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Supplementary data

Table S1 Crystal data and structure refinement parameters for the quinol derivatives (2c, 3c, and 3d)
Compound
    2c
    3c
   3d

Molecular formula
C30H31NO3
C30H31NO3
C34H39NO3

Formula weight
453.58
453.58
509.69

Number of reflections used for unit cell determination

    (2 range/º)
25 (26,6 – 29.9)
25 (27.2 – 29.6)
25 (22.4 – 24.9)

Crystal system
monoclinic
triclinic
triclinic

Space group
P21/n
P eq \o(\s\up 9(－),1)
P eq \o(\s\up 9(－),1)

a/Å
11.083(7) 
11.738(2)
9.061(1)

b/Å
15.859(8)
12.244(2)
20.227(2)

c/Å
14.244(8)
10.879(2)
8.751(1)

/º

90.69(2)
101.52(1)

/º
97.56(5)            
116.39(1)            
114.30(1)

/º

64.73(1)
87.75(2) 

V/Å3
2481(2)
1235.8(5)
1430.6(4)

Z 
4
2
2

Dc /g cm-3
1.214 
1.219 
1.183 

F(000)
968.00
484.00
548.00

 MoK /cm-1
0.77
0.78
0.74

Crystal dimmensions/mm
0.60 x 0.40 x 0.60
0.55 x 0.10 x 0.70
0.30 x 0.10 x 0.40

Scan mode
2
2
2

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

Scan width/º
1.26 + 0.30 tan 
1.68 + 0.30 tan 
1.10 + 0.30 tan 

2max/º
50.0
50.0
50.0

Range of induces h; k; l
(13; 0,18; -16,0
-13, 0; -14,13; -11,12
0,10; (24; -10,9

Reflections collected (unique)
4353
4345
5036

Reflections observed with I0>
2616
2573
2082

Number of parameters
420
432
448

R
0.060
0.040
0.069

Rw
0.075
0.049
0.084

w
F
F
F

S
2.09
1.37
1.84

Max. Shift/Error in final cycle
0.00
0.01
0.08

Max. peak in final diff. map /e Å-3
0.31
0.19
0.27

Min. peak in final diff. map /e Å-3
-0.18
-0.14
-0.20
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