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Fig. S1.  Intermolecular halogen bonds in complex 8.

Table S1. Halogen bonds in compound 8.

Halogen bond I---VA  Pd-I---1° I-II/F° Ry ¢
Pd(1)-I(1)---1(12)-I(13) 3.411(1)  116.5(1)  172.4(1)  0.861
Pd(1)-I(2)---I(10)-I(11) 3.375(1)  102.6(1)  172.1(1)  0.852
Pd(2)-1(3)---I(11)i-I(10)i>  3.374(1)  97.3(1) 176.0(1)  0.852
Pd(2)-1(4)---1(13)-1(12) 3.391(1)  112.5(1)  169.1(1)  0.856

¢ The normalized distance Ry involves normalization relative to the sum of van der Waals

radii of the two iodine atoms, Ry = d(I---1)/2r, where r is the van der Waals radius of

iodine (1,98 A).? Symmetry code: (i) 1 —x, —1/2+y, 1/2 —z.
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Fig. S2. Intra- and intermolecular hydrogen bonds in complex 9. Lengths (A)
N(23)---0(42) 2.920(1), N(12)---O(52) 3.335(1), N(13)---O(45)i 3.423(1).

Symmetry transformation: (i) 3/2 —x,— %2+ y, Yo —z.
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