Supplementary information

Fig. 1: A point group graph with all subgroups of P422.

Only point groups P4, P222 and C222(x - y, X + y, 2) have twin laws of order 2
and are prime candidates as target space groups for symmetry reduction.

Fig. 2: A space group graph indicating the all possible subgroups of space group
P212121 (b- C,b+ C, a).

P 1211 (c-1/8,a,b-1/8)
P 1211 (c-3/8,a,b-3/8) ‘

1211 (c-1/4,2%a+c,b-1/4)

. (Mb,ﬂ_b,_c) P 121 1 (atb-1/4, at+bc)
P 1211 (bre-1/4, brc.a)

P2:2121 (b - ¢, b + ¢, a) is the space group of 1jjk in a setting in which it has unit
cell parameters matching the Niggli (Krivy & Gruber, 1976) setting of 1eix. The
subgroups P1241(c- 1/8, a, b- 1/8) and P1241(c - 3/8, a, b - 3/8) are the only two
groups that have a crystallographic screw axis in the same position as observed
in 1eix in its Niggli setting. These two space groups are thus the only two
possible subgroups that describe the symmetry of 1eix in relation to 1jjk.
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