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ESI-1. Intermolecular atom-plane and atom-atom distances (Å) of the 3c•butanone complex
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ESI-2. Stereo drawings of the crystal structure of the free host (3g) and the inclusion complex

of 3g•p-xylene.
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ESI-3. Numering sequence of 3c•butanone
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ESI-4. Numering sequence of of the free host (3g) and the inclusion complex of 3g•p-xylene
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ESI-5. Numering sequence of 2h•m-xylene
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ESI-6. X-Ray and PM3 stuctures of the 1:1 complex model of m-xylene and 3h
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X: X-ray
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A 4.435
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A 4.003

ESI-7.  PM3-Calculated Geometry of 3:1 Complex extracted from the inclusion compound 3h

ÅEm -xylene and Comparison of the Interatomic Distance Data between the PM3- and AM1-

Calculated Data and X-Ray Data
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ESI-8. Heats of formationa for the complex formation of 3h•m-xylene calculated by PM3

method

---------------------------------------------------------------------------------------------------------------

compound ∆Hfb ∆∆Hfb

---------------------------------------------------------------------------------------------------------------

m-xylene 4.786 (6.851)

3h 60.082 (100.221)

3h (1 mol) + m-xylene 64.868 (107.072) 0.0

3h (1 mol) •m-xylene 61.232 (106.999) -3.636 (-0.073)

---------------------------------------------------------------------------------------------------------------

a) In kcal/mol. b) AM1 values in parentheses.
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