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Figure S1 '"H-NMR spectra for a) DB3-Cyc, b) DB3-2MeCyc, ¢) DB3-:3MeCyc, d) DB3-4MeCyc,

and e) S4-4MeCyc.

T
25

T
20

15

20

15



"DB 3 " 10 1 "CiL i 3cy 10" “eyclonexanone rerun” 10 1L [[e: sty eerun_tov ]

|

LI .

15 10 5 0 [ppm]

Figure S2 Stacked 'H-NMR spectra for DB3-Cyc (blue), DB3 host alone (red) and Cyc (olive green).




Table S1 G:G percentages and K values obtained in the various molar concentrations of binary guests involving DB3.

Cyc/2MeCyc Cyc/3MeCyc Cyc/4MeCyc 2MeCyc/3MeCyc 2MeCyc/4MeCyc 3MeCyc/4MeCyc
Molar Go:G K Molar Go:G K Molar G, G K Molar GG K Molar GG K Molar GG K
conc) conc) conc) of g conc) of conc) of conc) of

of of 4MeCyc 2MeCyc 4MeCyc 4MeCyc

Cyc Cyc

80 90.6 24 80 94 3.9 20 16 1.3 80 84.1 1.3 20 26.1 1.4 20 29.5 1.7
60 717 2.3 60 855 39 40¢ 33.9 1.3 60 64.9 1.2 40 49.0 1.4 40 55.7 1.9
50 712 2.5 50 764 3.2 50 5755 14 504 47.1 1.1 50 58.9 1.4 50 67.7 2.1
40 43.8 1.2 40 69.7 3.5 60 62.3 1.1 40 43.7 1.2 60 69.3 1.5 60 76.0 2.1
204 9.0 2.5 204 9.8 23 80 926 3.1 20 21.1 1.1 80 86.8 1.6 80 89.7 2.2

?The K value is calculated in favour of the other guest present and not the most preferred guest solvent.
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Figure S3 Host compounds DB3 with the duplicate GC data for CYC/2MECYC in a) and b), for Cyc/3MeCyc in ¢)
and d), for Cyc/4MeCyc in ¢) and f), for 2MeCyc/4MeCyc in g) and h), and for 3MeCyc/4MeCyc in i) and j).
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Figure S4 Host compounds DB3 GC data with Cyc/2MeCyc/3MeCyc in a) and b), with Cyc/2MeCyc/4MeCyc in ¢)
and d), with Cyc/3MeCyc/4MeCyc in ¢) and f), and with 2MeCyc/3MeCyc/4MeCyc in g) and h).
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Figure S5 Host compounds DB3 GC data with all four Cyc/MeCyc’s in a) and b)
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Figure S6 Host compounds DB3 for the selectivity profile Cyc/2MeCyc for the crystals with a) 80 20, b) 60 40, c) 40
60, and d) 20 80 concentrations.
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Figure S7 Host compounds DB3 for the selectivity profile Cyc/3MeCyc for the crystals with a) 80 20, b) 60 40, c) 40
60, and d) 20 80 concentrations.
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Figure S8 Host compounds DB3 for the selectivity profile Cyc/4MeCyc for the crystals with a) 80 20, b) 60 40, c) 40
60, and d) 20 80 concentrations.
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Figure S9 Host compounds DB3 for the selectivity profile 2MeCyc/3MeCyc for the crystals with a) 80 20, b) 60 40,
¢) 40 60, and d) 20 80 concentrations.
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Figure S10 Host compounds DB3 for the selectivity profile 2MeCyc/4MeCyc for the crystals with a) 80 20, b) 60 40,
¢) 40 60, and d) 20 80 concentrations.
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Figure S11 Host compounds DB3 for the selectivity profile 3MeCyc/4MeCyc for the crystals with a) 80 20, b) 60 40,

¢) 40 60, and d) 20 80 concentrations.
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