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Table S1

Crystal Structure Determination

ISAC 4074-123

Operator:
*** E. Herdtweck ***

Molecular Formula:
C97 H208 O97


2(C42H70O35), C13H18O2, 25(H2O)

 EMBED Word.Picture.8  


Crystal Size and Shape:
Colorless prisms. Approximate size of crystal fragment used for data collection:  0.34 (0.45 (0.54  mm

Molecular Weight:
2926.61 a.m.u.

F000: 
3132

Systematic Absences:
hk0: h+k≠2n

Space Group:
Monoclinic       C 2          (I.T.-No.: 5)

Cell Constants:
Least-squares refinement of 22688 reflections with the program "Denzo Smn" [1, 2]; theta range 1.67° <  < 25.34°;


Mo(K EQ \O(a,-) );  =  71.073 pm


a =
1940.95(4) pm


b =
2441.45(5) pm
=
109.026(1)°


c =
1589.76(2) pm


V = 7121.9(2) ·106  pm3 ; Z = 2; Dcalc = 1.365 gcm-3; Mos. = 0.425(1)

Diffractometer:
Kappa CCD (Area Diffraction System; Nonius); rotating anode; graphite monochromator; 50 kV; 60 mA;  =  71.073 pm; Mo(K EQ \O(a,-) )

Temperature:
(-150±1) °C;
(123±1) K

Measurement Range: 
1.67° <  < 25.34°;  h: -14/22,  k: -15/29,  l:  -14/14

Measurement Time:
2 ( 30 s per film

Measurement Mode:
1 sets; 274 films


 movement; Increment:  = 1°; dx = 40.0 mm

LP - Correction:
Yes  [2]

Intensity Correction
No

Absorption Correction:
No;  = 0.121 mm-1
Reflection Data:
24677
reflections were used


10322
reflections were integrated


10322
reflections to be merged


6096
independent reflections


0.021
Rint :(basis Fo2)


72.9 %
completeness of the data set


6096
independent reflections (all) were used in refinements


5978
independent reflections with Io > 2(Io)


882
Parameter full-matrix refinement


6.91
reflections per parameter

Solution:
Isomorphous compound [3]; Difference Fourier syntheses

Refinement Parameters:
In the asymmetric unit:


94
Non-hydrogen atoms with anistropic displacement parameters


15
Non-hydrogen  with isotropic displacement parameters

Hydrogen Atoms:
The hydrogen atoms were placed in calculated positions (dC-H = 95, 98, 99, 100 pm, dO-H = 84 pm). Isotropic displacement parameters were calculated from the parent carbon atom (UH = 1.2/1.5 ·UC). The hydrogen atoms were included in the structure factor calculations but not refined.


The hydrogen atoms at the water molecules are not included.

Atomic Form Factors:
For neutral atoms and anomalous dispersion [4]

Extinction Correction: 
no

Weighting Scheme:
w-1 = 2(Fo2)+(a*P)2+b*P.


with a: 0.1591; b: 11.8185; P: [Maximum(0 or Fo2)+2*Fc2]/3

Shift/Err :
Less than 0.001 in the last cycle of refinement:

Resid. Electron Density:
+0.58 e EQ \O(0,-) /Å3; -0.42 e EQ \O(0,-) /Å3
R1 :
(||Fo|-|Fc||)/|Fo|

[Fo > 4(Fo);
N=5978] :

= 0.0717

[all reflctns;
N=6069] :

= 0.0726

wR2 :
[w (Fo2-Fc2)2/w (Fo2)2 ]1/2
[Fo > 4(Fo);
N=5978] :

= 0.1951

[all reflctns;
N=6069] :

= 0.1968

Goodness of fit : 
[w (Fo2-Fc2)2/( NO-NV )]1/2
= 1.02

Flack's Parameter :
x= 0.03(22)

Remarks:
Refinement expression   (Fo2-Fc2)2


The correct enantiomere is proved by the ß-CD molecule.


CIF-File from the program SHELXL-97 [5] ---> ISAC_FINE.CIF


All tables are calculated with the program PLATON [6] ---> ISAC_FINE.CIF (options round 2 ; table IC) ---> ISAC_FINE.SUP; ISAC_FINE.PUB


ISAC.SFT converted with the program CIFTAB ---> ISAC_FINE.FOFC
-------------->
n matches in a CSD-Data-Research [8,9,10,11]; 233 218 entries; version 1/01

Programs:
The program system "STRUX-V  [7] with the programs:  "PLATON" [6], "SHELXL-97" [5], "SIR92" [3]
Computer:
DEC 3000 AXP; Intel Pentium II PC
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Table S2.

List of short oxygen oxygen contacts (Å)
Intramolecular contacts within the (-CD moiety

involving primary hydroxyl groups

O5      O2         2.791(7)

O10     O7         2.859(7)

O15     O12        2.772(6)

O20A    O17        2.95(3)

O20A    O22        3.17(3)

O20B    O17        2.784(14)

O25     O22        2.718(10)

O30     O27        2.602(14)

O35     O32        2.886(6)

Intramolecular contacts within the (-CD moiety

involving secondary hydroxyl groups

O3      O4         2.859(6)

O3      O31        2.757(5)

O3      O34        2.781(6)

O4      O1         2.814(6)

O4      O3         2.859(6)

O4      O8         2.829(6)

O8      O1         2.776(6)

O8      O4         2.829(6)

O8      O9         2.877(5)

O13     O6         2.774(7)

O13     O9         2.845(6)

O13     O14        2.825(7)

O14     O11        2.838(8)

O14     O13        2.825(7)

O14     O18        2.839(7)

O18     O11        2.736(6)

O18     O14        2.839(7)

O18     O19        2.879(8)

O18     O47        2.691(10)

O19     O16        2.815(7)

O19     O18        2.879(8)

O19     O23        2.828(8)

O23     O16        2.752(6)

O23     O19        2.828(8)

O23     O24        2.938(7)

O24     O21        2.778(6)

O24     O23        2.938(7)

O24     O28        2.886(6)

O28     O21        2.805(7)

O28     O24        2.886(6)

O28     O29        2.831(6)

O29     O26        2.851(6)

O29     O28        2.831(6)

O29     O33        2.762(6)

O31     O3         2.757(5)

O33     O26        2.834(6)

O33     O29        2.762(6)

O33     O34        2.856(6)

O34     O31        2.834(5)

Intermolecular contacts between different (-CD moieties

O3      O3         3.111(4)      2_656

O3      O34        3.139(6)      2_656

O4      O33        3.094(6)      2_656

O4      O34        2.814(6)      2_656

O8      O29        3.178(6)      2_656

O8      O33        3.012(6)      2_656

O9      O28        3.018(6)      2_656

O9      O29        2.833(6)      2_656

O13     O24        3.015(6)      2_656

O13     O28        2.847(6)      2_656

O14     O23        3.064(6)      2_656

O14     O24        2.711(7)      2_656

O18     O19        3.211(7)      2_656

O18     O23        3.012(7)      2_656

O19     O19        2.775(7)      2_656

O5      O15        2.731(7)      4_657

O15     O35        2.886(7)      3_545

O20A    O20A       2.91(3)       2_657

O23     O33        2.727(6)      4_546

Intermolecular contacts between different (-CD moieties and water

O3      O44        2.719(6)      3_555

O3      O46        3.212(8)      4_557

O5      O39        2.759(12)     3_555

O5      O41        2.72(2)       3_555

O7      O36        3.213(4)      3_555

O7      O36        3.213(4)      4_657

O8      O49        2.88(3)       3_555

O9      O48        2.925(12)     2_657

O10     O36        2.798(11)     3_555

O10     O36        2.798(11)     4_657

O10     O38        2.795(7)      1_655

O10     O38        2.795(7)      2_657

O10     O40        2.785(10)     2_657

O12     O38        3.100(4)      1_655

O12     O38        3.100(4)      2_657

O13     O46        2.707(10)     2_657

O15     O42        2.714(7)      2_657

O17     O41        2.921(15)     2_657

O18     O47        2.691(10)       .  

O19     O47        3.116(10)     2_656

O19     O49        2.98(2)         .  

O20A    O39        2.92(3)         .  

O20A    O45        2.56(3)         .  

O20B    O39        2.794(16)     2_657

O22     O39        2.872(9)        .  

O23     C38        3.418(8)      4_546

O24     O44        2.783(7)        .  

O25     O39        3.046(12)       .  

O25     O43        2.741(10)       .  

O27     O40        3.162(11)       .  

O28     O37        3.023(6)        .  

O28     O37        3.023(6)      2_556

O28     O48        3.110(12)     1_554

O29     O47        2.951(11)     3_455

O30     O40        2.942(17)       .  

Intermolecular contacts between different water molecules

O36     O45        2.80(3)         .  

O37     O44        2.942(10)       .  

O37     O48        2.815(12)     1_554

O37     O44        2.942(10)     2_556

O38     O42        2.816(5)        .  

O40     O43        2.781(9)        .  

O41     O45        2.55(4)       2_657

O42     O43        2.789(7)        .  

O47     O49        2.69(2)       2_656

Intermolecular contacts of the S-ibuprofen guest molecule

O114    O20B       2.76(3)         .  

O114    O20B       2.76(3)       2_657

_1087640807.unknown

