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Table S3: Presence of superstructure reflections k. [{,.

%b

solvent n*  (I/o) n(I>20(I)) expression
Tol I 594 1.56 195 32.83 ++
Tol 1T 717 3.20 395 55.09 ++
EtOAc 634 0.67 103 16.25 +
Me,CO 804 0.74 160 19.90 +
DMSOII 4411 0.13 234 5.30 +
(Bz)° 3004 5.0l 2061 52.79 ++

4 From Table 2.
b Percentage of n with I > 25/(I) compared to 7.
¢ See reference 3.

Table S4: Correlation coefficients between the S.O.F. p’s in the

A1l model.

sample Me,CO DMSOII EtOAc Toll Tolll
correlation
PCs> PA —0.955 —0.641 —-0.733 0.952 —0.639
PDs PA —0.953 —0.638 —0.678 0.953 —0.614
PAs PA —0.973 —0.997 —-0.651 —0.876 —0.900
DPCs PA 0.949 0.637 0.526 —0.963 0.443
PDs PA 0.946 0.634 0.486 —0.964 0.426
PDs PC —0.880 —0.273 —-0.132 —0.993 0.196

Table S5: Sums and differences of S.0O.F.s with s.u.’s in A1 model.

solvent PA+PB  PA—PB  pc+pp  pc—pp
Tol I 0.879(10) 0.247(39)  0.698(9) —0.062(146)
Tol IT 0.841(10) 0.043(45) 0.738(9)  0.288(8)
EtOAc  0.838(8) 0.068(18) 0.651(8)  0.149(9)
Me,CO  0.988(6) 0.042(50) 0.818(5) 0.102(21)
DMSOIl 0.980(4) 0.002(106) 0.848(4) 0.038(5)
(Bz)?® 0.926(20) 0.113(33)  0.822(20) 0.391(63)

2 See reference 3.
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Figure S1: S.O.F. populations pa, ps, pc, pp for different specimens. The data for (bz) represent the
average and s.u.s for 9 separate experiments (see reference 3).
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