
Table S1: X-ray structure. Selected least squares planes and atom deviations from the planes in Å
(* indicates atom used to define plane).

Molecule A

1A. 9.7569(0.0087)x-6.0838(0.0055)y-10.9525(0.0080)z= 1.2794 (0.0099)

*   -0.0066 (0.0026)  C1A
*   -0.0752 (0.0027)  C2A
*   -0.0606 (0.0028)  C3A
*   -0.0090 (0.0030)  C4A
*    0.0516 (0.0028)  C14A
*    0.0753 (0.0031)  C11A
*   -0.0008 (0.0031)  C5A
*   -0.0637 (0.0034)  C6A
*   -0.0854 (0.0032)  C7A
*   -0.0003 (0.0029)  C8A
*    0.0824 (0.0028)  C12A
*    0.0922 (0.0027)  C13A
     0.3324 (0.0032)  C9A
     0.1713 (0.0036)  C10A

Rms deviation of fitted atoms =   0.0608

2A. 9.7182(0.0050)x-5.5912(0.0049)y-11.3085(0.0051)z= 1.6895 (0.0077)

Angle to plane 1A. =  2.62(0.09)deg

*   -0.0131 (0.0029)  C8A
*   -0.0986 (0.0024)  O8A
*   -0.2868 (0.0031)  C15A
*   -0.5390 (0.0026)  C16A
*    0.6457 (0.0021)  O16A
*    0.4863 (0.0033)  C17A
*   -0.3556 (0.0034)  C18A
*    0.2609 (0.0024)  O18A
*   -0.4689 (0.0041)  C19A
*    0.3008 (0.0037)  C20A
*    0.4859 (0.0022)  O20A
*   -0.6666 (0.0029)  C21A
*   -0.2799 (0.0032)  C22A
*    0.1164 (0.0024)  O1A
*    0.1719 (0.0028)  C1A
*    0.2407 (0.0026)  C13A

Rms deviation of fitted atoms =   0.3874

3A. 3.5821(0.0132)x+13.3054 0.0095)y-5.4235(0.0156)z= 17.7182(0.0081)

Angle to plane 2A = 88.93(0.07)deg

*   -0.0242 (0.0021)  C23A
*    0.0177 (0.0021)  C24A
*    0.0457 (0.0028)  C10A
*   -0.0246 (0.0026)  C9A
*   -0.0934 (0.0021)  O9A
*    0.1149 (0.0022)  OWA
*   -0.0362 (0.0016)  O18A

Rms deviation of fitted atoms =   0.0619



 Molecule B

1B. 9.7715(0.0087)x+6.1224(0.0055)y-10.9113(0.0079)z= 8.4064 (0.0095)

*   -0.0206 (0.0028)  C1B
*   -0.0790 (0.0032)  C2B
*   -0.0653 (0.0035)  C3B
*   -0.0255 (0.0032)  C4B
*    0.0629 (0.0031)  C14B
*    0.1081 (0.0028)  C11B
*   -0.0054 (0.0026)  C5B
*   -0.0924 (0.0028)  C6B
*   -0.1122 (0.0030)  C7B
*    0.0103 (0.0028)  C8B
*    0.1270 (0.0028)  C12B
*    0.0921 (0.0029)  C13B
     0.3562 (0.0035)  C9B
     0.2053 (0.0040)  C10B

Rms deviation of fitted atoms =   0.0780

2B. 9.6415(0.0049)x+5.5674(0.0050)y-11.3872(0.0053)z= 7.3943 (0.0074)

Angle to plane 1B =  3.40 ( 0.09 ) deg

*    0.2184 (0.0028)  C8B
*    0.1527 (0.0025)  O8B
*   -0.2422 (0.0035)  C15B
*   -0.6294 (0.0027)  C16B
*    0.4992 (0.0023)  O16B
*    0.2714 (0.0035)  C17B
*   -0.4793 (0.0033)  C18B
*    0.2652 (0.0027)  O18B
*   -0.3854 (0.0036)  C19B
*    0.4818 (0.0036)  C20B
*    0.6174 (0.0022)  O20B
*   -0.5207 (0.0029)  C21B
*   -0.2668 (0.0036)  C22B
*   -0.1071 (0.0025)  O1B
*   -0.0355 (0.0029)  C1B
*    0.1604 (0.0027)  C13B

Rms deviation of fitted atoms =   0.3784

3B. -3.5253(0.0132)x+13.3398(0.0095)y+5.3566(0.0160)z=12.6010(0.0128)

Angle to plane 2B = 89.12 ( 0.07 ) deg

*    0.0229 (0.0023)  C23B
*   -0.0682 (0.0021)  C24B
*    0.0420 (0.0031)  C10B
*    0.0036 (0.0025)  C9B
*    0.0725 (0.0022)  O9B
*   -0.1254 (0.0023)  OWB
*    0.0526 (0.0016)  O18B

Rms deviation of fitted atoms =   0.0662


