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Supplementary data

  Table S1  Crystal data and structure refinement parameters for amine inclusion compounds of 2c and 3c
Compound
2c · morpholine (1:1)
2c · piperidine (1:1)
3c · morpholine (1:1)
3c · piperidine (1:1)

Molecular formula
C30H31NO3· C4H9NO
C30H31NO3· C5H11N
C30H31NO3· C4H9NO
C30H31NO3· C5H11N

Formula weight
540.70
538.73
540.70
538.73

Number of reflections used for unit cell determination

     2 range/º)
4 (22.2 - 22.4)
25 (21.4 - 27.3)
25 (28.5 – 29.9)
21 (22.0 – 24.4)

Crystal system
monoclinic
triclinic
triclinic
triclinic

Space group
C2/c
P eq \o(\s\up 9(－),1) 
P eq \o(\s\up 9(－),1) 
P eq \o(\s\up 9(－),1) 

a/Å
25.87(1) 
12.655(3)
8.759(3) 
8.753(2)

b/Å
11.844(2)
13.214(3)
21.675(3)
21.732(3)

c/Å
20.729(6)
10.795(2)
8.388(2)
8.355(1)

/º

100.55(2)
99.77(1)
97.55(1)

/º
108.94(2)
101.92(2)
109.72(2)
107.03(1)

/º

114.05(2)
81.88(2)
81.90(2)

V/Å3
6006(3)
1539.2(7)
1471.2(6)
1497.6(5)

Z 
8
2
2
2

Dc /g cm-3
1.196 
1.162
1.220 
1.195

F(000)
2320
580
580
580

 MoK /cm-1
0.78
0.73
0.80
0.75

Crystal dimmensions/mm
0.45 x 0.20 x 0.10
0.60 x 0.30 x 0.25
0.80 x 0.60 x 0.40
0.25 x 0.20 x 0.60

Scan mode





Scan rate in /º min-1 (up to 5 scans)
4.0 (up to 5 scans)
4.0
4.0
4.0

Scan width/º
0.79 + 0.30 tan 
1.57 + 0.30 tan 
1.78 + 0.30 tan 
1.10 + 0.30 tan 

2max/º
45.0
45.0
45.0
50.0

Range of induces h; k; l
0, 24; 0, 12; -22, 21
-13, 0; -12, 14; ±11
-9, 0; ±23; -8, 9
0, 10; ±25; ±9

Reflections collected (unique)
3385
4015
3833
5273

Reflections observed with I0>
1119
1967
2718
2031

Number of parameters
429
414
418
410

R 
0.054 
0.072 
0.070
0.087 

Rw
0.064
0.091
0.098
0.121

w
F
F
F
F

S
1.50
2.32
1.50
2.73

Max. Shift/Error in final cycle
0.01
3.99
0.00
1.46

Max. peak in final diff. map /e Å-3
0.17
0.38
0.59
0.38

Min. peak in final diff. map /e Å-3
-0.14
-0.30
-0.62
-0.30

15
14

