H; OCKICH,N), 3.90 (br, 8H;
OCH,CH;N) 4.11 (br, 8H; OE,CH;N), 4.57 (1,°J (H,H) = 7.3, 4H; Ar®), 4.85-4.93 (m, 8H; CH=@,),
5.71 (m, 4H; G1=CH,), 6.48 (br s, 4H; AH), 6.64 (m, 8H; AH), 6.93 (dJ (H,H) = 8.5, 8H; AH), 7.45 (m,
8H, ArH), 7.99 (dd,3J (H,H) = 8.6,%J (H,H) = 1.6, 8H; AH), 8.16 (br, 8H, M), resorcinarene core Ar
overlaps with AH at 6.64 ppmpn(500 MHz, [Ds]acetone, 30 °C) 1.14-1.35 (m, 48HH44}, 1.87 (m, 8H;
ArCHCH,), 1.99 (m, 8H; €,CH=CH,), 3.46-3.64 (br, 16H; OC}&H,N), 4.02 (br, 8H; OE€,CH,N), 4.21
(br, 8H; OGH,CH,N), 4.72 (t,°] (H,H) = 7.5, 4H; Ar®), 4.86-4.98 (m, 8H; CH=,), 5.75 (m, 4H;
CH=CH,), 6.61 (br s, 4H; AH), 6.66 (m, 8H; AH), 6.83 (br, 4H; AH), 6.96 (d,’J (H,H) = 8.6, 8H; AH),
7.46 (m, 8H; AH), 8.05 (dd?J (H,H) = 8.6,°J (H,H) = 1.6, 8H; AH), 8.21 ppm (br s, 8H; N); 6c(126
MHz, [Dg]DMSO, 30 °C) 27.4 CH,), 28.2 CH,), 28.4 CH,), 28.8 CH,), 29.0 CH,), 29.2 CH,), 33.1
(CH,CH=CH,), 34.2 (ArCHCH,), 34.8 (AICH), 42.0 (OCHCH;N), 66.6 (CCH,CH;N), 114.1 (CH£H),),
114.3 @rH), 115.4 ArH), 125.6 ArCH), 126.1 ArH), 131.1 ArN), 136.4 ArH), 138.6 CH=CH,), 144.9
(ArN), 154.3 ArOCH,), resorcinarene comrH's not visible;dc(126 MHz, [D]acetone, 30 °C) 29.0CH,),
29.8 CH,), 30.1 CH,), 30.4 CHy), 30.6 CH,), 30.8 CH,), 34.5 CH,CH=CH,), 35.8 (ArCHCH,), 36.3
(ArCH), 43.5 (OCHCH;N), 68.1 (GCH,CHN), 114.6 (CH€H,), 115.1 ArH), 116.3 ArH), 127.2 ArCH),
127.3 @rH), 132.9 ArNH), 137.2 ArH), 139.9 CH=CH,), 146.2 ArNO,), 156.0 ArOCH,), resorcinarene
coreArH’s not visible; m/z (ESI-TOF) 2394 (M+ K*, 38%), 2378 (M+ Na, 100).

Octapodand 5 procedure B

Tetra-1-decenyl resorcinarene (0.20 g, 0.19 mmud) €CO; (0.43 g, 3.10 mmol) were suspended in dry
acetonitrile (30 ml) under nitrogen atmosphere eaftlixed for 15 minutes followed by the addition af
nitro-N-(2-methanesulfonyloxyethyl)aniline (0.43 g, 1.7énhol) in acetonitrile (10ml). The resulting yellow
suspension was refluxed for 46 hours, filtratedhvaiction and evaporated under reduced pressuge. Th
residue was suspended in water and extracted witilodomethane; organic layer was dried over MgSO
and evaporated to dryness. The product was punfigd flash chromatography (SOCHCkL:MeOH),
dissolved in acetone and precipitated from watahwin addition of NaCl. The resulting bright yellow
powder (0.30 g, 65 %) was filtrated with suctiom aied under vacuum, mp 7577 °C.
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1H NMR spectrum of 1 in [D6]DMSO at 120 C
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1H, 13C HMBC spectrum of 1 in [D6]DMSO at 120 C
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1H NMR spectrum of 2 in [D6]DMSO at 30 C
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1H, 1H COSY spectrum of 2 in [D6]DMSO at 30 C
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1H NMR spectraof 3at30C
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13C NMR spectrum of 3 in [D6]acetone at 30 C
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1H NMR spectra of 4 at 30 C
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13C NMR spectrum of 4 in [D6]DMSO at 30 C
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1H NMR spectra of 5 in [D6]DMSO at 30 C
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1H NMR spectra of 5 in CDCI3
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1H NMR spectra of 1 in CDCI3
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1H, 1H COSY spectrum of 1 in CDCI3 at -30 C @[N02 OoN j@a
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Figure 1. 1D NOE spectra dfin CDCk at -30 °C; 55 ms, 61.9 dB irradiation at a resoadinequency marked with an asterisk. Negative N@E1 each
resonance is indicated in a scheme, blue and redlyphings are magnetically non-equivalent.
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13C NMR spectra of 1-56in CDCI3 at 30 C

b e

2 ——
A " ,/L.k J ol R
3
4 4
5
I T I I T T I T T T T T T T T I T 1
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

S18



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2010

4 2
NO, ON

454 @3103-104 101-102 1©3540
NH HN

83-88 59-64

P K‘M e Hg,l
60 6 04
113-114 ) 58 107-108

O,N  HN O ia NH  NO,
14 13_\_28 e O—/_7 8

43

o e 0
16 15 5 8
O,N  HN /m = CRRTEANY NO,

50
15116 B 180 020 105-106
15-20

66~ 65 73 -

91-96 9 1" 51-56

NH HN
NO, ON

108-110 111-112

1: R=-CHj;

4
NO,
+054 @[ 103-104
3
NH

G
oN HN—/_27 2

78
H 7 6o 70
e L,
O . 107-108
R

4 2
NO, O,N

. @[3103-104 101-102 1]@ 944
NH HN

87-92 63-68

46
Has 37H 58
60 16 04
113114 % - 107-108

O;N HN O 13 NH  NO,
14 13_\_25’ B, < O_/_T 8

61

o] (0]
off Wi/ = 1 \_fH  No,
115%@ 94 e %0 64 @105-10@
1520
7[\) 69 7 k'm
95-100 9 1 55-60
7176 @10 12]@ 7984
NO, ON
109110 111112

2: R=-CH,CHj

4
NH NO.
13 2
O_/_7 8
93

813

85

° 6
W\ NO,

126 86
115116 -
180 020 103106
15-20
102 101 108 110

127-132 9

NH
103-108 @E
10
NO,

108-110

8§7-92

HN!!
12:@ 11-116
O,N

11-112

5: R = -(CH)gCH=CH,

Figure 2. Full crystallographic numberingpf2 and5.

Details of X-ray structure analysis

Structure 1A: Amine hydrogens H1IN, H3N, H5N, H7N, HON, H13N aHd5N were located from the
difference Fourier map. DFIX was used for aminerbgeén H15N.

Structure 1B: Disordered nitroaniline rings over two positioifst7, C59—C64, N8, 057, 058) with site
occupancy of A:B = 0.5:0.5, (N13, C83-C88, N14, (0534) with site occupancy of A:B = 0.7:0.3, (C89-
C90) with site occupancy of A:B = 0.5:0.5 and (NC®1-C96, N14, O55, O56) with site occupancy of A:B
= 0.6:0.4, which cause five checkCIF A-level aleAsine hydrogens H1IN, H3N, H5N, HON and H11N
were located from the difference Fourier map. Réstr EXYZ, EADP and SADI were used for the
disordered part; disordered benzene rings weretreomsd using AFIX. DFIX was used for amine
hydrogens H1N, H3N, H5N, HON and H11N.

Structure 2A: Disordered C34 over two positions with site oaugy of A:B = 0.7:0.3. Amine hydrogens
H1IN, H7N, HON and H11N were located from the diéfere Fourier map. Restrain SADI was used for
amine hydrogens H1N, H7N, HON and H11N. Benzeng 1@87-C92 was constrained using AFIX.
Residual electron density is located around side @27 with Q1 next to O116 but reasonable disorder
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model could not be constructed. Large atomic despteent parameters of the nitroaniline side armsecau
checkCIF A-level alert.

Structure 2B: Disordered nitroaniline ring (N7, C63—C68, N8,0D®51) with site occupancy A:B = 0.6:0.4,
which causes a checkCIF A-level alert. Amine hyeérmgH3N, H5N, H11N, H13N and H15N were located
from the difference Fourier map. Restrain SADI wasd for amine hydrogens H3N, H5N, H11N, H13N
and H15N. Restrain SADI was used for the disordgrad of the molecule; disordered benzene ring was
constrained using AFIX.

Structure 2C: Amine hydrogens H1N, H3N, H5N, H7N, HION, H11N, HlLand H15N were located from
the difference Fourier map. SQUEEZmas applied to remove residual electron densitised by badly
disordered nitromethane molecule.

Structure 2D: Amine hydrogens H1N, H3N, H5N, H7N, HON, H13N, HN and H15N were located from
the difference Fourier map. SQUEEZE was appliedetaove residual electron density caused by diffuse
water molecules. Restrain SADI was used for all neminydrogens. Disordered acetonitrile over two
positions with site occupancy of 0.8:0.2. ConstiaXlYZ, EADP and DFIX were used for the disordered
part. Residual electron density around the disedlacetonitrile molecule.

Structure 5A: Data completeness was 70 % due to poorly diffigatrystal. Disordered C33—C34 over two
positions with site occupancy of A:B = 0.5:0.5,atdered nitroaniline ring (N13, C19-C24, N14, O0C34)
with site occupancy of A:B = 0.5:0.5. Restrains SAMINd SADI were used for the disordered part. DFIX
was used for C32-C38, C45—-C48, C55—-C58, C65—-Ca8.quality of the crystal and disorder cause several
checkCIF A-level alerts.

Table 1. Orientation of sidearm nitrogroups. ‘Orgfers to the direction outwards the resorcinaresadty and ‘in’
towards the cavity.

Structure 04 06 011 013 018 020 025 027
1A out out horizontal horizontal out vertical down dow
1B vertical  vertical  down vertical vertical  vertical  verticdl verticaf
2A in vertical down up vertical out up up

2B vertical vertical down vertical vertical vertical up up

2C vertical vertical down down vertical vertical up up
2D vertical vertical down down vertical vertical up up
5A in in up up out out up up

#disordered benzene ring

Table 2. List of intermolecular hydrogen bonds viitind lengths (D-A) in &ngstroms.

Structure D-A/A D-A/A D-A/A

1B N5-0105 / 3.024(5)

2A N3-0103/ 3.421(6) N5-0200 / 3.127(7) N15-0109 / 3125(7)
2B N5-0105 / 3.074(8) N15-0200 / 3.091(8)

2C N5-0105 / 3.038(5)

2D N5-0105 / 3.031(4) N15-O50A / 3.107(5)
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Table 3.z-w interactions between aromatic rings.

Structure intermolecular intermolecular intramolecular
face-to-face edge-to-face face-to-face

1A C75-C80---C1-C6 C51-C56---C22-C27
C59-C64---C67-C72
C35-C40---C43-C48

1B C35-C40---C35-C40 C75-C80---C67-C72 C43-C48---C67-C72
C59-C64---C83-C88---C51-C56---C91-C96

2A C39-C44---C79-C84 C47-C52---C71-C76
C63-C68---C87-C92.--C55-C60---C95-C100

2B C39-C44.---C39-C44 C71-C76---C39-C44
C47-C52---C79-C84 C79-C84---C71-C76
C63-C68---C87-C92---C55-C60---C95-C100

2C C39-C44---C39-C44 C71-C76---C39-C44
C47-C52---C79-C84 C79-C84---C71-C76
C55-C60---C95-C100---C63-C68---C87-C92

2D C39-C44---C39-C44 C71-C76---C39-C44
C47-C52---C79-C84 C79-C84---C71-C76
C63-C68---C87-C92---C55-C60---C95-C100

5A C71-C76---C103-C108
C79-C84---C111-C116

References

1 K. Salorinne, D. P. Weimann, C. A. Schalley and\&sinenEur. J. Org. Chem., 2009, 6151-6159.

2 K. Helttunen, P. Prus, M. Luostarinen and M. Mies,New J. Chem., 2009 33, 1148-1154.

3 P. Van der Sluis and A. L. Spéicta Crystallogr. , Sect. A: Found. Crystallogr., 1990 A46, 194-201.

S22



