© 1999 American Chemical Sdciety, Org. Lett., Saito 019902125 Supporting Info Page 1

General. 'H NMR and !3C NMR spectra were recorded on a Bruker AM-300 and a
Bruker DRX-600 spectrometers. The chemical shifts were measured relative to
residual non-deuterated solvent resonances or TMS. Fast Atom Bombardment (FAB)
mass-spectra were obtained with a VG ZAB-VSE double focusing high resolution
mass spectrometer equipped with a cesium ion gun; m-nitrobenzyl alcohol (NBA) was
used as a matrix. For high-resolution mass spectral data (HRMS-FAB), for
compounds with molecular weight < 500, the measured masses always agreed to < 5
ppm with the calculated values. For compounds with significantly higher molecular
weight (> 2000), lower resolution was achieved. Matrix-assisted laser
desorption/ionization (MALDI) mass spectrometry experiments were performed on a
PerSeptive Biosystems Voyager-Elite mass spectrometer with delayed extraction,
using 2,5-dihydroxybenzoic acid (DHB) as a matrix. FTIR spectra were recorded on a
Perkin Elmer Paragon 1000 PC FT-IR spectrometer. Silica gel chromatography was
performed with Silica Gel 60 (EM Science or Bodman, 230-400 mesh). All
experiments with moisture- or air-sensitive compounds were performed in anhydrous
solvents under a nitrogen atmosphere
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IH-NMR (GOOMHZ, CDCls, 9): 7.31(s, 2H), 7.01(s, 2H), 6.78(s, 2H), 6.05(s, 2H),
5,80(m, 4H), 5.00(d, 4H, J=18Hz), 4.94(d, 4H, J=18Hz), 4.12(brd, 4H, J-7.2Hz),
2.02(m, 8H}, 1.87(m, 4H}, 1.73(m, 4H}, 1.35(s, 36H), 1.16(s, 36H), 1.4~1.2(m, 48H);
13C-NMR(150MHz, CDCl3, 8): 176.6, 176.2, 149.0, 146.2, 139.5, 134.8, 129.2, 127.7,
126.3, 117.0, 116.5, 114.5, 39.7, 39.4, 38.8, 35.0, 34.1, 30.6, 30.0, 29.9, 29.5, 29.3,
29.1, 27.6, 27.4; IR(cm!): 3075.7, 2974.5, 2927.7, 2854.6, 1754.5, 1480.0, 1463.0,
1396.5, 1367.7, 1271.1, 906.32, 733.36

mono epoxide (3)
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IH-NMR(600MHz, CDCI13, 3): 7.34(s, 2H), 6.97(s, 2H), 6.63(s, 2H), 6.04(s, 2H), 5.91(m,
3H), 4.97(m, 3H), 4.92(brd, 3H, J= 10Hz), 4.19(brd, 4H, J=12Hz), 2.88(m., 1H),
2.73(brt, 1H, J=5.0Hz), 2.45(dd, 1H, J=2.8, 5.0 Hz), 2.04(m, 8H), 1.88 (m, 4H),
1.72(m, 4H), 1.39(s, 36H), 1.16(s,36H), 1.4~1.1(m, 48H); IR(cm'!): 2974.6, 2928.5,
2855.0 1754.2, 1480.0, 1463.3, 1396.7, 1367.8, 1271.1, 1113.7 1028.5, 906.1,
757.5; MS(HRMS-FAB) m/Z 1862.0896 ([M+Cs]+, caled. For Cl08HI160017Cs =
1862.0710 error 10.0 ppm)
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lH-NMR(6OOMHZ, CDClL, §); 7.31(s, 2H), 6.96(s, 1H), 6.95(s, 1H), 6.64(s,1H),
6.63(s,1H), 6.05(s, 1H), 6.04(s, 1H), 4.17(m, 4H), 3.61(m, 2H), 3.37(m, 1H), 1.88(m, 4H),
1.72(m, 4H), 1.38(s, 36H), 1.15(s, 36H), 1.3~1.1(m, 62H), 0.86(t, 9H, J=7.0Hz); IR(cm}):
2927.1, 2854.5, 17544, 1480.0, 1464.4, 1396.6, 1271.0, 1113.7, 757.3; MS(HRMS-FAB)
n/Z 1886.1481 ([M+Cs]+, caled. For CiosH630,5Cs, 1886.1285, error 10.4 ppm)
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'H-NMR(6OOMHZ CDCl;, 8): 7.31(brs, 2H), 6.97(s, 1H), 696(s 1H), 6.64(s, 1H), 6.63(s,
1H), 6.05(brs, 2H), 4.18(brd, 4H, J= 11.5Hz), 3.58(t, 2H, J=6.7Hz), 1.87(m, 4H), 1.72(m,
4H), 151(m 2H), 1.38(s, 36H), 1.3~1.1(m, 60H), 1.20(s, 36H), 0.86(t, 9H, J=7.0Hz);
IR(cm’ ) 2959.1, 2928.1, 2855.0, 2256.5, 1753.4, 1479.9, 1463.3, 1397.1, 1368.6, 1271.3,
1116.8, 1028.6, 909.0, 734.6; MS(HRMS-FAB): m/Z 1856.1043 ([M+Cs]+, caled. For
C107H165017CS, 1856.1179, error 7.3 ppm) . B

TBDMS- ether
QOPv

PVO pvo \/\/OPV oPv
C C
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OTBDMS
'H- NMR(GOOMHZ CDCl3, 8); 7.31(s, 2H), 6.97(s, 2H), 6.64(s, 2H), 6.05(s, 2H), 4.19(brd,
4H, J=5.6Hz), 3.57(t, 2H, J=6.4Hz), 1.87(m, 4H), 1.73(m, 4H), 1.48(m, 2H), 1.38(s, 36H),
1.3~1.1(m, 60H), 1.15(s, 36H), 0.86(m, 18H), 0.0(s, 6H); IR(cm1): 2958.1, 2928.6, 2855.4,
1752.5, 1479.9, 1463.7, 1397.0, 1368.7, 1271.2, 1117.3, 1028.5, 908.9, 734.7, 648.2;
"MS(HRMS-FAB) m/Z 1970.2245 ([M+Cs]+, caled. For C|3H500:7SiCs, 1970.2044, error

10.2 ppm)
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TBDMS-Octol (4a)
H H

4a R =TBDMS

CqoH.
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'H- -NMR(300MHz, CDCl3, 8); 9.8~9.2 (br, 8H), 7.15(s, 4H), 606(8 4H), 4.28(br, 4H),
3.58(br, 2H), 2.6~0.7(m, 88H), 0.02(s, 6H)
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lH-NMR(3OOMHZ CDCl;, 8); 7.28(s, 2H), 6.92(s, 2H) 6.62(s, 2H), 601(s 2H), 4.63(s,
2H), 4.15(br, 4H), 3.7~3.4(m, 4H), 2.0~0.8(m, 82H)

EOM-Octol (4b)
H

CioHzy C1oH21 (CHz)s

CqoH
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'H-NMR(300MHz, CDCls, &); 9.7~9.2(br, 8H), 7l4(s 4H), 603(s 4H), 4.61(s, 2H),
4.22(s, 4H), 3.6~3.35(m, 4H), 2.4~0.7(m, 82H)

Oct-NO2 (a)
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C
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ﬁ“z)s /) \\ 2 B(CH2)B

'H-NMR (300MHz, CDCl;, 9); 771(5 4H), 7.63(s, 4H), 7.20~6.85(m, 6H), 6.19(s, 2H),
5.86~5.71(m, 4H), 5.00~ 490(m 8H), 4.00~3.85(m, 4H) 2.20~1.80(m, 16H), 1.60~1.05(m,
48H)
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'H.NMR(300MHz, CDCl;, 5); 9.88(s, 4H), 9.06(s, 4H), 7.74, 4H) 7.4~7.1(m, 12H),
5.7(m, 8H), 4.90(m, 8H), 2.5~0.6(m, 184H)

R= n-C7H15 Rl

‘ mono-epoxide (9)
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'H-NMR(300MHz, CDCl3, 95); 9.89(s, 4H) 906(5 4H), 7.74(s, 4H), 7.4~7.1{m, 12H),
5.72(m, 7H), 4.94(m, 6H), 2.90(m, 1H), 274(brt 1H, J=4.6Hz), 2. 5~O 8(m, 200H)

‘Mono-primary alcohol (5)
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OHHIN kO“mnH———N-k
34
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R= n-C7H15

|
CH
C10H§:0H21. (6H2)9
'H-NMR(300MHz, CDCly, ) 9.88(s, 4H). 9.05(s, 4H), 7.74(s, 4H), 7.3~ ~7.2(m, 12H),
574(m 4H), 3.65(brt, 2H, J= 70HZ) 2.6~0.8(m, 199H)
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Self complementary cavitand (7)

R \(R R R
R/ _HwvOx{ _H
\\0 2 N HR o NR qu{‘, H\‘OJN- Hiuo
H\‘N \/ F 4 kR

O H=N .H'Nko"”“"H—/‘-—N
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TH-NMR(600MHz, CDCls, 8); 9.90(8, 4H), 9.08(s, 4H), 7.72(s, 4H), 7.30(s, 4H), 7.24(s,
4H), 7.23(s, 4H), 5.77(m, 4H), 5.32(br, 1H), 4.08(t, 2H, J=6.7Hz), 2.6~0.8(m, 218H);
MALDI-HRMS m/Z 2731.8798 ([M+Na]*, calcd. For CiegHz240NgOisNa, 2731.8692,

error 3.9 ppm)
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'H-NMR(CDCI3)
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R=nCHys

'H-NMR(d-p-xylene)
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